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Table S1. Summary of the 15 datasets included in this study.

Number of
i Number of .
Protein . fragments with
fragments in Comments
name . <3 rotatable
the full library
bonds
BACE 1,210 87 -
BLAC 1,284 734 X-ray structures reveal at least two distinct binding sites for fragment hits.
BTK 3,521 2,467 Fifteen in-house crystallized fragments were added to the initial library.
EPHA4 1,284 743 -
FALZ 395 92 Library was not filtered on the number of rotatable bonds.
HPK1 1,855 1,271 -
HSP90 1,257 724 -
NUDT5 694 279 Library was not filtered on the number of rotatable bonds.
Flexible binding site with both a hydrophobic and a hydrophilic pocket.
NUDT7 792 228
Library was not filtered on the number of rotatable bonds.
350 was screened as a dimer. It is unclear if fragments bind at the dimer
OGA 1,007 751
interface or not.
Screened as a dimer.
PARP14 645 162
Library was not filtered on the number of rotatable bonds.
PCAF 958 534 -
While X-ray structures of several protein-fragment complexes exist for this
PIM1 1,008 587
dataset, we had no access to this.
NhDMX interacts with peptides at the binding site, making it a difficult target
NhDMX 1,319 736
for FBDD.
KHK 1,072 380 Ten in-house crystallized fragments were added to the initial library.




Table S2. Conformational difference between structure 1 and structure 2 for each target.

Protein PDB id: structure 1/ RMSD structure 1/ Number of residues Number of residues

name structure 2 structure 22» with RMSD >1 Ab with RMSD >2 Ab
BACE S5HDZ / 2QP8 1.2 19 6

BLAC 4KZ4 [ 4KZ5 0.3 1 0

BTK in-house only 0.7 5 0
EPHA4 2XYU / 2Y60 0.8 9 1

FALZA-x0177

FALZ FALZAi(x0309/ ° ’ 1

HPK1 in-house only 25 27 12
HSP90 3K98 / 2YEC 2.1 7 5
NUDT5 5QJ4 / 5QJA 0.6 2 1
NUDT7 5QGP / 5QGY 1.4 9 3

OGA 5UN9 / in-house 0.8 5 2
PARP14 5QHV / 5QI3 0.6 1 0

PCAF SFE8 / 5FE9 1.2 8 1

PIM1 1XWS / 3R04 0.9 11 0
NhDMX in-house only - - -

KHK in-house only 0.5 3 0

aBackbone RMSD is considered. ®Only residues that were defined as part of the active site by

MOE were considered.
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Figure S1. AUROC values for DP1 (blue), DP2 (green) and Glide (red) protocols from screening

on all targets. The AUROC for each individual protein conformation is given (pluses and crosses),

while the AUROC of a mixed approach is also given (diamonds). In the mixed approach, the output

for both protein conformations is merged and the highest score for any given fragment is used to

calculate the AUROC, regardless of the protein conformation.



SGC Dataset — FALZA (csv format)

CrystalName, CompoundSMILES, CompoundCode,MountingResult,DataCollectionOutcome, DataProces
singSpaceGroup, DataProcessingUnitCell, DataProcessingResolutionHigh, DataProcessingRmerge
Low,DataProcessingIsigLow, DataProcessingIsigHigh, DataProcessingCompletenessOverall, Data
ProcessingCompletenessLow, DataProcessingCompletenessHigh, DimpleRcryst, DimpleRfree, Refin
ementRcryst, RefinementRfree, RefinementSpaceGroup, RefinementOutcome, Deposition PDB ID
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FALZA-x0044,, ,Mounted Clear,success,C 1 2

90,1.13,0.021,54.3,1.4,91.4,95.9,48.9,0.17847,0.19422,None,None,C 1 2

Pending,None

FALZA-x0045,,,Mounted Clear, success,C 1 2

90,1.07,0.019,52.6,1.3,81.0,96.0,17.5,0.17204,0.18210,None,None,C 1 2

Pending,None

FALZA-x0046,,,Mounted Clear, success,C 1 2

90,1.51,62.697,0.5,0.7,98.9,97.1,97.7,,,None,None,C 1 2 1,1 - Analysis

FALZA-x0047,, ,Mounted Clear, success,C 1 2

90,1.09,0.029,38.4,2.2,76.7,95.2,22.8,0.16735,0.17976,None,None,C 1 2

Pending, None

FALZA-x0048,,,Mounted Clear, success,C 1 2

90,1.06,0.017,66.9,1.7,77.9,97.6,13.1,0.16793,0.18344,None,None,C 1 2

Pending, None

FALZA-x0049,,,Mounted Clear, success,C 1 2

90,1.14,0.020,45.1,2.0,92.3,94.3,55.5,0.16707,0.18083,None,None,C 1 2

Pending, None
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1,112

1,112

1,112

27

27

27

27

27

27

38 90 96
1,1 - Analysis
38 90 96
1,1 - Analysis
38 90 96

Pending, None

38 90 96
1,1 - Analysis
38 90 96
1,1 - Analysis
38 90 96
1,1 - Analysis

FALZA-x0050,,,Mounted Clear,Failed - unknown,,,,,,sssrsrr,,,—1 — Data Collection Failed,

FALZA-x0051,,,Mounted Clear, success,C 1 2

90,1.73,0.046,21.8,1.2,98.9,96.6,99.3,0.18637,0.22349,None,None,C 1 2

Pending, None

1,112

27

38 90 96
1,1 - Analysis



FALZA-x0052,,,Mounted Clear, success,C

1

2 1,111 27

90,1.05,0.032,35.4,1.2,75.6,97.4,9.2,0.16915,0.17776,None,None,C 1 2

Pending, None

FALZA-x0053,, ,Mounted Clear, success,C

90,1.08,0.024,51.6,1.1,81.0,95.7,22.3,0.

Pending,None

FALZA-x0054,,,Mounted Clear, success,C

90,1.32,0.040,26.8,1.4,99.0,93.3,97.1,0.

Pending, None

FALZA-x0055,,,Mounted Clear, success,C

90,1.08,0.057,20.1,2.2,81.3,99.0,30.8,0.

Pending, None

FALZA-x0056,,,Mounted Clear, success,C

90,1.11,0.018,56.2,2.2,88.4,97.7,43.5,0.

Pending, None

FALZA-x0057,,,Mounted Clear, success,C

90,1.17,0.042,27.2,2.3,95.7,99.4,77.2,0.

Pending, None

FALZA-x0058, ,,Mounted Clear, success,C

1
17216,0.

1
17739,0.

1
16948,0.

1
16645,0.

1
16934,0.

1

90,1.14,0.037,33.3,2.2,88.7,97.5,54.3,0.16920,0.

Pending, None

FALZA-x0059,,,Mounted Clear, success,C

1 2 1,

2 1,112 27
18694,None,None,C 1 2

2 1,112 27
19745,None,None,C 1 2

2 1,112 27
18445,None,None,C 1 2

2 1,112 27
18177,None,None,C 1 2

2 1,112 27
18655,None,None,C 1 2

2 1,112 27
18417,None,None,C 1 2

232 55 72 90 98

0.1,0.1,98.7,53.3,99.3,,,None,None,C 1 2 1,1 - Analysis Pending, None

38
1,1

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90,6.22,-5.559, -

FALZA-x0060,,,Mounted Clear,Failed - unknown,,,,,,sssrsrr,,,—1 — Data Collection Failed,

FALZA-x0061,,,Mounted Clear, success,C

1

2 1,112 27

90,1.33,0.046,23.9,1.3,91.4,96.4,87.0,0.21189,0.23359,None,None,C 1 2

Pending, None

FALZA-x0062,,,Mounted Clear, success,C

90,1.15,0.031,43.4,1.3,89.2,92.6,49.7,0.

Pending, None

FALZA-x0063,,,Mounted Clear, success,C

90,1.18,0.024,41.6,2.2,91.3,95.2,71.6,0.

Pending, None

FALZA-x0064,, ,Mounted Clear, success,C

90,1.24,0.033,37.8,1.2,98.2,93.6,92.1,0.

Pending, None

FALZA-x0065,, ,Mounted Clear, success,C

90,2.73,0.129,10.7,3.4,99.3,92.9,99.6,0.

Pending, None

FALZA-x0066,,,Mounted Clear, success,C

90,1.12,0.036,29.2,2.2,83.8,95.6,39.3,0.

Pending, None

1
17385,0.

1
15742,0.

1
17380,0.

1
23765,0.

1
16317,0.

2 1,111 27
19310,None,None,C 1 2

2 1,112 27
16954,None,None,C 1 2

2 1,112 27
19020,None,None,C 1 2

2 1,112 27
29884,None,None,C 1 2

2 1,112 27
17923,None,None,C 1 2

38
1,1

1,1

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

90 96
Analysis

FALZA-x0067,,,Mounted Clear,Failed - unknown,,,,,,sssrsrr,,,—1 — Data Collection Failed,

FALZA-x0068, ,,Mounted Clear, success,C

1

2 1,111 27

90,1.10,0.020,56.0,2.2,86.6,98.8,38.5,0.16232,0.17678,None,None,C 1 2

Pending, None

38
1,1

90 96
Analysis



FALZA-x0069,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.14,0.034,36.5,1.7,92.9,95.8,57.1,0.16884,0.18427,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0070,,,Mounted Clear,Failed - unknown,,,,,,sssrsrr,,,—1 — Data Collection Failed,

FALZA-x0071,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.05,0.024,57.2,1.2,78.9,91.7,10.0,0.16581,0.17881,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0072,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.13,0.016,59.9,2.2,91.5,98.7,58.4,0.16184,0.17354,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0073,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.08,0.038,32.6,2.5,83.7,97.3,22.7,0.16491,0.17715,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0074,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.16,0.021,47.6,2.2,94.0,98.5,73.3,0.16239,0.17896,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0075,,,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.14,0.027,39.3,2.2,93.0,97.9,61.2,0.18449,0.19611,None,None,C 1 2 1,1 - Analysis

Pending, None

FALZA-x0076,,,Mounted Clear,Failed - unknown,,,,,,ssrsrrrr,,,—1 — Data Collection Failed,

FALZA-x0077,,,Mounted Clear,Failed - unknown,,,,,,,ssrss,,,—-1 — Data Collection Failed,

FALZA-x0078,,,Mounted Clear,Failed - unknown,,,,,,sssrsrr,,,—1 — Data Collection Failed,

FALZA-x0079,CCNC (=0) Oclccc(ccl)c2csnn2, FMOPL000621a,Mounted Clear, success,C 1 2 1,112 27

38 90 96 90,1.25,0.014,60.6,2.2,92.0,95.5,84.2,0.17749,0.20187,0.18506,0.20799,C 1 2 1,5

- Deposition ready,None

FALZA-x0080,CCOC(=0)clc(nc(sl)C)C(F) (F)F,FMSOA000791b,Mounted Clear,success,C 1 2 1,112
121,1 -

) C(F) (
27 38 90 96 90,1.13,0.014,72.8,2.3,87.8,96.5,51.1,0.17164,0.18614,None,None,C
Analysis Pending, None

’

FALZA-x0081,CC(C)COclccc(ccl) [CRRH] 2C (=0)NC (=0) N2, FMOPL000301a,Mounted Clear, success,C
121,112 27 38 90 96 90,1.16,0.019,53.2,2.2,94.9,97.1,72.1,0.17187,0.18903,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0082,CC(C)CNC (=0) clccc2cecec2cl, FMOPL000732a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.22,0.034,31.3,2.1,93.6,97.3,84.3,0.17760,0.19617,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0083,clccc(ccl) c2ccccec2NNC (=S) N, FMOPL000624a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.20,0.016,59.9,2.2,97.7,98.1,91.7,0.18076,0.19974,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0084,C[NH+]1CCN(CCl)c2nc3cccec3s2, FMOPL000478a,Mounted Clear, success,C
27 38 90 96 90,1.23,0.021,52.7,1.3,94.4,96.3,83.4,0.17843,0.19496,None, None, C
Analysis Pending,None

12 1,112
1 21,1 -
FALZA-x0085,CC(=0)NCCclc[nH]c2clcc (cc2)F,FMOPL000287a,Mounted Clear,success,C 1 2 1,112

27 38 90 96 90,1.18,0.016,57.4,2.3,93.3,98.0,76.0,0.17998,0.19590,0.19000,0.20497,C 1 2
1,5 - Deposition ready,None

FALZA-x0086, clc (cncclBr) C(=0)ON, FMOPL000692a,Mounted Clear, success,C
96 90,1.27,0.042,28.0,2.2,98.3,97.7,94.7,0.17985,0.20415,None, None, C
Pending, None

1 1,112 27 38 90
1 1,1

2
2 1,1 - Analysis



FALZA-x0087,CC(C) (C)clccc(ccl)NNC(=S)N,FMOPL000620a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.17,0.018,58.8,2.2,93.1,97.2,74.6,0.17935,0.19876,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0088, C[NH+] (C) CCN1C (=0) c2ccccc2Cl=0, FMOPL000477a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.26,0.018,53.8,1.1,95.2,97.3,87.8,0.19186,0.21830,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0089, clcnccclCCNC (=0) NC2CCCCC2, FMOPL000299a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.17,0.016,62.2,2.2,96.1,97.1,81.8,0.17273,0.18885,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0090, clcc(ocl)C(=0)0Cc2ccc(cc2)Cl,FMOPL000714a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.14,0.020,48.3,2.2,90.9,96.0,60.5,0.18037,0.20189,None,None,C 1 2 1,1 -
Analysis Pending, None

’

FALZA-x0091, COC (=0) [CR@H] 1C[CR@H] (CN1C (=0)c2ccco2)0, FMOPL000622a,Mounted Clear, success,C
121,112 27 38 90 96 90,1.18,0.019,53.3,2.2,96.6,96.3,84.4,0.17604,0.18760,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0092,CC(C) (C)NC(=0)Cnlccc(nl)C(F) (F)F,FMOPL000482a,Mounted Clear,success,C 1 2
1,112 27 38 90 %96 90,1.23,0.023,51.1,1.2,95.7,87.8,93.9,0.19711,0.21898,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0093,Cclcc (=0)oc2clccec (c2C[NH+] (C)C) O, FMOPL0002%94a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.69,0.033,30.2,2.2,98.6,98.5,98.4,0.17934,0.21650,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0094,Cclcc (nol)NC (=0)CCC2CCCCC2, FMOPL000741a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.38,0.077,17.6,1.7,86.2,90.8,83.6,0.21140,0.25128,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-

x0095,COC (=0) [CRRH]1C[CQRR@H] (CN1C (=0)c2ccco2)0, FMOPL000622a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.23,0.030,32.4,1.3,94.5,97.4,85.0,0.18966,0.20982,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0096,C[CQ@]1 (C(=0)NC(=0)N1)CCc2ccc(cc2)0C,FMOPL000497a,Mounted Clear, success,C 1
21,112 27 38 90 96 90,1.34,0.017,49.7,1.2,96.1,95.0,93.7,0.18387,0.21042,None, None, C
2 1,1 - Analysis Pending,None

[

FALZA-x0097, clcc (ocl)CNC (=0)NC2CCCCC2, FMOPL000286a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.13,0.025,43.3,2.4,85.2,95.6,43.5,0.17679,0.19740,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0098,COclccc (ccl) CC(=0)Nc2nnecs2, FMOPL000738a,Mounted Clear, success,C 1 2 1,111 27
37 90 95 90,1.11,0.025,40.5,2.2,86.6,96.8,45.1,0.18092,0.20063,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0099,CC(=0)NCclcc (nol)c2ccc (cc2)0C, FMOPL0O00625a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.65,0.027,32.4,10.3,99.7,99.7,99.5,0.20581,0.24708,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0100,CC(C)C(=0)Nclnnc(sl)COC,FMOPL000282a,Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.27,0.025,37.0,2.2,98.6,94.4,97.2,0.18282,0.21303,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0101, clc(nnsl)C(=0)NO, SDOOA000892b, Mounted Clear, success,C 1 2 1,111 27 38 90 95
90,1.20,0.018,48.7,2.1,98.3,96.8,95.8,0.18057,0.20554,None,None,C 1 2 1,1 - Analysis
Pending, None



FALZA-x0102,CC(C)CC(=0)Nclccc(ccl)C(=0)NN, FMOPL000483a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.17,0.022,40.4,1.1,96.0,96.0,69.8,0.18799,0.20728,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0103,clccc2c(cl)c(c[nH]2)C[NH+]3CCCCCC3, FMOPL000291a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.017,53.2,2.2,88.6,97.4,60.9,0.17438,0.19163,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0104, clcc(ccclNC(=0) C[NH+]2CCCC2) F, FMOPL0O00715a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.24,0.031,34.1,2.2,98.5,95.4,96.3,0.17496,0.19639,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0105,C#Cclccc (ccl)OCc2cccecc2, FMOOAO00390b, Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.27,0.030,35.5,1.2,98.9,96.9,97.1,0.17843,0.19356,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0106,CC(C) [NH2+]Cclccc(ccl)N(C)C,FMOPL000463a,Mounted Clear,success,C 1 2 1,110
27 38 90 95 90,1.20,0.023,37.1,1.3,90.9,96.8,71.7,0.18644,0.20960,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0107,Cclcccc(cl)C(=0)N2CCC(CC2)C(=0)N, FMOPL000307a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.27,0.017,53.2,2.2,97.4,97.6,93.0,0.17633,0.20173,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0108, CCC (=0)Nclccc (ccl)N2CCC(CC2)C, FMOPL0O00748a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.14,0.014,64.1,1.0,91.7,97.4,54.9,0.18793,0.20886,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0109,clccn(cl)CCNC (=0)C(F) (F)Cl,FMOPL000616a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.15,0.017,55.8,2.2,94.3,96.6,68.3,0.17560,0.19156,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0110,clcc(ocl)C(=0)N[CRQH]2CCCCNC2=0, FMOPL000472a,Mounted Clear, success,C 1 2
1,110 27 38 90 95 90,1.57,0.055,22.1,2.1,99.3,92.2,99.5,0.19187,0.23422,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0111,CNC (=0) [CRRH]1CC (=0)N(Cl)c2ccc(cc2)0C, FMOPL000304a,Mounted Clear, success,C
121,111 27 37 90 95 90,1.13,0.022,45.1,2.2,91.2,96.7,54.0,0.18179,0.20196,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0112,C[CQEH] (C[NH2+]Cclccc2c (cl)0C02)0, FMOPL0O00709a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.16,0.023,43.1,1.3,95.1,94.2,62.8,0.18212,0.20119,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0113,CC(=0)NCCclcccc2clcc(cc2)0C,BDOOA0LI1525¢c, Mounted Clear, success,C 1
27 38 90 93 90,1.81,0.315,3.2,0.6,99.6,99.2,98.8,0.44531,0.47318,None,None,C 1
Analysis Pending,None

2 1,111
21,1 -

’
FALZA-x0114,clccc(ccl)C[NH+]2CCC(CC2)n3ccce3, FMOPL000492a,Mounted Clear, success,C 1 2

1,111 27 38 90 96 90,1.29,0.022,39.2,1.1,95.2,95.7,89.8,0.19435,0.22673,None, None,C 1 2
1,1 - Analysis Pending, None

FALZA-

x0115,CC1 ([CRH]2CC=C([CRE@H]1C2)C[NH+]3CCC[CRRH]3CO)C, FMOPL000351a,Mounted Clear, success
,C 1 2 1,111 27 38 90 95
90,1.55,0.063,18.6,2.1,97.9,99.3,96.7,0.19359,0.23209,None,None,C 1 2 1,1 - Analysis

Pending, None

FALZA-

x0116,C[CRH]1CC[CRH] (C1) [NH+]2CCN(CC2) c3cccecc3, FMOPL000376a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.40,0.046,26.3,1.0,97.4,92.1,95.5,0.19743,0.22930,None,None,C 1 2
1,1 - Analysis Pending, None



FALZA-x0117,clcc(ccclC[NH+]2CC[C@H] (C2)0)Cl,FMOPL000314a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.26,0.037,31.3,1.3,97.7,96.2,91.8,0.17675,0.19751,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0118,CclccsclC[NH+]2CCC[CRQRH]2CO, FMOPL000320a,Mounted Clear,success,C 1 2 1,111
27 38 90 96 90,1.22,0.013,68.9,2.1,95.4,96.3,87.6,0.17195,0.19139,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0119,C[CQE@H]1CCCC[NH+]1Cc2ccc (cc2)C(=0)0C, FMOPL0O00375a,Mounted Clear, success,C 1
21,111 27 38 90 96 90,1.28,0.018,50.1,1.2,94.2,97.6,85.9,0.18212,0.21037,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0120,Cclcc(c(ccl0C)C)C[NH+]2CC[CRH] (C2)0,FMOPL00035%a,Mounted Clear, success,C 1
21,112 27 38 90 96 90,1.15,0.025,43.5,2.2,93.6,97.1,64.8,0.17492,0.18834,None, None, C
2 1,1 - Analysis Pending,None

=

FALZA-x0121,clccc2c(cl)CC[NH+] (C2)Cc3cccec30,FMOPL000367a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.17,0.031,35.7,1.6,96.1,98.0,72.8,0.18938,0.20762,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0122,CCC1CCC(CC1) [NH+]2CCOCC2, FMOPL0O00315a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.20,0.014,60.9,2.1,91.4,96.4,78.2,0.17730,0.19793,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0123,CCC1CCC(CC1) [NH2+]C[CQRH]2CCCO2, FMOPL000326a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.18,0.018,50.9,1.2,97.0,94.7,75.5,0.18198,0.20128,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0124,CC(=0)NICC[NH+] (CCl)CCCc2ccccc2, FMOPL000370a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.16,0.016,67.1,2.2,94.6,96.0,77.4,0.17611,0.19316,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0125,Cclc(nc[nH]1)C[NH+]2CCc3cccce3C2, FMOPL000358a,Mounted Clear, success,C 1 2

1,112 27 38 90 96 90,1.27,0.024,45.8,1.2,96.0,92.9,88.7,0.18466,0.20561,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0126,Cclc(n2ccccec2nl) C(=0)NCC(C)C,FMOPL000347a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.16,0.018,57.5,2.3,95.1,98.1,72.7,0.17297,0.18961,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0127,COC (=0) C1CC[NH+] (CC1)CC(=0)N, FMOPL000077a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.13,0.023,43.4,1.1,91.1,96.0,45.3,0.18055,0.19553,None,None,C 1 2 1,1 -

Analysis Pending,None

FALZA-x0128, C1CCN (CC1) C(=0)N2CCCCC2, FMOPL000010a,Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.34,0.026,40.8,1.3,99.4,97.6,99.4,0.18027,0.19982,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0129,clcc(ccclC[NH2+]C[CRQH]2CCCO2)F, FMOPL000166a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.44,0.083,17.6,1.0,99.2,98.0,99.2,0.19052,0.22478,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0130,CCOC (=0) CICCN (CCl) c2cncen2, FMOPL000218a,Mounted Clear,Failed - low
resolution,C 1 2 1,138 32 46 90 95
90,4.03,0.197,2.5,0.5,98.9,94.7,96.1,,,None,None,None,1 - Analysis Pending, None

FALZA-x0131,clccnc (¢cl) NS (=0) (=0) c2ccc (cc2)N, FMOPL000078a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.19,0.086,19.5,1.7,94.6,90.8,80.3,0.19036,0.20789,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0132,clccc(c(cl)C(=0) [0-])OC(F) (F)F,FMOPL000013a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.023,45.2,2.2,91.1,98.9,65.8,0.17817,0.20026,None,None,C 1
1,1 - Analysis Pending, None

N
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FALZA-x0133,C1CCCC(CC1)NC (=0) [C@RH]2CCCO0Z2,FMOPL000167a,Mounted Clear, success,C
27 38 90 96 90,1.19,0.014,70.6,2.2,94.9,98.4,81.9,0.17910,0.19549,None, None, C
Analysis Pending, None

121,112
121,1

2
21,1 -
FALZA-x0134,clccc2c(cl)ncn2Cc3ccc (cc3) C#N, FMOPL000219a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.15,0.013,78.4,2.2,88.3,97.1,55.6,0.17524,0.18894,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0135,CCOclccc2c(cl) sc(n2)C,FMOPL000079a,Mounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.16,0.021,50.9,2.2,95.2,97.6,72.8,0.17612,0.19331,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0136,COclcc(cc(clOC)0C)C[NH3+],FMOPL000011a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.18,0.019,44.7,1.1,96.7,95.8,75.4,0.18296,0.20260,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0137,C1CCC(CC1)NC(=0)NC[C@H]2CCCO2, FMOPL000168a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.41,0.028,35.8,1.4,97.3,97.5,94.8,0.18809,0.21918,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0138,Cnlc(cc(nl)c2cccs2)N,XST00000599¢,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.16,0.017,60.2,2.2,95.5,97.6,76.0,0.17323,0.18909,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0139,clccc(ccl)COc2cceccc2N, FMOPL000014a,MMounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.40,0.034,29.0,1.3,99.5,95.3,99.6,0.19667,0.22802,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0140,COclccc(ccl) [CQRRH] (c2cceccc2) [NH3+], FMOPL000169%a,Mounted Clear,success,C 1 2
1,111 27 38 90 96 90,1.16,0.028,38.2,1.1,89.5,95.4,50.6,0.17826,0.19627,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0141,COCclnnc (s1)N, FMOPL000544a,Mounted Clear,success,C 1 2 1,112 27 38 90 96
90,1.28,0.017,51.2,2.2,96.0,98.2,90.7,0.17798,0.20211,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0142,CCclccccclNNC (=S) N, FMOPL000081a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.17,0.058,26.8,2.2,86.5,95.0,61.9,0.18874,0.21156,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0143,clccc(ccl)c2ccc(cc2)CC(=0) [0-],FMOPL000015a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.27,0.025,39.9,1.1,96.2,96.9,88.9,0.18420,0.20760,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0144,CCOC (=0)Nclnc2ccc (cc2sl)C,FMOPL000170a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.26,0.021,42.9,2.1,95.9,97.8,91.0,0.17999,0.20093,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0145,clcnc([nH]1)c2[nH]ccn2, FMOPLO00545a, Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.33,0.023,40.8,1.5,96.8,91.2,92.9,0.18017,0.21123,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0146,clcc(scl)c2ccc(cc2)C[NH3+],FMOPL000080a, Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.10,0.030,44.1,1.9,86.4,91.7,31.2,0.17917,0.19988,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0147,clccc(ccl) C[NH2+]Cc2ccc (cc2) F, FMOPL0O00016a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.028,35.9,2.2,95.5,98.8,75.8,0.17779,0.20313,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0148,C[CQ@H] ([CRH] (clccccecl)O) [NH2+]C, FMOPL0O00548a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.14,0.021,51.6,2.3,92.4,98.5,63.3,0.17410,0.18757,None,None,C 1
1,1 - Analysis Pending, None

N
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FALZA-x0149,CNC (=0)NCclc(cccclCl)F, FMOPL000084a,Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.18,0.014,66.6,2.2,96.6,98.0,85.2,0.17547,0.19389,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0150,C[NH2+]Cclccnccl, FMOPL000017a,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.23,0.071,17.3,1.1,98.9,98.4,95.4,0.21031,0.23168,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0151,clcc(cc(cl)F)NC(=0)c2cnccn2, FMOPL000172a,Mounted Clear, success,C 1 2 1,112
27 38 90 96 90,1.27,0.025,32.6,1.1,95.3,96.3,87.6,0.18885,0.21328,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0152,clccc2c(cl) [nH]c (n2)NC#N, FMOPL000546a,Mounted Clear, success,C 1 2 1,110 27
38 90 95 90,1.55,0.017,48.9,1.5,93.3,94.1,82.7,0.18039,0.21672,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0153,clcn[nH]clc2cc(cc(c20)F) F, FMOPL000085a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.17,0.016,53.3,1.1,88.7,94.3,51.7,0.18165,0.19921,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0154,CC(=0)NICCC(CC1) [NH2+]C2CC2, FMOPL000018a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.14,0.019,55.5,2.2,93.5,97.6,64.5,0.17311,0.18889,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0155,CC(C) [NH+]1CCN (CC1)C(=0)c2cccs2, FMOPL000173a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.25,0.019,46.1,2.1,98.8,97.8,96.3,0.17907,0.19864,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0156,C[NH+] (C)CC#Cclcccccl, FMOPL000549a, Mounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.31,0.014,63.0,1.3,98.9,96.2,96.7,0.17528,0.20063,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0157,CCclnc (nol)c2ccc(cc2)Cl,FMOPL000083a,Mounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.43,0.0206,40.3,1.4,99.3,90.8,98.7,0.17352,0.20412,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0158,CN(clccc(cnl)C(F) (F)F)N,FMSOA000815b, Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.20,0.014,69.1,2.1,94.2,97.4,83.5,0.18178,0.20287,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0159,Cclccc(cclC)C(=0)Nc2nc[nH]n2, FMOPL000174a,Mounted Clear, success,C
27 38 90 96 90,1.26,0.052,23.5,2.3,93.8,94.9,86.1,0.17942,0.19676,None,None, C
Analysis Pending,None

121,112
1 21,1 -
FALZA-x0160,Cclccc(ol)c2ccccc2N, FMOPL000550a, Mounted Clear, Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, -1 - Data

Collection Failed, None

FALZA-x0161,Cclccc(ol)c2ccec(c2)N, FMOPL000020a, Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.25,0.023,41.5,1.5,97.6,97.4,92.0,0.18227,0.20265,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0162,clc (c(=0) [nH]c (=0) [nH] 1) N2CCOCC2, FMOPL000552a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.17,0.024,38.9,1.2,95.3,94.6,73.4,0.18492,0.20110,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0163,COclccc(ccl) C(=0)NCC (=0) N, FMOPL000090a, Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.20,0.026,40.6,1.1,96.0,95.9,84.4,0.18389,0.19959,None,None,C 1 2 1,1
Analysis Pending, None

FALZA-x0164,CS (=0) (=0)Nclccc(ccl)C[NH3+],FMOPL000019a,Mounted Clear, success,C
27 38 90 96 90,1.20,0.022,45.1,2.2,96.4,96.7,87.3,0.17344,0.19420,None,None, C
Analysis Pending, None

121,111
121,1 -

14
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FALZA-x0165,clccc(ccl) C2CC[NH+] (CC2) CC(=0) [0-], FMOPL000176a,Mounted Clear,success,C 1 2
1,111 27 38 90 95 90,1.27,0.014,58.7,1.2,97.0,93.4,90.7,0.18129,0.20671,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0166,clcc(ccclc2enenc2N) Cl, FMOPL000557a, Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.14,0.025,39.9,1.1,92.0,92.7,50.5,0.18601,0.20987,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0167,COC (=0)clc(cc(sl)c2ccecs2)N,FMOPL000088a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.26,0.020,49.0,2.2,98.8,98.2,96.8,0.17170,0.19020,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0168,clcc(cc(cl)OC(C(F)F) (F)F)N,FMOPL000021a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.38,0.045,25.9,1.2,99.5,94.2,99.5,0.17984,0.20270,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0169,C[CQH]1CCCC[NH+]1Cc2ccccc2C#N, FMOPL000177a,Mounted Precipitate,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None, None, None, -1 - Data
Collection Failed,None

FALZA-x0170,COclccc(c(cl)0O)c2cc[nH]n2, FMOPL000554a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.15,0.026,39.1,2.3,94.4,97.2,68.6,0.17695,0.19037,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0171,CNC (=0) clccccclNC (=0) c2ccco2, FMOPL000751a,Mounted Clear, success,C 1 2 1,112
27 38 90 96 90,1.12,0.031,37.6,1.1,88.3,97.8,42.0,0.18354,0.20326,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0172,CC(=0)Nclccc(ccl)C(=0)Nn2cnnc2, FMOPL000443a,Mounted Clear, success,C 1 2

1,112 27 38 90 96
90,1.28,0.034,29.4,1.0,98.7,94.4,97.2,0.19316,0.21494,0.21125,0.23261,C 1 2 1,5 -
Deposition ready,None

FALZA-x0173,clcc(cncl)CNc2ccce (cc2C(=0) [0-]) N, FMOPL000298a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.24,0.021,50.6,1.1,96.2,97.1,88.0,0.17833,0.19924,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0174,Cclc(cccclCl)NC (=0) [CRRH]2CCCO2, FMOPL000722a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.27,0.014,63.5,2.2,95.0,97.8,89.3,0.18174,0.20687,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0175,C[C@H] 1CCCCNI1C (=0) N2CCOCC2, FMOPL000392a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.33,0.024,44.2,1.4,96.6,96.8,92.8,0.18801,0.21177,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0176,clccc (ccl) CC(=0)N2CCc3c2ccece3, FMOPL0O00491a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.20,0.023,44.5,1.3,98.2,98.1,89.5,0.18743,0.20782,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0177,C1CCN(CCl) c2c (non2)N, FMOPL000280a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.39,0.025,43.2,1.2,97.0,97.3,94.7,0.19044,0.22594,0.20283,0.24088,C 1 2 1,5 -
Deposition ready,None

FALZA-x0178,CC[CQ@RH] (C)NC(=0) clcc(onl)c2ccccc2, FMOPL0O00750a,Mounted Clear, success,C 1
1,112 27 38 90 96 90,1.12,0.030,37.9,2.3,89.7,96.9,49.8,0.17902,0.19752,None,None,C 1
1,1 - Analysis Pending, None

NN

FALZA-x0179,CC(C)clccc (ccl)NC (=0)N2CCOCC2, FMOPL0O00442a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.26,0.017,56.6,1.2,98.2,93.9,93.8,0.18481,0.20503,None,None,C 1
1,1 - Analysis Pending, None

[\

13



FALZA-x0180,clcc(ccclC[NH2+]C2CCCCC2) 0, FMOPL000467a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.46,0.024,39.2,2.2,97.6,98.1,96.5,0.17139,0.19267,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0181,CC[C@H] (C)clccc(c(cl)O)NC(=0)C,FMOPL000285a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.22,0.021,44.0,1.3,94.6,90.2,84.2,0.17930,0.19867,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0182,clcc (ccclNC (=0) CC#N)OC (F) (F) F, FMOPL000725a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.48,0.034,26.7,1.5,98.9,90.1,99.0,0.18656,0.21648,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0183,Cclc(c(n[nH]1)C)CCOc2ccc (cc2)F,FMOPL000488a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.016,65.5,2.3,92.0,98.0,70.0,0.17527,0.18796,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0184,Cclccc(c(cl)C)OCC (=0)N2CCOCC2, FMOPL0O00306a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.15,0.030,44.6,1.1,93.6,95.9,63.0,0.17832,0.18936,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0185,clcc(ccclC (=0)N)NC (=0) c2cncecn2, FMOPL000758a, Mounted Clear, success,C 1 2
1,105 26 36 90 95 90,2.52,0.051,11.1,1.0,92.8,87.8,50.3,0.33163,0.41217,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0186,CCnlccc (nl)C[NH2+]C, FMOPL000384a,Mounted Clear, success,C 1
95 90,1.22,0.017,58.6,1.5,95.0,96.8,85.2,0.18009,0.20191,None,None,C 1
Pending, None

,111 27 38 90

21,1
2 1,1 - Analysis

FALZA-x0187,Cclccc (ol) C[NH+] (C) Cc2ccccc2, FMOPL000479a,Mounted Clear, success,C 1 2 1,111
27 38 90 96 90,1.14,0.019,54.8,2.3,93.2,96.9,66.4,0.17266,0.19001,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0188,CCOC(=0)clc(nc(sl)N(C)C(=0)C)C,FMOPL000288a,Mounted Clear, success,C 1 2

1,112 27 38 90 96 90,1.29,0.026,40.8,1.3,98.7,94.1,94.3,0.18115,0.20763,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0189,clccc (ccl)Nc2nnc3n2nc (cc3)Cl, FMOPL000745a, Mounted BadDispense,success,C 1 2
1,112 27 38 90 96 90,1.36,0.036,31.6,1.2,99.1,90.2,99.2,0.17991,0.20122,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0190, clcc2c (cclC(=0)N3CCCCCC3)0C0o2, FMOPLO00435a,Mounted Clear, success, C 1 2
1,112 27 38 90 96 90,1.23,0.017,59.1,2.1,99.0,96.2,97.6,0.17414,0.19214,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0191,COclccc(ccl) C(=0)Nc2cccecc2F, FMOPL000496a, Mounted Clear, success,C 1 2 1,111
27 38 90 96 90,1.17,0.013,70.4,2.4,95.5,96.8,82.5,0.17386,0.19237,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0192,Cnlnc (nnl)NC(=0)c2ccc(cc2)Cl,FMOPL000290a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.22,0.019,56.6,1.3,98.0,95.6,92.1,0.18474,0.20652,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0193,CC (=0)Nclccc (ccl)C#N, FMSOA000445b, Mounted Clear, success,C 1 2 1,112 27 38 90
96 90,1.19,0.018,54.7,2.2,91.7,96.3,74.3,0.17665,0.19540,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0194,Cnlc(c(cnl)NC(=0)c2ccccec2)C(=0)N, FMOPL000456a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.11,0.022,49.4,2.2,87.9,97.9,43.7,0.17744,0.19449,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0195,C1CCC(CC1)C(=0)N2CCC(CC2)C(=0)N, FMOPL000480a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.015,64.0,2.2,89.9,95.2,61.3,0.18053,0.20076,None,None,C 1
1,1 - Analysis Pending, None

N

14



FALZA-x0196,Cnlnc (nnl)NC(=0) c2cc3ccccc302, FMOPLO00309%a, Mounted Clear, success, C 1 2
1,112 27 38 90 96 90,1.20,0.012,72.9,2.1,97.9,98.1,93.7,0.18062,0.20193,None,None,C 1
1,1 - Analysis Pending, None

[\

FALZA-x0197,clcc(cncl) C[NH2+]C[CRQ@H] 2CCC=CC2, FMOPL000760a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.27,0.028,35.6,2.3,98.7,94.6,97.2,0.17337,0.19088,None,None,C 1
1,1 - Analysis Pending,None

[\

FALZA-x0198,CC(C)COclccc(ccl) [CRRH] 2C (=0)NC (=0) N2, FMOPL000441a,Mounted Clear, success,C
121,112 27 38 90 96 90,1.27,0.035,34.2,1.5,98.1,93.7,95.8,0.19558,0.21864,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0199,C[CQ@H] (clcccecl)NC (=0)COC, FMOPL000465a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.41,0.021,40.9,2.2,99.4,98.4,99.5,0.17187,0.19111,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0200,CCclccc(ccl) C(=0)Nc2nnn (n2)CC, FMOPL000303a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.35,0.029,33.0,1.3,99.2,89.6,99.3,0.18391,0.21361,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0201, CNC (=0) OCclnccnlC, FMOPL0O0075%a, Mounted Clear, success,C 1 2 1,111 27 38 90 95
90,1.34,0.031,40.1,1.6,99.0,96.3,98.6,0.20029,0.23043,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0202,COclccc (ccl)CNC (=0) CC#N, FMOPL000389a,Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.27,0.019,51.3,2.3,95.0,96.3,87.9,0.17355,0.19434,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0203,COCC (=0)Nclccc(cecl) O, FMOPL000462a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.19,0.016,55.3,2.2,97.9,98.3,90.1,0.17519,0.19163,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0204,CCOclccc (ccl)C(=0)Nc2nnn (n2)C, FMOPL000302a,Mounted Clear, success,C 1 2
1,111 27 37 90 95 90,1.25,0.016,58.7,2.1,94.3,98.4,86.7,0.18532,0.21129,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0205,clccc(c(cl)C(=0)N)Nc2cccc(c2)Cl,FMOPL000761a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.22,0.019,49.1,2.1,96.7,98.0,90.1,0.17648,0.19493,None,None,C 1
1,1 - Analysis Pending, None

[\

FALZA-x0206,Cclcc (nol)NC(=0)CSc2ccccc2, FMOPL000428a,Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.28,0.015,64.6,2.3,98.2,98.2,94.4,0.17642,0.20351,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0207,Cclccc (ccl)OCC (=0)Nc2cc (on2)C, FMOPL0O00498a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, -1 - Data
Collection Failed, None

FALZA-
%0208, clcc (ocl)C(=0)Nc2cce3c(c2) [nH]c (=0) [nH]3,FMOPL000310a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.23,0.020,45.9,2.2,98.8,96.3,96.5,0.18156,0.20465,None,None,C 1 2

1,1 - Analysis Pending, None

FALZA-x0209,Cclcccc(cl)C(=0)Nc2ccc (cc20)C, FMOPL00049%a,Mounted Clear, success, C 1 2
1,112 27 38 90 96 90,1.58,0.024,30.4,1.3,87.5,94.3,65.3,0.19468,0.24052,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0210,Cclccc(ccl)C[NH2+]Cc2ccncc2, FMOPL0O00289%a, Mounted Clear, success,C 1 2 1,111
27 38 90 96 90,1.23,0.015,53.9,1.2,98.3,93.8,93.0,0.17995,0.20004,None,None,C 1 2 1,1 -
Analysis Pending, None

15



FALZA-x0211,COC (=0)clccc(ol)C[NH+]2CCCC2, FMOPL000562a,Mounted Clear, success,C
27 38 90 96 90,1.17,0.017,58.4,2.3,88.4,94.7,62.1,0.17779,0.19855,None, None, C
Analysis Pending, None

121,112
121,1

2
21,1 -
FALZA-x0212,C1CCC (CC1)NC (=0) CC#N, FMOPL000385a, Mounted Clear,success,C 1 2 1,111 27 38 90
95 90,1.16,0.019,50.2,1.1,94.3,96.8,66.4,0.18358,0.20732,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0213,clcc(ocl)CNC (=0)NCc2ccco2, FMOPL000471a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.25,0.024,46.2,2.2,98.7,99.0,94.9,0.17945,0.19881,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0214,clcc(ccclC[NH+]2CCC(CC2)C(=0)N)F,FMOPL000346a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.25,0.015,62.5,2.2,97.6,97.0,93.3,0.17700,0.19866,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0215,clc(nc[nH]1)CC[NH2+]C2CCCCCC2, FMOPL000322a,Mounted Clear, success,C 1 2
1,110 27 38 90 95 90,1.19,0.016,60.3,2.2,95.0,98.1,81.6,0.18099,0.20485,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0216,clcc(cc(cl)0O)C[NH+]2CCSCC2, FMOPL000313a,Mounted Precipitate,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None, None, None, -1 - Data
Collection Failed, None

FALZA-x0217,CC(C)clccc(ccl)C[NH+]2CCC(CC2)0,FMOPL000348a,Mounted Precipitate,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None, None, None, -1 - Data
Collection Failed,None

FALZA-x0218,CCOclccc (ccl)C[NH+]2CCSCC2, FMOPL000336a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.46,0.025,31.4,1.1,99.3,96.8,99.8,0.18877,0.22577,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-
x0219,C[NH+] (C)CC(=0) clccc(ccl)c2cccce2, FMOPL000377a,Mounted BadDispense, success,C 1 2

1,112 27 38 90 96 90,1.21,0.020,47.4,1.3,98.0,97.8,90.9,0.17981,0.20241,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-
x0220,Cclccc(ccl)C(=0)N[CRRH]2C[CRH]3CC[CRE@H]2C3, FMOPL000360a,Mounted Clear, success,C 1

2 1,112 27 38 90 96 90,1.16,0.018,54.1,2.2,86.2,97.0,51.3,0.18752,0.21111,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0221,Cclc(nonl)NC (=0)N2CCCCC2, FMOPL000330a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.34,0.015,61.6,2.2,98.3,99.1,96.5,0.18383,0.21177,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0222,CCCnlc2ccccec2nclNC (=0) CC, FMOPL000352a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.26,0.031,32.2,2.2,99.2,98.9,97.8,0.18173,0.20257,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0223,COclccc (cclOC) C[NH+]2CCOCC2, FMOPL0O00357a,Mounted Clear, success,C 1 2 1,111
27 38 90 95 90,1.20,0.019,50.0,1.3,98.3,97.7,91.4,0.18494,0.20809,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0224,clcnc (cnl)c2ncc(c(n2)N)C#N, FMOPLO00086a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.34,0.021,46.8,2.1,97.6,98.9,95.3,0.19315,0.22105,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0225,clccnc (cl) c2cce (s2)C(=S)N, FMOPL000022a,Mounted Clear, success,C 1 2 1,110 27

38 90 95 90,2.02,0.056,14.2,1.4,98.8,95.0,97.9,0.20985,0.25752,None,None,C 1 2 1,1 -
Analysis Pending,None

16



FALZA-x0226,clcc(ccclc2ecec (02)CO)N, FMOPLO00551a, Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.28,0.016,55.7,2.2,98.6,98.4,97.3,0.18719,0.21210,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0227,CC(C)NC(=0)N[CQ@H]1CCCCNC1=0,FMOPL000087a,Mounted Clear, success,C 1
27 38 90 96 90,1.28,0.020,49.6,2.2,99.1,98.1,97.2,0.19233,0.21105,None,None,C 1
Analysis Pending, None

2 1,112
21,1 -

’

FALZA-

x0228,clcc(cncl) C[NH2+] [CRH]2CS (=0) (=0)C[CREH] 20, FMOPL000179a,Mounted Clear, success,C 1
21,111 27 38 90 96 90,1.43,0.018,45.3,1.3,99.3,91.9,99.5,0.18421,0.21860,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0229,COC(=0) clcccc (cl)NS (=0) (=0)C, FMOPL0O00089%a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.17,0.043,27.7,2.3,90.5,95.7,66.0,0.17883,0.19559,None,None,C 1 2 1,1 -
Analysis Pending, None

14

FALZA-x0230, clccc(ccl)COc2ccec(c2)N, FMOPL000023a,Mounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.31,0.021,41.8,2.1,98.9,96.8,98.0,0.18112,0.20790,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0231,C[NH+]1CCC(CC1) [NH+]2CCC[C@H] (C2)C (=0) [O-

], FMOPL000180a, Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.34,0.022,43.4,2.2,99.1,98.2,98.6,0.18373,0.20925,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0232,C[CQRH] (C[NH2+]Cclc(ccceclCl)Cl) O, FMOPL000555a, Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.12,0.032,36.0,2.2,90.4,98.2,51.7,0.19446,0.21258,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0233,clcsc (cINC(=0)C(F) (F)F)C(=0)N, FMOPL000092a,Mounted Clear, success,C 1 2
1,111 27 37 90 95 90,1.30,0.022,46.5,1.4,99.1,95.9,98.2,0.19463,0.22355,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0234,clccc(ccl) C[NH+]2CCO[CRH] (C2)CO, FMOPL000024a,Mounted Clear, success,C 1 2

1,112 27 38 90 96 90,1.13,0.070,23.0,2.0,89.3,98.8,49.7,0.19439,0.21201,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0235, C[NH+]1CCN(CC1)C(=0)c2ccc(c(c2)F)F,FMOPL000181a,Mounted Clear,success,C 1 2
1,111 27 38 90 96 90,2.19,0.063,18.4,2.1,99.8,98.9,99.8,0.19562,0.28364,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0236,clcc(scl)c2ccc(s2)c3cen[nH] 3, FMOPL000091a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.13,0.056,21.5,2.2,92.7,99.3,63.0,0.18118,0.19836,None,None,C 1 2 1,1 -

Analysis Pending, None

FALZA-x0237,CC(C) (C)OC (=0)N1CCC(CC1) [NH2+]C2CC2,FMOPL000025a,Mounted Clear, success,C 1
21,111 27 38 90 95 90,1.41,0.023,40.0,2.1,98.5,97.8,99.0,0.17791,0.21550,None, None, C
2 1,1 - Analysis Pending,None

=

FALZA-x0238,clccc(ccl)COCc2c[nH]c (=0) [nH]c2=0,FMOPL000182a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.31,0.028,39.0,1.3,99.3,96.7,98.4,0.19371,0.22100,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-
x0239,Cclccec2c(cl)c3c([nH]2) [CRH] (CCC3) [NH3+], FMOPL000564a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.25,0.019,49.3,2.2,99.2,98.6,97.6,0.18665,0.20712,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0240,COC (=0)NNclcc (ccnl)C(F) (F)F, FMOPL000096a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.24,0.031,34.9,1.2,98.8,97.0,97.0,0.18494,0.20359,None,None,C 1 2 1,1 -
Analysis Pending, None

17



FALZA-x0241,clccc(c(cl)CNc2ccc(cc2)F)CO, FMOPL0O00183a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.28,0.020,51.3,2.2,98.3,98.7,93.8,0.17408,0.19063,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0242,clccc(ccl) C[NH+]2CC (=0)NC (=0) C2, FMOPL000558a,Mounted Clear, success,C 1 2
1,110 27 38 90 95 90,1.79,0.038,22.7,1.9,97.4,97.2,99.4,0.17508,0.21415,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0243,COclcccc (cl)c2nc(c(02)N)C#N, FMOPL000097a,Mounted Clear, success,C 1 2 1,111
27 38 90 95 90,1.40,0.032,33.0,1.1,99.1,97.8,99.3,0.19687,0.23280,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0244,clcc(ccclNNC (=S)N)F, FMOPL000055a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.11,0.020,56.4,2.2,86.0,98.2,43.6,0.18523,0.20350,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0245,clcc(ccclCC(=0)NC2CCCCC2) F, FMOPL000184a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.08,0.028,41.0,2.2,84.2,97.9,32.2,0.18781,0.20839,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0246,CCOclcccc(cl)c2nnc (s2)N, FMOPL000560a,Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.17,0.021,48.6,2.1,96.5,97.1,83.2,0.17752,0.19459,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0247,clcc(cc(cl)Cl)N2CC[NH+] (CC2) CC#N, FMOPL000094a,Mounted Clear,success,C 1 2
1,112 27 37 90 96 90,1.19,0.016,58.8,2.2,96.6,98.6,87.2,0.18875,0.21280,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0248,clcc (ccclNC (=0) CC#N)Cl, FMOPL0O00056a,Mounted Clear,success,C 1 2 1,111 27 38
90 906 90,1.15,0.0206,41.0,2.2,87.8,96.3,53.8,0.18064,0.20194,None,None,C 1 2 1,1
Analysis Pending,None

FALZA-x0249,CC(C)CC(=0)NCclccc2c(cl)0C02,FMOPL000185a,Mounted Clear, success,C
27 37 90 95 90,1.15,0.020,52.2,2.2,94.1,98.0,66.6,0.18933,0.21206,None,None, C
Analysis Pending, None

12 1,111
1 21,1 -
FALZA-x0250,clccc(ccl)C#CC[NH+]2CCCCC2, FMOPL000559%9a, Mounted Clear,success,C 1 2 1,111 27

38 90 95 90,1.16,0.019,51.5,2.2,94.7,97.2,70.2,0.18192,0.20268,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0251,Cclc(c(c([nH]1)C)C(=0)0OC)c2cc[nH]In2,FMOPL000098a,Mounted Clear, success,C 1
2 1,112 27 38 90 96 90,1.12,0.044,31.3,2.3,81.6,96.3,34.8,0.20231,0.22368,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0252,clccc(ccl)c2cc(on2) C[NH3+],FMOPL000057a,Mounted Clear, success,C 1 2 1,111 27
38 90 96 90,1.24,0.028,35.1,1.3,98.9,95.4,96.7,0.18733,0.20563,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0253,CC(=0)Nclccc(ccl)Nc2cecec2, FMOPL000186a,Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.18,0.032,33.5,2.2,96.8,99.3,84.7,0.19535,0.22018,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0254,clcc(cc(cl)Cl)NC(=0)C[NH+]2CCCC2,FMOPL000567a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.20,0.024,45.6,2.1,98.2,97.6,94.8,0.17848,0.19626,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0255,CC(=0)clccc(ol)c2ccc (cc2F)F, FMOPL0O00095a,Mounted Clear,success,C 1 2 1,111
27 37 90 95 90,1.19,0.020,52.9,2.1,94.3,98.4,80.0,0.18849,0.21231,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0256,clcc(ccecln2cc (nn2)CO)Cl, FMOPL000058a,Mounted Clear, success,C 1 2 1,111 27 38

90 95 90,1.49,0.027,31.3,1.1,98.9,93.1,98.3,0.18155,0.21692,None,None,C 1 2 1,1 -
Analysis Pending, None
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FALZA-x0257,CC(=0)Nclcc(ccclO)c2cecec2, FMOPL000187a,Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.20,0.021,47.2,1.3,98.2,95.1,90.1,0.19053,0.21369,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0258,CC(=0)Nclccc(ccl)c2csc(n2)N, FMOPL0O00568a,Mounted Clear, success,C 1 2 1,110
27 38 90 95 90,1.08,0.020,53.2,2.1,85.0,98.7,33.6,0.18924,0.21153,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0259,clcc(scl)c2nc (no2)N3CCCCC3, FMOPL000093a,Mounted Clear, success,C 1 2 1,112 27
37 90 96 90,1.27,0.013,62.1,2.2,99.0,98.8,97.3,0.19038,0.21826,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0260,CC(=0)Nclccc(ccl)OCC (=0) [0-],FMOPL000059a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.13,0.015,61.0,2.2,91.5,96.8,58.9,0.18828,0.20717,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0261,Cclnc(c(sl1)NC(=0)0C)c2ccccc2, FMOPL000188a,Mounted Clear, success,C 1 2 1,111
27 37 90 96 90,1.25,0.033,33.9,1.3,97.3,95.4,91.5,0.19482,0.22506,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0262,Cclcc (nnlc2cccec2)NC (=0) OC, FMOPL000105a,Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.21,0.014,67.2,2.1,97.2,98.4,89.1,0.18453,0.20872,None,None,C 1 2 1,1
Analysis Pending, None

FALZA-x0263,clcc (ocl)CNC (=0)Nc2cce (cc2) F, FMOPL000189a,Mounted Clear, success,C 1
27 38 90 95 90,1.37,0.016,54.5,2.2,99.8,98.7,99.8,0.18053,0.21019,None,None,C 1
Analysis Pending, None

2 1,111
21,1 -
FALZA-x0264,Cclccc2c(cl)c3c([nH]2) [CR@H] (CCC3)C#N, FMOPL000572a,Mounted Clear, success, C

121,111 27 38 90 95 90,1.49,0.032,28.8,1.1,99.2,94.6,98.6,0.18809,0.22707,None,None, C
1 21,1 - Analysis Pending,None

FALZA-x0265,clcc2c (cclC[NH2+]C[CQRQRH] 3CCC=CC3)0CO2, FMOPL000300a,Mounted Clear, success,C
121,111 27 38 90 95 90,1.49,0.031,29.3,1.3,99.4,88.1,98.9,0.18194,0.22104,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0266,clccc2c(cl) [nH]c(n2)NCc3ccco3, FMOPL0O00565a, Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.34,0.027,31.6,1.1,99.0,94.6,98.5,0.19421,0.22538,None,None,C 1
1,1 - Analysis Pending, None

[\

N

FALZA-x0267,CC(=0)N[CQQH] (Cclccc(ccl)O)C(=0)NN, FMOPL000484a,Mounted Clear,success,C 1
1,111 27 38 90 95 90,1.51,0.045,22.4,2.2,99.3,99.1,99.2,0.21050,0.24928,None,None,C 1
1,1 - Analysis Pending,None

[\

FALZA-x0268,clccnc (cl) C[NH2+]Cc2ccc3c(c2)0C03,FMOPL000297a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.39,0.018,48.3,2.1,99.3,97.8,99.6,0.17779,0.20982,None,None,C 1
1,1 - Analysis Pending, None

\S)

FALZA-x0269,clccc(ccl)CCNc2 [nH]c3ccece3n2, FMOPLO00586a, Mounted Clear, success, C 1 2
1,111 27 38 90 95 90,1.22,0.022,39.3,2.1,97.2,95.5,92.1,0.18429,0.20723,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0270,C[CQ@H] (CNC (=0)Nclcccecl) O, FMOPL000464a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.23,0.045,32.1,1.4,96.5,96.2,91.2,0.21986,0.24281,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0271,CC(C) (C)NC (=0)N1CCC(CC1)C(=0)0C,FMOPL000292a,Mounted Clear, success,C 1 2
1,111 27 38 90 95
90,1.18,0.022,40.4,2.1,96.1,96.3,82.9,0.19096,0.21345,0.20877,0.22536,Cc 1 2 1,5 -
Deposition ready,None
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FALZA-x0272,clccc (ccl) CCNC (=0) c2ccc (=0) oc2, FMOPL000585a, Mounted Clear, success,C 1 2
1,112 27 37 90 96 90,1.15,0.021,47.6,2.2,91.0,97.0,62.5,0.18488,0.20534,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0273,Cclcc(nol)C(=0)NCC (=0)0C, FMOPL000387a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.43,0.029,35.7,1.2,98.8,90.9,97.9,0.18646,0.22527,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0274,clcc(cc(cl)O)NC(=0)Nc2ccc(cc2)F, FMOPL000500a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.22,0.020,40.1,1.2,91.4,92.5,80.1,0.19504,0.22176,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0275,CCclnnc (s1)NC (=0) C[NH+] (C) C, FMOPL000283a,Mounted Clear,success,C 1 2 1,111
27 37 90 95 90,1.29,0.019,48.9,2.2,99.2,98.9,96.3,0.18921,0.22017,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0276,CC1 (C[CQH] (CCO1)C (=0)NCc2cccecc2)C, FMOPL000592a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.47,0.032,31.7,2.3,99.4,99.7,99.0,0.18310,0.22127,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0277,Cnlccc(nl)C(=0)Nc2ccce (c2)C(=0) [0-],FMOPL000457a,Mounted Clear, success,C 1
2 1,110 27 38 90 95 90,1.45,0.018,46.9,2.3,99.1,97.2,99.7,0.17296,0.20056,None, None, C
2 1,1 - Analysis Pending,None

[

FALZA-x0278,clccc (ccl)OCC (=0) Nc2cccec20, FMOPL000490a, Mounted Clear, success,C 1 2 1,110
27 38 90 95 90,1.31,0.031,34.1,2.1,97.7,93.0,96.4,0.18609,0.21179,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0279,clcc (ccclC[NH2+]Cc2ccc (cc2) F) C#N, FMOPL00029%96a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.32,0.022,44.1,2.1,99.5,98.9,99.0,0.18901,0.21476,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0280,CC(C)C(=0)Nclnnn(nl)C,FMOPL000547a,Mounted Clear,success,C 1 2 1,111 27 38
90 96 90,1.25,0.046,29.1,1.2,98.6,91.2,97.3,0.19169,0.21882,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0281,clccc(ccl) NS (=0) (=0)c2ccc(cc2)N, FMOPL000432a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.20,0.018,51.5,1.2,97.7,96.7,89.8,0.18517,0.20661,None,None,C 1
1,1 - Analysis Pending, None

[\

FALZA-x0282,CC[C@H] (CO)NC (=0)Nclccc(ccl)Cl,FMOPL000476a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.25,0.031,37.7,1.2,97.9,90.2,92.9,0.18233,0.20499,None,None,C 1
1,1 - Analysis Pending,None

[\

FALZA-x0283,COclcccc (cl) C[NH+]2CCC(CC2)C (=0)N, FMOPL000305a,Mounted Clear,success,C 1 2
1,110 27 38 90 95 90,1.40,0.026,38.7,1.1,97.5,94.3,95.8,0.18266,0.21282,None,None,C 1
1,1 - Analysis Pending, None

\S)

FALZA-x0284,clccc(ccl)COc2cceccc2C (=0) NN, FMOPL000587a, Mounted Clear, success,C 1 2 1,111
27 38 90 95 90,1.15,0.015,62.0,2.2,93.6,96.1,67.5,0.17720,0.19392,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0285,clc (c(=0) [nH]c (=0) [nH] 1) NC2CCCCC2, FMOPL000388a,Mounted Clear,success,C 1 2
1,111 27 38 %90 95 90,1.37,0.031,33.3,1.0,95.2,98.0,93.2,0.20067,0.22525,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0286,C[CQ@H] (C[NH2+]C1CCCCC1)0O, FMOPL0O00461a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.40,0.025,40.5,2.1,98.7,97.9,99.4,0.16957,0.19861,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0287,clc (nnsl)C(=0)N2CCOCC2, FMOPL000281a,Mounted Clear,success,C 1 2 1,110 27 37

90 95 90,1.33,0.027,35.9,2.1,98.7,97.1,97.7,0.19585,0.22428,None,None,C 1 2 1,1 -
Analysis Pending, None
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FALZA-x0288,C[CR@EH] (C(=0)0OC)NC (=0)NICCOCC1, FMOPL000563a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.38,0.052,22.5,2.1,99.6,97.9,99.6,0.18384,0.21440,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0289,clccc(ccl) [CRRH] 2C[CRH] 2C (=0) Nc3nccs3, FMOPL000417a,Mounted Clear, success, C
121,112 27 38 90 96 90,1.10,0.044,30.5,2.9,78.6,98.3,33.9,0.19719,0.21619,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0290,clcc(c(cclC(F) (F)F)N)N2CCCCC2, FMOPL000263a,Mounted BadDispense, success,C 1
21,111 27 38 90 95 90,1.36,0.019,45.8,2.2,99.4,97.7,99.5,0.17894,0.21156,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0291,COclcc (cc(cl)0C)C(=0)Nn2cnnc2, FMOPL0O00451a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.44,0.047,24.5,2.1,98.8,99.3,97.7,0.21438,0.24167,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0292, clccnc (¢cl) NC (=0) c2cncen2, FMOPL000469%a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.25,0.021,47.1,2.2,99.4,98.8,97.5,0.18955,0.21530,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0293,COC (=0) clcccc2cl-c3ccece3C2=0, FMOPL000264a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.40,0.029,32.0,2.1,98.5,95.7,97.3,0.17865,0.20971,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0294,clcc(cc(cl)F)NCc2ccc3c (¢c2)0CO3, FMOPL000650a, Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.14,0.023,45.2,2.3,93.2,97.7,63.9,0.17848,0.19647,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0295,Cclc(sc(nl)NC(=0)0C)C(=0)N(C)C,FMOPL000409a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.29,0.030,47.7,1.5,98.0,95.8,94.5,0.19710,0.22146,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0296,COclccc2c(cl) sc(n2)NC(=0)C3CC3,FMOPL000487a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.19,0.017,55.0,2.2,97.6,98.4,89.3,0.18862,0.21160,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0297,CCOC (=0)Nclcccc(cl)Cl,FMOPL000260a, Mounted Clear, success,C 1 2 1,112 27 38
90 96 90,1.35,0.0601,19.2,2.2,97.9,98.0,97.2,0.19675,0.22289,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0298, clcc(cncl)Nc2nnc (s2)C(F) (F)F,FMOPL000643a,Mounted Clear, success,C
27 38 90 96 90,1.36,0.040,38.5,1.6,98.6,97.5,99.1,0.21137,0.23702,None,None, C
Analysis Pending,None

12 1,112
1 21,1 -
FALZA-x0299,CC(C)C(=0)NICCC(CC1l)Cc2ccccc2, FMOPL0O00438a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.23,0.037,31.2,2.2,96.8,98.2,89.6,0.17972,0.19587,None,None,C 1 2

1,1 - Analysis Pending, None

FALZA-x0300,CC(C)NC(=0)clccc2cccce2nl, FMOPL000474a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.26,0.027,40.4,2.2,99.0,98.8,95.4,0.18257,0.20292,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0301,Cclccc(ol) C[NH+] (C)C, FMOPL000259a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.14,0.021,44.2,2.2,92.9,97.5,60.8,0.18262,0.20381,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0302,CN(C)C(=0)NclcnccclC(F) (F)F,FMOPL0O00641a,Mounted Clear,success,C 1 2 1,111
27 38 90 96 90,1.42,0.020,42.8,1.3,97.9,96.0,96.1,0.19288,0.22917,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0303,C[NH+]1CCN(CC1l)C (=0)Nc2cccec2, FMOPL000408a, Mounted Clear,Failed -

unknown, None, None, None, None, None, None, None, None, None, , , None, None, None, -1 - Data
Collection Failed, None
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FALZA-x0304,CCC(=0)Nclccc2c(cl) [nH]c (=0) [nH]2,FMOPL000468a,Mounted Clear,success,C 1 2
1,112 27 38 90 96 90,1.17,0.025,43.8,2.2,92.0,98.0,68.3,0.18635,0.20590,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0305,C1CC[NH+] (C1)C[CRQH] (CO)0O,FMOPL000258a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.20,0.024,41.1,2.2,98.5,98.6,93.6,0.17978,0.20026,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0306,COCclnnc (s1)NC(=0)c2ccccc2, FMOPL000424a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.18,0.031,35.2,2.2,97.4,98.7,87.9,0.18423,0.20395,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0307,CC(C)C(=0)NCcl[nH]c2ccccc2nl, FMOPL000473a,Mounted Clear, success,C 1 2 1,112
27 38 90 96 90,1.33,0.026,39.0,1.3,98.8,97.1,97.0,0.20400,0.23051,None,None,C 1 2 1,1 -
Analysis Pending, None

’

FALZA-x0308,clcc(cc(cl)Cl)C[NH+]2CCOCC2, FMOPL000312a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.28,0.029,50.0,1.8,98.9,97.6,96.4,0.19556,0.22053,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0309,CC(=0)Nclccc(ccl)C[NH+]2CCOCC2, FMOPL000349a,Mounted Clear, success,C 1 2
1,111 27 38 90 96
90,1.13,0.016,55.7,1.5,91.1,95.2,46.0,0.17658,0.19324,0.19287,0.20909,c 1 2 1,5 -
Deposition ready,None

FALZA-x0310,Cclcccc(cl)C[NH+]2CCOCC2Z2, FMOPL000319%a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.19,0.023,45.4,2.1,97.8,99.2,90.8,0.18819,0.20939,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0311,CC(C) (C)CICCC(CC1) [NH2+]Cc2ccncc2, FMOPL000368a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.13,0.024,44.8,2.2,88.7,96.0,53.6,0.17224,0.18850,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0312,Cclcc(cc(clNC)C) [N+] (C) (C)C,FMOPL000318a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.13,0.027,42.2,2.2,92.7,98.8,62.2,0.18499,0.20524,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0313,clcc(cceclOCC (=0)N2CCCC2) F, FMOPL000332a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.17,0.033,33.2,2.2,96.1,97.3,79.9,0.17990,0.19359,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0314,COCC (=0)Nclnc (csl)c2cccec2, FMOPL000355a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.33,0.019,49.5,2.2,99.6,99.3,98.5,0.19126,0.21798,None,None,C 1 2 1,1 -

Analysis Pending, None

FALZA-x0315,clccc(ccl) CCC(=0)Nc2cec (cc2)0, FMOPLO00363a,Mounted Clear, success,C 1 2

1,111 27 38 90 95 90,1.19,0.048,24.2,1.2,96.0,91.5,80.1,0.19036,0.21152,None,None,C 1 2
1,1 - Analysis Pending, None
FALZA-x0316,clccc2c(cl)OC[CRRH] (02)C (=0)N3CCOCC3, FMOPL0O00366a,Mounted Clear,success,C 1

2 1,112 27 38 90 96 90,1.33,0.045,25.3,2.1,99.4,97.3,98.6,0.19257,0.21937,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0317,clccc(ccl)CNc2ccc (cc2)C(=0) [0-],FMOPL000343a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.24,0.031,33.5,1.1,97.7,96.8,91.5,0.17730,0.19719,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0318, clccc(ccl) SCC(=0) NC2CCCCC2, FMOPL000344a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.18,0.019,55.7,2.2,97.2,98.5,85.3,0.17877,0.19558,None,None,C 1 2 1,1 -
Analysis Pending, None

22



FALZA-x0319,COCC (=0)NclccceclC(=0)N, FMOPL000329a,Mounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.17,0.023,42.5,2.1,88.7,96.2,65.0,0.18974,0.20929,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0320,clccc(ccl)COc2ccc (cc2)C(=0)N, FMOPL000099a,Mounted Clear, success,C 1
27 38 90 96 90,1.11,0.025,44.3,2.1,89.4,98.2,48.7,0.19252,0.21569,None,None,C 1
Analysis Pending, None

2 1,112
21,1 -

’

FALZA-x0321,CCOclccc (ccl)NC (=0)NC(C) (C)C,FMOPL000041a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None, None, None, -1 - Data
Collection Failed, None

FALZA-x0322,CC[NH+]1CCN (CC1)C (=0)NC2CCCCC2, FMOPL000190a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.09,0.019,50.8,2.3,82.2,95.8,31.6,0.18822,0.20924,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0323,COclccc2cc(ccc2cl)c3ce[nH]In3, FMOPL000102a,Mounted Clear, success,C
27 38 90 96 90,1.14,0.019,53.5,2.2,92.9,98.3,66.1,0.19157,0.21249,None, None, C
Analysis Pending, None

121,112
121,1 -
FALZA-x0324,CC1 (CC(=CC(=0)Cl)Nc2cccc(c2)0)C,FMOPL000040a, Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.24,0.018,56.4,2.2,98.6,97.4,97.5,0.18964,0.21566,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0325,clcnccclc2nc (on2) C3CCCCC3, FMOPL000191a, Mounted Clear, success,C 1 2 1,111 27
37 90 95 90,1.28,0.028,39.1,1.3,96.5,97.4,89.6,0.19687,0.22806,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0326,CCCnlc (nnnl)NC (=0)c2cccs2, FMOPL000569%a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.19,0.026,41.1,1.3,97.6,97.8,80.9,0.17987,0.19858,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0327,Cnlc(c(c(nl)C(F) (F)F)c2ccccc2)N,XST00000908c, Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.19,0.022,43.5,1.3,97.2,93.0,84.2,0.18796,0.20863,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-

x0328,C[CQH]1CC[CRH] (C1l) [NH2+]Cc2ccc3c (c2)0C03, FMOPL000043a,Mounted Clear, success,C 1
1,112 27 38 90 96 90,1.13,0.021,49.9,2.3,91.5,96.7,55.9,0.17562,0.19121,None,None,C 1
1,1 - Analysis Pending, None

NN

FALZA-x0329,clccn(cl) c2ccc (cc2) N3CCOCC3, FMOPL0O00192a, Mounted Clear, success,C 1 2 1,112
27 38 90 96 90,1.18,0.017,59.0,2.1,96.3,98.1,83.9,0.18835,0.21258,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0330,COclccccclN2CC[NH+] (CC2) CC#N, FMOPL000103a,Mounted Clear, success,C 1 1,111
27 38 90 95 90,1.27,0.039,29.9,1.3,98.9,96.4,96.9,0.18297,0.20580,None,None,C 1 1,1 -

Analysis Pending, None

2
2

FALZA-x0331,CC1CCN (CCl)c2ccc(cc2N)C(=0) [0-],FMOPL000193a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.29,0.031,33.2,1.3,98.6,94.6,95.5,0.18733,0.21637,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0332,Cclcc(nol)c2nc (on2)c3ccecce3, FMOPL0O00106a, Mounted Clear,success,C 1 2 1,111
27 38 90 95 90,1.17,0.022,42.5,1.2,96.4,95.6,71.3,0.18769,0.21330,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0333,Cclccc (ccl)C(=0)n2cnc3c2cccc3, FMOPL000194a,Mounted Clear, success, C 1 2

1,110 27 37 90 94 90,1.67,0.021,35.9,1.2,99.2,96.5,99.7,0.18307,0.21726, None,None,C 1 2
1,1 - Analysis Pending, None

23



FALZA-x0334,Cclcc(nol)C(=0)NNc2ccccc2F, FMOPL000104a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.51,0.022,32.9,1.3,98.4,94.9,98.8,0.17777,0.21516,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0335,clccc2c(cl)ccc(c20) C[NH+]3CCOCC3, FMOPL000195a,Mounted Clear, success,C 1 2
1,111 27 37 90 95 90,1.20,0.018,55.5,2.2,97.3,98.8,90.3,0.19084,0.21342,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0336,clcc(ccclC(=0) [0-])0Oc2ccc(cc2)N, FMOPL000584a,Mounted Clear, success,C 1 2
1,110 27 38 90 94 90,1.77,0.024,34.0,1.5,99.3,96.3,99.6,0.18434,0.22768,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0337,clcc2c (cclNC (=0)NCC3CC3) CCO2, FMOPL000100a,Mounted Clear, success,C 1 2 1,111
27 37 90 95 90,1.12,0.040,32.6,1.1,89.9,95.2,42.1,0.19391,0.22090,None,None,C 1 2 1,1 -
Analysis Pending, None

’

[\

FALZA-x0338,CC(C) (C)NC (=0)NclccccelC (=0)N, FMOPL0O00039a,Mounted Clear, success,C 1
1,111 27 37 90 95 90,1.58,0.033,29.2,2.1,97.0,97.6,95.1,0.19247,0.23449,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0339,clcc2c (cclC[NH2+]Cc3cencc3)0C02, FMOPL0O00196a, Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.10,0.028,41.8,2.2,86.7,97.8,38.3,0.17451,0.19031,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0340,CCI1CC[NH+] (CCl)Cc2c[nH]c3c2ccce3, FMOPL000576a,Mounted Clear, success,C 1 2
1,111 27 37 90 95 90,1.17,0.022,48.5,1.5,95.1,96.8,73.8,0.19281,0.21777,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0341,COclccc (cnl)NC (=0)Nc2cces2, FMOPL000101a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.28,0.019,47.4,1.3,99.2,95.9,97.3,0.17754,0.20101,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0342,clcc (ccclN2C (=0)CCC2=0) OCC (=0) [0-], FMOPL000045a,Mounted Clear,success,C 1 2
1,111 27 38 90 96 90,1.63,0.022,39.8,2.1,99.4,99.0,98.5,0.16925,0.20678,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0343,CclccccclOCC (=0)Nc2ccenc2, FMOPL000197a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.20,0.022,41.0,1.2,98.3,96.4,90.0,0.18911,0.21400,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0344,clccc2c(cl)ncn2Cc3ccc(cc3) F, FMOPL000574a, Mounted Clear, success,C 1 2 1,111
27 38 90 95 90,1.30,0.017,54.4,2.2,99.1,98.2,96.9,0.18017,0.20424,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0345,Cclnccc(nl)c2cccc (c2)NC (=0)NC, FMOPL000110a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.29,0.019,52.7,2.2,97.2,99.0,92.2,0.18690,0.21309,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0346,clccc(ccl) CCNC (=0)NC2CCCCC2, FMOPL000046a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.13,0.025,41.3,2.2,92.1,97.9,56.8,0.18498,0.20265,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0347,Cclcccc (clC)NC (=0)C[NH+]2CCOCC2, FMOPL000198a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.14,0.019,56.4,2.2,92.8,97.2,59.7,0.17545,0.19488,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0348,CCOC (=0) clcc(nol)c2ccec(cc2)C,FMOPL000579a,Mounted Clear, success,C
27 38 90 96 90,1.14,0.020,42.0,1.4,92.2,95.6,50.0,0.19056,0.21245,None, None, C
Analysis Pending, None

FALZA-x0349,clcc (ccclCNC (=0) N2CCOCC2) C#N, FMOPL000108a, Mounted Clear, success,C
27 38 90 95 90,1.42,0.025,36.7,1.7,99.3,96.2,98.7,0.18113,0.20993,None, None, C
Analysis Pending, None



FALZA-x0350, CC[CQQH] (C) [NH+]1CCN (CC1)C(=0)c2ccncc2, FMOPL00019%a,Mounted Clear, success,C
121,110 27 38 90 95 90,1.37,0.026,35.5,2.1,97.0,97.2,95.5,0.17432,0.20021,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0351,CCOC (=0) clcc(nol)c2ccc(cc2)F,FMOPL000580a,Mounted Clear, success,C 1
27 38 90 96 90,1.18,0.015,67.0,2.3,96.4,98.6,83.8,0.18906,0.20907,None,None,C 1
Analysis Pending, None

2 1,112
21,1 -

’

N

FALZA-x0352,clc (cncclC(=0) [0-])C#CCC2CCCCC2, FMOPL00010%a,Mounted Clear, success, C 1
1,112 27 38 90 96 90,1.16,0.014,64.9,2.4,92.5,97.5,69.2,0.18485,0.20663,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0353,clccc (ccl) NC (=0)N2CCC (CC2)C(=0) N, FMOPL000200a,Mounted Clear, success,C 1 2
1,111 27 37 90 96 90,1.22,0.014,64.9,2.1,98.9,97.7,96.5,0.18669,0.20854,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0354,CC(C)COclccc(ccl)c2csc (n2) N, FMOPL0O00575a, Mounted Clear,success,C 1 2 1,112
27 37 90 96 90,1.17,0.030,35.1,1.4,93.3,90.7,64.8,0.19331,0.21763,None,None,C 1 2 1,1 -
Analysis Pending, None

[\

FALZA-x0355,clccc(cecl) [CRRH] (CNC (=0) c2ccecce2) 0, FMOPL0O00107a, Mounted Clear, success,C 1
1,111 27 38 90 96 90,1.30,0.023,42.5,2.2,99.5,98.5,98.8,0.17945,0.20531,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0356,CC1 (CC (=CC (=0) Cl1)Nc2ccccc2C#N) C, FMOPL000049a,Mounted Clear, success, C 1 2
1,111 27 38 90 96 90,1.21,0.017,59.9,1.1,97.9,97.0,89.9,0.18606,0.20720,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0357,clcc (cncl)CNc2cce (cc2N) C (=0) [0-],FMOPL000201a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.14,0.018,52.3,1.3,93.2,95.0,57.0,0.17546,0.19100,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0358, CCC (=0)Nclc2ccccc2oclC (=0) N, FMOPL0O00577a,Mounted Clear,success,C 1 2 1,111
27 37 90 96 90,1.19,0.021,47.1,1.2,96.3,96.3,82.1,0.19682,0.22390,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0359,clcc(cc(cl)c2ccc(cc2)0)C#N, FMOPL000261a,Mounted Clear,success,C 1 2 1,110 27
37 90 95 90,1.37,0.023,41.4,1.3,99.4,91.8,99.3,0.18968,0.22114,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0360,Cclcc(nc(cl)NC(=0)Nc2cccce2)C, FMOPL0O00454a, Mounted Clear, success, C 1 2
1,111 27 38 90 95 90,1.21,0.012,73.0,2.1,96.9,98.2,89.2,0.18172,0.20416,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0361,CCCnlc (nnnl)NC (=0)c2ccco2, FMOPL000475a,Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.32,0.019,45.5,2.1,99.1,97.4,99.1,0.18465,0.21851,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0362,clcc(cc(cl)c2cccc(c2)0)C#N, FMOPL000262a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.15,0.025,42.0,2.2,92.8,97.8,62.2,0.18183,0.20280,0.18079,0.20054,Cc 12 1,3
- In Refinement, None

FALZA-x0363,CCOC(=0)clc(nc(sl)c2cncen2)C,FMOPL000647a,Mounted Clear, success,C
27 38 90 95 90,1.43,0.018,47.3,1.2,96.9,96.1,96.8,0.18726,0.22564,None,None, C
Analysis Pending, None

21,111
21,1 -

’

1
1

[\

FALZA-x0364,CC(C)Oclccc(ccl) [CRRH]2CC (=0)NC2, FMOPL000402a,Mounted Clear, success,C 1
1,111 27 38 90 95 90,1.18,0.018,47.9,1.2,96.3,97.7,72.7,0.18738,0.20925,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0365,CC(=0)Nclccc (ccl)OC (=0)N2CCCC2, FMOPL000494a,Mounted Clear, success,C 1 2
1,112 27 37 90 96 90,1.36,0.026,40.3,1.4,98.9,98.7,98.9,0.19727,0.22576,None,None,C 1
1,1 - Analysis Pending, None

N
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FALZA-x0366, C[NH+] (C)Cclc[nH]c2clcc(cc2)0C, FMOPL000690a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.73,0.023,33.8,2.1,99.4,99.5,99.4,0.18155,0.23216,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0367,C1COCC[NH+]1Cc2c (snn2)Cl, FMOPL000627a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.20,0.042,35.9,1.3,97.2,93.3,88.2,0.18224,0.19650,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0368,CCclnnc (s1)NC(=0)c2cnccn2, FMOPL000404a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.27,0.023,41.9,2.3,98.7,98.6,94.5,0.18103,0.19941,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0369,clccc(ccl) CC[NH+]2CCC(CC2)C(=0)N, FMOPL000481a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.17,0.018,54.2,2.2,96.1,98.3,80.3,0.17766,0.19507,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0370,CC(=0)clccc(ccl)OCC(=0) [0-],FMOPL000688a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.52,0.053,20.9,1.6,98.6,93.1,98.7,0.18992,0.22530,0.20383,0.23609,C 1 2
1,3 - In Refinement,None

FALZA-x0371,CC(=0)Nclnc2ccc (cc2sl)C(=0)NC, FMOPL0O00419a,Mounted Clear, success,C 1 2
1,111 27 38 90 96 90,1.18,0.014,67.4,2.1,97.0,98.3,85.1,0.18065,0.19879,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0372,Cclc(sc2clc(ncn2)N(C)C)C,FMOPL0O00466a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.18,0.027,36.0,1.2,95.7,95.8,78.3,0.18610,0.20228,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0373,COclccc2c(cl)non2, FMOPL0O00686a,Mounted Clear,success,C 1 2 1,112 27 38 90 96
90,1.16,0.028,41.3,2.2,91.0,98.0,64.4,0.17682,0.19356,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-

x0374,clccc(ccl) [CRRH] (C[NH+]2CCC(CC2)C(=0)N)O, FMOPL000653a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.19,0.022,38.3,1.2,97.5,97.3,86.9,0.18420,0.20650,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0375,clcc (ocl)C(=0)NCCc2ccc (cc2)F,FMOPL000411a,Mounted Clear, success,C
27 38 90 96 90,1.36,0.026,33.4,1.4,99.5,95.1,99.6,0.17713,0.19736,None,None, C
Analysis Pending, None

121,112
1 21,1 -
FALZA-x0376,CC(C)clccc(ccl)C(=0)NC[C@ERH]2CCCO2, FMOPL000493a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.26,0.024,41.3,2.2,98.8,97.5,96.7,0.17827,0.19411,None,None,C 1 2
1,1 - Analysis Pending, None

,112 27 38 90

FALZA-x0377,clccc (cecl) COC (=0) NO, SDOOA000888b,Mounted Clear, success,C 1,1
1,1 - Analysis

1
96 90,1.13,0.025,42.0,2.2,91.5,98.4,55.3,0.17943,0.19366,None,None,C 1
Pending, None

2
2

FALZA-x0378,COC (=0) clccc(sl)c2cccen2, FMOPL0O00638a, Mounted Clear,success,C 1 2 1,110 27
37 90 95 90,1.54,0.061,17.4,1.1,97.9,96.4,96.1,0.21194,0.25569,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0379,CCnlcc (cnl)CNC (=0) c2cccnc2, FMOPL000422a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.19,0.026,39.8,1.2,97.1,92.2,82.8,0.18213,0.19898,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0380,CC (=0)clccc(ccl)N2CCC(CC2)C(=0)N,FMOPL000495a,Mounted Clear, success,C 1 2

1,111 27 37 90 96 90,1.43,0.086,21.0,1.1,92.5,95.3,40.0,0.30029,0.36020, None,None,C 1 2
1,1 - Analysis Pending, None

26



FALZA-x0381,CCN(CCO)clccc(c(cl)C)N, FMOPL0O0068%a,Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.05,0.039,40.5,1.9,78.4,96.8,8.7,0.17558,0.19263,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-

x0382,clccc(ccl) [CRRH] (C[NH2+] [CRRH] 2CCCCNC2=0) O, FMOPL000651a,Mounted Clear, success,C 1
2 1,112 27 38 90 96 90,1.30,0.039,26.2,1.1,98.6,97.6,96.3,0.20067,0.22785,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0383,clcc (ocl)C(=0)NC(=S)N2CCOCC2, FMOPL000401a,Mounted Clear, success,C 1
27 38 90 95 90,1.23,0.023,41.8,2.2,98.7,99.1,98.0,0.18231,0.20605,None,None,C 1
Analysis Pending, None

2 1,111
21,1 -
FALZA-x0384,CC(=0)Nclccc(ccl)Oc2ncecen2, FMOPL000485a, Mounted Clear,success,C 1 2 1,111 27

38 90 95 90,1.24,0.019,40.1,1.3,98.4,96.7,96.9,0.18719,0.21286,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0385,clccc (ccl) COC (=0) N2CCC[CRH] 2CO, FMOPL000691a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.12,0.022,49.0,2.2,88.5,97.1,49.8,0.18298,0.20411,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0386,Cclccc(ccl)C(=0)0O[CREH]2C[NH+]3CCC2CC3,FMOPL0O00661a,Mounted Clear, success,C
121,112 27 38 90 96 90,1.14,0.025,43.0,2.3,92.8,97.7,61.4,0.18160,0.19534,None, None, C
1 21,1 - Analysis Pending,None

FALZA-x0387,Cclccc(ccl)CNC(=0)c2c(ccs2)C,FMOPL000429%a,Mounted Clear, success,C 1
27 38 90 96 90,1.25,0.031,32.6,2.2,98.9,95.3,97.7,0.19318,0.22126,None,None,C 1
Analysis Pending, None

2 1,112
21,1 -

’

FALZA-x0388,COclcc2ccenc2c (cl)N, FMOPL000687a,Mounted Clear,success,C 1 2 1,111 27 38 90
96 90,1.38,0.035,40.0,1.3,98.1,95.8,98.4,0.20809,0.24328,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0389,C[CQRH]1CN(C[C@H] (0O1)C)c2ccc(cc2C(=0) [O-

])N, FMOPL000658a,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.17,0.026,40.8,1.1,95.7,92.1,74.0,0.17676,0.19082,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0390,C[CQRH]1C[CRH]1C (=0)NCCc2ccc(cc2)Cl,FMOPL000407a,Mounted Clear, success,C 1
21,111 27 37 90 95 9%90,1.37,0.020,46.1,2.1,99.8,98.8,99.9,0.18688,0.22129,None,None,C 1
2 1,1 - Analysis Pending,None

FALZA-x0391, clccc(ccl) CCCC (=0)N2CCOCC2, FMOPL000501a, Mounted Clear, success,C 1 2 1,111 27
38 90 95 90,1.26,0.026,37.1,1.2,97.2,96.9,89.7,0.18844,0.21549,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0392,COclccc (cclN)N, FMOPL000685a,Mounted Clear,success,C 1 2 1,112 27 38 90 96
90,1.15,0.016,64.5,2.2,94.0,98.7,66.2,0.18684,0.20636,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0393,Cclc(c(n(nl)C)C)NC(=0)CC#N, FMOPL000633a,Mounted Clear,success,C 1 2 1,111 27
38 90 95 90,1.29,0.023,48.4,1.3,96.8,97.3,91.4,0.18751,0.22053,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0394,COCC (=0)Nclcccecl, FMOPL0O00504a, Mounted Clear, success,C 1 2 1,111 27 38 90 95
90,1.40,0.033,30.0,1.3,96.8,97.2,94.0,0.19999,0.23589,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0395,clccc(ccl)NO, FMOPL000684a,Mounted Clear,success,C 1 2 1,109 26 41 90 095

90,1.63,0.080,7.0,0.9,94.8,95.3,96.9,0.44560,0.50820,None,None,C 1 2 1,1 - Analysis
Pending, None

27



FALZA-x0396,clcc(ocl)C[NH+]2CCS (=0) (=0)CC2,FMOPL000629%a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.018,59.3,2.2,94.8,97.4,73.9,0.17546,0.19388,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0397,COclccc(ccl)NCc2ccecec20, FMOPL000426a,Mounted Clear, success,C 1 2 1,110 27 38
90 95 90,1.38,0.056,21.3,1.1,95.0,91.5,92.7,0.19928,0.23081,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0398,clccc(c(cl)NC(=S)N)OC(F) (F)F,FMOPL000512a,Mounted Clear, success,C 1
27 38 90 95 90,1.44,0.025,35.3,1.1,99.3,98.0,99.2,0.18830,0.22063,None,None,C 1
Analysis Pending, None

2 1,111
21,1 -

’

FALZA-x0399,Cclccc(ccl)CNC (=0)Cc2ccecs2, FMOPL000743a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.17,0.033,38.8,2.2,92.4,98.0,72.7,0.19030,0.21009,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0400,CC(=0)NclcccecclC (=0)NN, FMOPL0O00631a,Mounted Clear,success,C 1 2 1,110 27 38
90 95 90,1.29,0.019,45.6,2.1,98.6,98.7,96.4,0.18400,0.21246,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0401,CCOclccc (ccl)NC (=0)c2cncen2, FMOPL000446a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.53,0.051,26.0,1.8,98.0,91.6,97.4,0.20501,0.24752,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0402,CC(=0)NCCclccc(ccl) S (=0) (=0)N, FMOPL000513a,Mounted Clear, success,C 1 2
1,111 27 38 90 96
90,1.11,0.024,44.3,2.2,87.7,97.6,42.0,0.18329,0.20040,0.21541,0.22740,C 1 2 1,5 -
Deposition ready,None

FALZA-x0403,CC(C) (C)NC (=0)NICCC(CC1)C(=0)N,FMOPL000334a,Mounted Clear, success,C 1 2
1,112 27 37 90 96 90,1.21,0.026,40.4,2.1,99.1,99.6,97.6,0.18912,0.21128,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0404,clccc(c(cl)C(=0)NCCc2ccncc2) F, FMOPL0O00361a,Mounted Clear, success,C 1 2
1,110 27 38 90 95 90,1.49,0.041,25.2,2.2,98.7,95.2,99.5,0.18727,0.22376,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0405, CC (=0)NICCNC (=0) [CRQH] 1CC (=0) OC, FMOPL000325a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.36,0.021,41.5,1.5,98.8,97.3,98.7,0.17913,0.20789,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0406, CCCC(=0)Nclnnn(nl)CC, FMOPL000311la,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.30,0.039,27.7,2.2,99.4,98.5,98.4,0.18761,0.20817,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0407,CCNC (=0) clccc (ccl)NS (=0) (=0)C, FMOPL000335a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.18,0.025,45.4,1.2,96.0,94.9,77.0,0.18667,0.21135,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0408,clcc(cc(cl)NC(=0)CCC2CCCC2)C#N, FMOPL000364a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, -1 - Data
Collection Failed,None

FALZA-x0409,CN(C)C(=0)Oclccc(ccl)c2nnco2, FMOPL000354a,Mounted Clear, success,C
27 38 90 96 90,1.32,0.023,36.9,1.3,99.4,97.2,96.2,0.18799,0.21236,None,None, C
Analysis Pending, None

12 1,112
1 21,1 -
FALZA-x0410,CC1CCN (CC1)C (=0)c2cc3cceccc302, FMOPL000372a,Mounted Clear, success, C 1 2

1,112 27 38 90 96 90,1.37,0.026,40.2,2.1,96.6,97.2,95.1,0.17777,0.21272, None,None,C 1 2
1,1 - Analysis Pending, None
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FALZA-x0411,CC(C) (CO)NC(=0)clcccc(cl)Cl,FMOPL000324a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.29,0.014,65.3,2.2,96.4,98.2,91.2,0.18486,0.21147,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0412,Cclc(nc[nH]1)C[NH+]2CCCCCC2, FMOPL000317a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.32,0.017,49.8,2.1,99.3,98.5,97.6,0.17318,0.19320,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0413,CC[NH+]1CCC(CCl)Nc2ccccc2F, FMOPL000339%a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.10,0.020,52.2,2.3,85.3,97.1,40.9,0.17257,0.18805,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0414,clccc (ccl)C#Cc2ccc(cc2)c3cen[nH] 3, FMOPL000111a,Mounted Clear, success,C 1 2
1,111 27 37 90 95 90,1.53,0.040,25.8,1.6,99.5,96.0,99.5,0.20582,0.25143,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0415,Cclccc(ccl)OCC (=0)N2CC[NH+] (CC2)C, FMOPL000202a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.23,0.023,40.4,1.1,98.6,94.6,97.0,0.18056,0.20001,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0416,Cclcccccle2nc (c(02)N(C)C)C#N, FMOPL000583a, Mounted Clear, success,C
27 38 90 96 90,1.23,0.026,45.2,1.2,97.6,96.7,89.4,0.18919,0.21310,None, None, C
Analysis Pending, None

121,112
121,1 -

’

FALZA-x0417,CC (=0)N1CCC (CC1)C#N,XST00000907b,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.30,0.025,39.7,2.2,99.1,97.7,97.3,0.18275,0.20336,0.20501,0.21982,C 1 2 1,4 -
CompChem ready,None

FALZA-x0418,CC(=0)NclccccclOCc2ccece2, FMOPL000047a,Mounted Clear, success,C 1 2 1,112 27
37 90 96 90,1.39,0.017,52.6,2.0,99.2,99.6,98.5,0.19315,0.22253,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0419,CCclccc(ccl) OCC (=0) N2CCCCC2, FMOPL000203a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.28,0.036,26.2,1.0,95.3,98.0,88.8,0.19432,0.21697,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0420,Cclccc(sl)CNc2cccc(c2)C(=0) [0-],FMOPL000582a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, -1 - Data
Collection Failed,None

FALZA-x0421,C[NH2+]Cclccc(ccl)C(F) (F)F,FMOPL000112a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.27,0.028,36.3,2.2,99.4,99.0,97.5,0.17999,0.20409,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0422,COclccc2c(cl)cc([nH]2)C[NH3+], FMOPL0O00053a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.27,0.012,74.2,2.3,96.4,97.3,90.3,0.17559,0.19469,None,None,C 1
1,1 - Analysis Pending, None

\S)

FALZA-x0423,CCOclcccc(cl)C(=0)Nc2nnn (n2)C, FMOPL000204a,Mounted Clear, success,C 1 2
1,112 27 37 90 96 90,1.18,0.041,28.6,2.1,97.5,99.5,88.0,0.19665,0.22118,None,None,C 1
1,1 - Analysis Pending, None

\S)

FALZA-x0424, CCNC (=0) NICCNC (=0) [CRH] 1CC (=0)0OC, FMOPL000578a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.17,0.021,56.6,1.5,94.0,92.3,69.1,0.17846,0.19787,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0425,clccc(ccl) CONC (=0)N,XST00001145b,Mounted Clear,success,C 1 2 1,112 27 38 90
95 90,1.35,0.028,35.8,2.1,97.4,92.8,96.6,0.17551,0.20202,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0426,COclccc (ccl)C#CC (=0) [0-],FMOPL000052a,Mounted Clear, success,C 1 2 1,112 27

38 90 96 90,2.04,0.089,13.5,9.8,96.4,94.1,94.0,0.18317,0.23977,None,None,C 1 2 1,1 -
Analysis Pending, None
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FALZA-x0427,CCOclccc (ccl) [CRQRH] (C) [NH3+],FMOPL000205a,Mounted Clear, success,C
27 38 90 96 90,1.28,0.049,20.1,2.2,98.3,98.7,94.5,0.18091,0.20001,None, None, C
Analysis Pending, None

121,112
121,1

2
21,1 -
FALZA-x0428,COclcccc (cl)Nc2c3c([nH]cn3)ncn2, FMOPL0O00596a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.26,0.023,41.1,1.3,98.9,96.8,96.5,0.19700,0.22314,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0429,clccc(ccl)Nc2nncs2, FMOPL000113a,Mounted Clear, success,C 1 2 1,110 27 37 90
95 90,1.29,0.023,42.0,2.2,95.4,95.9,88.2,0.18424,0.21290,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0430,clcc2c (ccc(c2ncl)O) C[NH+]3CCOCC3, FMOPL000054a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.05,0.026,45.3,2.7,77.8,97.4,15.3,0.18566,0.20675,None,None,C 1
1,1 - Analysis Pending, None

N

[\

FALZA-x0431,clcc2c (cclC[NH2+]C[C@H]3CCCO3)0C0O2, FMOPL000206a,Mounted Clear, success,C 1
1,112 27 38 90 96 90,1.14,0.027,43.4,2.2,89.9,98.3,56.3,0.17617,0.19603,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0432,clccc (ccl) NC (=0) NCCN2CCCC2=0, FMOPL000589a,Mounted Clear, success,C
27 38 90 96 90,1.14,0.028,42.0,2.3,93.3,97.6,62.6,0.18293,0.20486,None,None,C
Analysis Pending, None

121,112
121,1 -

’

FALZA-x0433,clccc(c(cl)N)Nc2ccecen2, FMOPL0O00O114a,Mounted Clear,success,C 1 2 1,111 27 38
90 96 90,1.22,0.016,53.9,1.1,93.0,96.9,81.1,0.18638,0.21129,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0434,COC (=0)C#Cclccc (ccl)Cl, FMOPLO00060a,Mounted Clear,success,C 1 2 1,112 27 38
90 96 90,1.16,0.023,39.5,1.2,95.2,93.8,63.1,0.19710,0.21803,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0435,CCnlc (ccnl)C[NH2+]C,FMOPL000221a,Mounted Clear, success,C
96 90,1.15,0.034,33.7,2.3,92.9,98.8,68.0,0.18028,0.19664,None, None, C
Pending, None

121,112 27 38 90
1 21,1 - Analysis
FALZA-x0436,Cclccc (cclN)c2cnc3ccece3n2, FMOPL000598a, Mounted Clear, success,C 1 2 1,111 27

37 90 95 90,1.19,0.042,27.9,2.2,98.0,99.1,92.8,0.20243,0.22312,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0437,C1C[CRQEH] (OC1)CNC (=0)N2CCOCC2, FMOPL0O00O116a,Mounted Clear, success,C 1 2
1,110 27 38 90 95 90,1.25,0.022,40.9,1.2,95.7,92.6,87.9,0.19112,0.21896,None,None,C 1 2
1,1 - Analysis Pending,None

FALZA-x0438, CCNC (=0) NICCN (CC1)C(=0)C,FMOPL0O00061a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.28,0.036,40.4,1.3,97.3,97.4,96.1,0.22082,0.25304,0.21715,0.25731,Cc 12 1,5
- Deposition ready,None

FALZA-x0439,CS (=0) (=0)NC1CCCC1, FMOPL000222a,Mounted Clear,success,C 1 2 1,111 27 38 90
95 90,1.28,0.016,60.7,2.2,99.1,97.8,96.1,0.18032,0.20337,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0440,CN(C)clccc(ccl)c2cc(on2)C(=0)0C, FMOPL000595a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.15,0.014,68.6,2.4,92.9,97.4,63.5,0.18773,0.20669,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0441,clcc(cc(cl)F)Nc2[nH]c (=0)ccn2, FMOPL0O00115a,Mounted Clear, success,C 1 2
1,111 27 37 90 96 90,1.35,0.017,48.7,1.6,99.5,92.6,99.6,0.19217,0.22239,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0442,CC(=0)clccc(ccl)OC(F)F, FMOPL000223a,Mounted Clear,success,C 1 2 1,110 27 38
90 95 90,1.36,0.019,36.4,1.0,98.6,93.9,98.3,0.18819,0.21880,None,None,C 1 2 1,1 -
Analysis Pending, None
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FALZA-x0443,clccc2c(cl) [nH]c(n2)CNC (=0) c3ccco3, FMOPL000588a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.39,0.019,40.2,1.2,99.2,94.8,99.5,0.17728,0.20844,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0444,clcc(ccclc2ecec (02)C(=0)NN)Cl, FMOPL000118a,Mounted Clear, success,C 1
27 37 90 95 90,1.37,0.038,40.3,1.0,94.9,91.1,92.3,0.20444,0.23475,None,None,C 1
Analysis Pending, None

2 1,111
21,1 -

’

FALZA-x0445,clccc(ccl)c2enc (c(n2)C(=0)N)N, FMOPL000063a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.18,0.018,50.1,1.3,96.8,96.1,74.9,0.19413,0.21672,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0446,Cclc(nc(=0) [nH]nl)Nc2cccc(c2)0,FMOPL000117a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.36,0.022,37.5,1.2,99.3,96.6,99.4,0.19755,0.22606,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0447,clcc(ccclCO)c2cce (cc2)CO, FMOPL0O00064a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.21,0.028,39.5,1.2,98.2,93.7,95.3,0.20004,0.22321,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0448,COclccceclOCC (=0) NN, FMOPL000225a,Mounted Clear,success,C 1 2 1,112 27 38 90
96 90,1.22,0.019,56.2,2.1,95.2,98.7,86.2,0.18018,0.19789,None,None,C 1 2 1,1 - Analysis
Pending, None

\S)

FALZA-x0449,CC(=0)clccc(ccl)NC(=0)C[NH+]2CCCC2, FMOPL000591a,Mounted Clear,success,C 1
1,112 27 38 90 96 90,1.22,0.022,46.4,2.1,98.8,98.9,96.7,0.18805,0.20608,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0450,CS (=0) (=0)Nclccc (ccl)c2cccec2, FMOPLO00121a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.13,0.024,42.7,1.1,91.7,94.7,50.4,0.18710,0.20487,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0451,CS (=0) (=0)Nclccc(ccl)C(=0)N, FMOPL000226a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.35,0.018,45.6,1.4,99.0,98.4,97.4,0.18337,0.21415,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0452,CC1 (C[CQRR@H] (CCO1)C(=0)NCc2ccccc2)C, FMOPL000592a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.20,0.026,35.4,1.4,97.9,96.5,90.9,0.18063,0.20106,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0453,CCCclnnc (s1)NC(=0)c2cccecn2, FMOPL000119%a,Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.22,0.025,43.3,2.1,97.7,98.1,91.5,0.17192,0.18915,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0454,CCclnnc (s1)NC(=0)C(F) (F)F,FMOPL000227a,Mounted Clear,success,C 1 2 1,112 27
38 90 96 90,1.59,0.026,28.2,1.4,97.8,89.6,98.9,0.19047,0.21372,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0455,Cclcc (n2c(nl)ncn2)Nc3cce (cc3)0, FMOPL000597a, Mounted Clear, success,C 1 2
1,112 27 38 90 96
90,1.25,0.018,54.3,2.3,99.2,98.4,97.2,0.17802,0.19716,0.20561,0.21964,C 1 2 1,3 - 1In
Refinement, None

FALZA-x0456,CCC[CRH] (C) C(=0)Nclc (cccclC)C,FMOPL0O00720a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.15,0.042,28.0,2.2,93.8,99.1,68.1,0.18969,0.20947,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0457,CCOC (=0)NCclccceccel, FMOPL000628a,Mounted Clear, success,C 1 2 1,112 27 38 90

96 90,1.17,0.023,37.5,1.1,93.0,93.7,64.3,0.18094,0.50045,None,None,C 1 21,1 - Analysis
Pending, None
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FALZA-x0458,COclccc(ccl)CNC (=0) c2cncen2, FMOPL0O00452a, Mounted Clear, success,C 1 2 1,112
27 38 90 96 90,1.16,0.027,40.6,2.3,94.5,93.7,70.8,0.18407,0.20808,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0459, clcscclC[NH+]2CCC(CC2)0O,FMOPL000505a,MMounted Clear, success,C 1 2 1,111 27 38
90 95 90,1.24,0.049,25.5,3.1,87.5,91.8,86.4,0.19076,0.21540,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0460,CC(C)CC(=0)Nclccc (ccl)NC(=0)C,FMOPL0O00731a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.16,0.016,53.4,1.1,95.0,98.4,67.2,0.19381,0.21518,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0461,CC(C)clccc(ccl)NNC (=0)c2ccno2, FMOPL000654a,Mounted Clear, success,C 1 2
1,111 27 38 90 95 90,1.33,0.050,23.0,2.1,98.9,98.3,99.0,0.20181,0.23157,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0462,clcnc (cnl) C(=0) NCCC2=CCCCC2, FMOPL000415a,Mounted Clear,success,C 1 2 1,112
27 38 90 96 90,1.15,0.023,45.7,2.1,94.0,98.7,66.0,0.18884,0.21036,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0463,Cclccc (ccl)CNC (=0)COC, FMOPL000511a,MMounted Clear, success,C 1 2 1,111 27 38
90 96 90,1.48,0.052,29.4,1.4,98.6,97.4,98.7,0.21004,0.23672,None,None,C 1 2 1,1 -
Analysis Pending, None

FALZA-x0464,CC(C)clccc(ccl)NNC (=0)C2CCC2, FMOPL000646a,Mounted Clear, success,C 1
27 38 90 96 90,1.11,0.019,55.5,2.2,88.9,97.2,46.2,0.18400,0.20798,None,None,C 1
Analysis Pending, None

2 1,112
21,1 -
FALZA-x0465,clccc (ccl) CCC (=0) NN2CCOCC2, FMOPL000413a,Mounted Clear,success,C 1 2 1,112 27

38 90 96 90,1.10,0.025,44.7,2.2,85.4,97.9,40.2,0.18711,0.20969,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0466,COCC (=0)NCclccccel, FMOPL0O00507a, Mounted Clear, success,C 1 2 1,112 27 38 90
96 90,1.18,0.014,66.6,2.2,92.9,97.8,75.9,0.18119,0.19726,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0467,clcc(c(c(cl)F)C(=0)N2CCCCCC2)F,FMOPL000729%a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.23,0.033,36.7,1.2,97.1,90.1,90.0,0.18838,0.21217,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0468,CCclccccclNNC (=0) c2ccccc2, FMOPL000657a, Mounted Clear, success,C 1 2 1,112 27
38 90 96 90,1.27,0.029,37.0,2.2,98.4,99.4,93.8,0.19259,0.21570,None,None,C 1 2 1,1 -
Analysis Pending,None

FALZA-x0469,CC(C)C(=0)Nclccc(ccl)N2CCCCC2, FMOPL0O00439%a,Mounted Clear, success,C 1 2
1,112 27 38 90 96 90,1.15,0.021,51.9,2.2,92.1,97.7,66.2,0.18656,0.20568,None,None,C 1 2
1,1 - Analysis Pending, None

FALZA-x0470,CCOC (=0) NICCOCC1, FMOPL000502a,Mounted Clear, success,C 1 2 1,112 27 38 90 96
90,1.07,0.022,50.1,2.3,82.1,96.4,26.1,0.17700,0.19355,None,None,C 1 2 1,1 - Analysis
Pending, None

FALZA-x0471,Cclccc(ccl)CNC (=0)c2cecc(cc2)C, FMOPL0O00754a, Mounted Clear, success, C 1 2
1,112 27 38 90 96 90,1.16,0.049,25.6,1.2,95.3,95.5,63.6,0.19760,0.21927,None,None,C 1
1,1 - Analysis Pending, None

N

N

FALZA-x0472,clcc(cc(cl)NC(=0)c2ccno2)C(=0) [0-],FMOPL000648a,Mounted Clear,success,C 1
1,111 27 38 90 96 90,1.33,0.034,30.0,1.4,98.8,95.6,97.6,0.17916,0.20696,None,None,C 1
1,1 - Analysis Pending, None

N

FALZA-x0473,C1CCC(CC1l)CCC (=0) N2CCOCC2, FMOPL000400a,Mounted Clear,success,C 1 2 1,111 27
38 90 96 90,1.24,0.016,59.1,2.2,98.9,98.3,97.4,0.17655,0.19550,None,None,C 1 2 1,1 -
Analysis Pending, None

32



33



SGC Dataset — NUDTSA (csv format)

CrystalName, CompoundSMILES, CompoundCode,MountingResult,DataCollectionOutcome, DataProces
singSpaceGroup, DataProcessingUnitCell, DataProcessingResolutionHigh, DataProcessingRmerge
Low,DataProcessingIsigLow, DataProcessingIsigHigh, DataProcessingCompletenessOverall, Data
ProcessingCompletenessLow, DataProcessingCompletenessHigh, DimpleRcryst, DimpleRfree, Refin
ementRcryst,RefinementRfree, RefinementSpaceGroup, RefinementOutcome, Deposition PDB ID

, oo FAIL: Melted, v rrrrrvvrrrrrrey
oo FAIL: Melted, ,vrrrrrrvrvrvrrrrey
, oo FAIL: Melted, ,vrrrrrrvrrrrrrey
, 0o FATIL: Melted, ,vrvvrvrvrrvrrrrry
, o FATIL: Melted, ,vrvvrrvrrrrrvrry
oo FAIL: Melted,,vrrrrrvvrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrvrrrrrey
;o FAIL: Melted, ,vvrvrvrvrrvvvrrrry
, 0o FATIL: Melted, ,vrvvrvrvrrvrrrrry
, oo FATIL: Melted, ,vrrvrvrvrrvrrrrry
, oo FAIL: Melted,,vrrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrrrrey
, oo FAIL: Melted,,vrrrrrrvrvrrrrres
;o FAIL: Melted, ,vvrvrvrvrrvverrrry
, 0o FATIL: Melted, ,vrvvrvrvrrvrrrrry
, oo FATIL: Melted, ,vrvvrvrvrrvvrrrry
oo FAIL: Melted,,vrrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrvrrrey
, oo FAIL: Melted, ,vrrrrrrvrvrrrrrey
, 0 FATIL: Melted, s rrvrvrvrrvvrenry
, oo FATIL: Melted, ,vrrvrvrvrvrvvrerry
y oo FAIL: Melted,,vrrrrrvrrrrrrey
y oo FAIL: Melted, v rrrrrrvrrrrrrey
oo FAIL: Melted, ,vrrrrrrvrrrrrrey
;o FAIL: Melted, ,vrvvrvrvrrvverrrry
, o FATIL: Melted, ,vrrvrvrvrrvrrrrry
, oo FATIL: Melted, ,vrvvrvrvrrvrrrrry
y oo FAIL: Melted,,vrrrrrvvrrrrrey

,,,FAIL: Meltedl!l!l!l!l!l!l!l!l
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,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:
,FAIL:

,FAIL:

Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,
Melted,

Melted,
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, oo FAIL: Melted,,vrrrrrrvrvrvrrrey
, o FAIL: Melted, ,vvrvrvrvrrvvvvrrrs
, 0o FATIL: Melted, ,vrvvrrvrvrvrrerey
, o FAIL: Melted, ,vrvvrvrvrrvverrrry
, oo FAIL: Melted,,vrrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrvrrrey
, oo FAIL: Melted, ,vrrrrrrvrvrrrrres
, 0o FATIL: Melted, ,vrrvrrvrrvrrerry
, oo FATIL: Melted, ,vrvvrrvrrvrrerry
, oo FAIL: Melted,,vrrrrrvrrrrrrey
y oo FAIL: Melted,,vrrrrrrvrrrrrrey
oo FAIL: Melted,,vrrrrrrvrvrrrrrey
, o FAIL: Melted, ,vvrvrvrvrrvvvrrrrs
, oo FATIL: Melted, ,vrvvrvrvrrvrrrrry
, 0o FATIL: Melted, ,vrvvrvrvrrvrrerry
y oo FAIL: Melted,,vrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrvrrrey
o FAIL: Melted,,vrrrrrrvrvrrrrres
;o FAIL: Melted, ,vvrvrvrvrrvrvrrrrs
, oo FATIL: Melted, ,vrvvrrvrrvrrerry
, 0o FATIL: Melted, ,vrrvrvrvrrvrrerry
oo FAIL: Melted,,vrrrrrrvrrrrrrey
, oo FAIL: Melted,,vrrrrrrvrrvrrrey
o FAIL: Melted, ,vrrrrrrvrvrrrrres
;o FAIL: Melted, ,vvrvrvrvrrvrvvrrry
, CC=1C=CC (CC (=0O)NC[C@@H]2CCC02)=CC1,7Z2064898339,FAIL: Melted,,,rrrrrrrrrrrrrr

,CC=1C=CSCICNC(C) (C)CO, 72856434821, FAIL: Unpickable,,,,,

~

rrrrrrrrororr

, COCC1=NN=C (N) S1,257478994,FAIL: Unpickable,,,,rrrrrrrrrrrsr

, CC=1N=C (C)N(CCC(=0)0)N1,2274553586, FAIL: Melted,,,, s/,

~

rrrrroog
, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2, 244592329, ;s v vvrrrvrrrrrrrr
, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2, 244592329, ;s vvrrrrvrrrrrrrr
, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2, 244592329, ;s vvvrrrvrrrrrrrr
, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2, 244592329, , sy rvrrrrrrrrrrrys

, O=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329, , s v rvrrrvrrrrrrrs



, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

37



, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2, 7244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,
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, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 244592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 744592329,

, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2, 7244592329,

, CNC=1N=CC=CN1,254628578, ,yrvrrrrrrrrs
,CC (=0)NC1=CC(C)=NN1,272239136710,,,,,//
,CCNC (=0) N1CCN (CC1l)C(=0)C,Z44590919,,,
, CCNC=1C=CC (C)=NN1, 21267773786, ,,rrr s+

,CC=1C=CC(C(=0)N)=C(F)C1,721343633025,,

’

’

, CN1C=C (OC=2N=CN=CC2C1)C=N1,21918536193,

,CCNCC1=CN (C)N=N1,71271660837,,,srrrrrrr

I4

, COC=1C=CC=2C=NNC (=0) C2C10C, 2102895082, ,,

’

,CN1C=C (C (=0)N)C (=N1) C2CCCNC2,72377835233,

, CC1CCOC1C (=0) NC2=CN=NS2,721827602749,,,,,,

,COC (=0) [CQE@H]1C[CRRH] (O)CN1C (=0)C2=CC=C02,721614545742,

4

4

4

4

rrrrrrrr

, 0=C (C1CC1)N2CCN(CC2)C (=0)C3=CC=C03,232327641, ,,,/rrr+s+

,CN1CCN (CC1)C(=0)C=2C=CC(F)=C(F)C2,22856434829,,,,,,/s/

,CC1ICN (C(C)CO1)C(=0)C=2C=NSN2,7Z768399682,,,,rrrrrrrrrrs

,CC]_:NC(C(:O)NZCCCC2):C(C)S]—/ 21497321453/ rrrrrrrrrrrorg

,CN (CCL1CCOC1) C=2N=CN=CC2C1, 21787627869, , sy vrrrrrrrrrrrrs

4

I4

I4

rrrrrrrrrrrorg

rrrrs

rrrorur
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, CCNC (=0) C1=CNN=N1, Z755044716, , s rrrrrrrrrrrrs

,CC=1C=C (ON1)C (=0) NC=2C=CN (C)N2,2240297434,,

, CCN1C=C (CNC (=0) C=2C=CC=NC2) C=N1,2275181224,

, CCCC1=NN=C (NC (=0) C=2C=CC=CN2) S1, 252425517,

, COC (=0) CNC (=0) C=1C=C (C)ON1,Z375990520,,,,

’

, CC1=NN (CC=2C (C)=NOC2C)C(=0)s1,721899842917,

, COC (=0) C=1C=CC=C (NS (=0) (=0)C)C1,224758179,

,C1CN (C1l) C=2N=CN=C3N=CNC23,2373221060,,,,,

I4

’

4

’

’

’

I4

~

I4

’

I4

, CC=1C=CC=C (NC=2N=CN=C3N (C) N=CC23)C1,256983806,

,CC(C)N(C)C=1N=CN=C2N (C)N=CCl2, 72328695024,
,CC1OCCN (C1C)C2=NC (C)=NS2,721439422127,,,,,
,CC(C)C (=0)NC=1IN=NN(C)N1,257292369,,,,,//s/
, CC1=NSC (=N1)N2CCCNCC2, 21578665941, ,,,,,,,
,CCN (CC) C1=CC (C)=NC2=NC=NN12,7256791867,,,,

,CC(=0)N1ICCCC(C1)C(=0)N,2220816104,,,,,///

~

I4

’

, COC (=0) NC=1SC (C)=NC1C=2C=CC=CC2, 2979145504,

rrrrrrororr

rrrororr
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rrrrrrrrrrrrrrrrrrrg

NUDT5A-x0001, None,None, OK: Mounted Clear,success,P 1,48 59 80 79 82
76,1.60,0.037,17.7,1.1,95.8,97.2,93.9,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0002, None,None, OK: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0003, None, None, OK: Mounted Clear,success,P 1,45 56 76 82 86
78,2.74,0.012,47.5,1.2,86.9,93.9,96.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0004, None, None,OK: Mounted Clear,Failed - low resolution,P 1,48 61 84 89 92
81,5.83,0.265,0.8,0.1,95.9,72.4,95.3,,,None,None,None,1 - Analysis Pending, None

NUDT5A-x0005, None,None, OK: Mounted Clear,success,P 1,48 59 80 79 82
76,2.59,0.027,13.4,0.9,86.9,86.5,82.0,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0006,None, None, OK: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None
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NUDT5A-x0007, None, None, OK: Mounted Clear,success,P 1,46 58 76 81 85
77,2.38,0.017,32.6,0.5,79.0,91.7,77.3,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0008, None, None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.56,0.039,15.8,0.5,94.0,92.4,89.8,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0009, None, None, OK: Mounted Clear,success,P 1,49 59 80 79 81
75,1.76,0.021,27.8,0.7,94.3,94.8,95.7,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0010, None, None,OK: Crystalline, success,P 1,49 59 79 79 81
75,1.64,0.024,20.5,0.5,93.9,92.5,94.8,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0011, None,None,OK: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0012, None,None,OK: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0013,None, None,OK: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0014,None, None, OK: Mounted Clear,success,P 1,49 59 80 79 82
75,1.69,0.028,20.2,1.1,95.0,96.4,92.6,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0015, None, None,OK: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0016,None,None,OK: Crystalline, success,P 1,49 59 79 79 81
75,1.92,0.050,19.2,1.1,96.9,98.0,95.8,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0017, None, None, OK: Mounted Clear,success,P 1,48 59 79 80 82
76,1.89,0.021,28.2,0.9,79.5,96.1,44.1,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0018, None, None, OK: Mounted Clear,success,P 1,49 59 80 80 82
7¢6,3.07,0.128,8.7,6.7,23.5,18.2,26.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0019, None, None,OK: Mounted Clear,success,P 1,47 58 79 80 83
76,1.99,0.013,41.8,0.5,84.6,94.4,72.8,,,None,None,None,1l - Analysis Pending,None

NUDT5A-x0020, None, None,OK: Mounted Clear,Failed - low resolution,P 1,46 59 77 81 86
77,4.92,0.098,4.7,0.6,97.4,92.5,97.8,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0021,None, None,OK: Mounted Clear,success,P 1,46 58 77 81 85
77,2.75,0.012,17.7,1.2,84.0,95.7,89.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0022,None, None,OK: Mounted Clear,success,P 1,45 57 76 82 86
78,2.83,0.010,18.6,1.0,83.3,94.2,84.9,,,None,None,None,1l - Analysis Pending,None

NUDT5A-x0023, None,None,OK: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0024,None,None,OK: Crystalline, success,P 1,49 59 79 79 81
75,1.68,0.042,16.7,0.6,95.2,94.0,94.8,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0025, None, None, OK: Mounted Clear, success,P 1,49 59 79 79 81
75,2.11,0.038,18.4,4.2,97.2,98.4,95.3,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0026,None, None,OK: Crystalline, success,P 1,49 59 79 79 81
75,2.35,0.087,6.6,2.0,51.6,49.8,52.3,,,None,None,None,1 - Analysis Pending,None
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NUDT5A-x0027,None,None, OK: Mounted Clear,success,P 1,45 56 76 83 87
79,2.76,0.026,22.5,0.0,93.1,97.7,96.6,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0028, None, None, OK: Mounted Clear,success,P 1,46 57 76 82 86
78,2.78,0.020,24.6,0.1,96.3,97.3,97.1,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0029, None,None,OK: Crystalline,Failed - low resolution,P 1,46 58 77 81 85
77,4.04,0.016,13.4,4.1,91.1,92.8,86.9,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0030, None,None, OK: Mounted Clear,Failed - low resolution,P 1,47 62 79 77 84
79,4.13,0.018,1.7,0.3,77.1,73.1,82.7,, ,None,None,None, 1 - Analysis Pending,None

NUDT5A-x0031, None,None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.86,0.020,24.3,1.3,95.1,98.3,91.6,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0032, None,None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.95,0.036,14.7,0.9,95.0,95.3,95.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0033,None, None,OK: Crystalline, success,P 1,49 60 80 79 81
75,2.32,0.024,14.2,0.3,91.0,88.9,93.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0034,None, None,OK: Crystalline, success,P 1,47 58 78 80 83
76,3.03,0.056,13.0,0.1,95.3,97.3,97.7,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0035, None, None,OK: Crystalline, success,P 1,49 60 79 79 81
75,1.85,0.053,13.2,0.6,94.5,93.1,94.5,,,None,None,None, 1 - Analysis Pending,None

NUDT5A-x0036, None,None, OK: Mounted Clear,success,P 1,47 58 78 81 82
77,2.28,0.117,7.3,0.9,96.1,97.6,94.8,, ,None,None,None,1l - Analysis Pending,None

NUDT5A-x0037, None,None, OK: Mounted Clear,success,P 1,46 58 78 81 83
78,2.37,0.017,18.1,0.3,84.7,94.1,96.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0038, None, None, OK: Mounted Clear,success,P 1,58 96 115 98 94
104,1.97,0.015,19.9,0.4,94.2,92.3,95.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0039, None, None, OK: Mounted Clear,success,P 1,48 59 79 80 82
76,1.68,0.010,44.3,1.2,95.7,98.9,93.3,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0040, None, None, OK: Mounted Clear,success,P 1,48 59 79 79 82
76,1.69,0.012,42.0,1.2,95.6,98.0,93.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0041, None,None, OK: Mounted Clear, success,P 1,50 61 82 79 82
75,2.67,0.048,5.3,0.4,95.5,92.3,95.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0042, None,None, OK: Mounted Clear,success,P 1,49 59 80 79 81
75,1.77,0.013,48.6,1.0,95.1,98.3,92.7,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0043, None, None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.63,0.028,22.9,0.5,95.0,94.8,94.7,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0044,None,None, OK: Mounted Clear, success,P 1,48 59 79 80 82
76,1.65,0.012,46.3,0.9,95.6,98.2,93.6,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0045, None, None, OK: Mounted Clear, success,P 1,49 59 79 79 81
75,1.65,0.013,34.3,0.6,89.3,93.2,94.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0046, None,None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.69,0.012,44.0,0.9,95.6,97.9,93.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0047,None, None,OK: Crystalline, success,P 1,49 59 79 79 81
75,1.81,0.021,27.9,1.4,96.1,98.4,95.3,,,None,None,None,1 - Analysis Pending,None



NUDT5A-x0048, None, None, OK:

75,1.92,0.011,34.7,1.2,95

NUDT5A-x0049, None, None, OK:

75,1.83,0.017,33.5,0.6,95

NUDT5A-x0050, None, None, OK:

75,1.73,0.020,29.8,0.9, 96

NUDT5A-x0051, None, None, OK:
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis

Pending, None

NUDT5A-x0052, None, None, OK:

75,1.55,0.011,45.6,0.4,93

NUDT5A-x0053, None, None, OK:

75,1.65,0.020,33.8,1.0,96

NUDT5A-x0054, None, None, OK:

75,1.79,0.026,22.8,1.2,96

NUDT5A-x0055, None, None, OK:

75,2.02,0.015,39.9,0.4, 84

NUDT5A-x0056, None, None, OK:

75,1.68,0.020,33.0,0.6,81

NUDT5A-x0057, None, None, OK:
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis

Pending, None

NUDT5A-x0058, None, None, OK:

75,1.85,0.032,18.8,0.4,80

NUDT5A-x0059, None, None, OK:

75,1.66,0.019,28.1,0.6,94

NUDT5A-x0060, None, None, OK:
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis

Pending, None

Crystalline, success,P 1,49 59 80 79 81

.8,99.5,94.6,,,None,None,None,1 - Analysis Pending,None

Precipitated, success,P 1,49 59 79 79 81

.2,94.5,95.3,,,None,None,None,1 - Analysis Pending,None

Crystalline, success,P 1,49 59 79 79 81

.3,98.8,94.4,,,None,None,None,1 - Analysis Pending,None

Precipitated,Failed -

.3,92.9,88.0,,,None,None,None, 1 -

.0,98.5,94.1,,,None,None,None, 1 -

.1,98.5,94.4,,,None,None,None, 1 -

.3,93.6,78.5,,,None,None,None, 1 -

.8,94.7,78.7,,,None,None, None, 1 -

Mounted Clear,Failed -

Mounted Clear,success,P 1,49 59
.1,89.0,54.7,,,None,None,None, 1 -

Mounted Clear,success,P 1,49 60
.8,91.8,94.5,,,None, None,None, 1 -

Mounted Clear,Failed -

Crystalline, success,P 1,49 59 79 79 81

Analysis

Crystalline, success,P 1,49 59 79 79 81

Analysis

Crystalline, success,P 1,49 59 79 79 81

Analysis

Precipitated, success,P 1,49 59 79 79 81

Analysis

Crystalline, success,P 1,49 59 80 79 81

Analysis

80 79 81
Analysis

80 79 81
Analysis

NUDT5A-x0061,None, None, OK: Mounted Clear,success,P 1,49 59 80 79 81
75,1.77,0.020,19.3,0.8,93.8,92.6,95.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0062, None, None, OK

unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis

Pending, None

NUDT5A-x0063, None, None, OK:

75,1.73,0.020,33.3,0.6,76

NUDT5A-x0064,None, None, OK:

75,1.72,0.012,49.0,0.7,78

NUDT5A-x0065,None, None, OK:

75,1.60,0.025,26.4,1.0,95

NUDT5A-x0066,None, None, OK:

75,2.12,0.027,22.2,0.5,91

NUDT5A-x0067,None, None, OK:

: Crystalline,Failed -

Crystalline, success,P 1,49 59
.2,92.3,94.4,,,None,None,None, 1 -

Crystalline, success,P 1,49 59
.7,93.9,94.4,,,None,None,None, 1 -

Crystalline, success,P 1,49 59
.6,98.9,93.5,,,None,None, None, 1

Mounted Clear, success,P 1,49 59
.1,91.2,91.0,,,None,None,None, 1 -

Mounted Clear, success,P 1,53 64

80 79 81

Analysis

79 79 81

Analysis

80 79 81
- Analysis

80 79 81
Analysis

84 79 86

Pending,None

Pending,None

Pending,None

Pending, None

Pending,None

Pending,None

Pending, None

Pending, None

Pending, None

Pending, None

Pending, None

84,1.58,5.700,0.0,0.0,70.6,84.7,31.3,,,None,None,None,1 - Analysis Pending, None
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NUDT5A-x0068,None, None,OK: Crystalline,success,P 1,49 59 80 79 81
75,1.83,0.016,26.5,0.7,94.7,93.3,95.2,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0069, None,None, OK: Mounted Clear,success,P 1,49 60 79 79 81
75,1.64,0.012,43.4,0.9,95.6,98.4,93.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0070, None, None, OK: Mounted Clear,success,P 1,49 59 80 79 81
75,1.75,0.016,36.0,0.9,95.5,98.3,93.5,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0071, None,None, OK: Mounted Clear,success,P 1,49 59 79 79 81
75,1.68,0.012,51.5,1.1,95.8,98.3,93.4,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0072, None,None, OK: Mounted Clear,success,P 1,49 59 80 79 81
75,1.67,0.015,37.3,1.0,95.6,97.9,93.1,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0073, None, None, OK: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0074,None, None,OK: Crystalline, success,P 1,49 60 79 79 80
75,1.55,0.019,28.5,0.5,93.8,94.0,88.0,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0075, None, None,OK: Crystalline, success,P 1,49 59 79 79 81
75,1.79,0.015,26.8,0.7,93.3,94.4,94.9,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0076,None, None,OK: Crystalline,success,P 1,49 60 79 79 80
75,1.72,0.017,37.9,0.5,81.4,92.4,94.8,, ,None,None,None,1 - Analysis Pending,None

NUDT5A-x0077,C1lC=1C=CC=C (NC (=0) CN2CCCC2)C1,22735692823,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.50,0.017,31.8,0.3,94.5,93.9,93.7,0.24134,0.27661,0.24134,0.27661,P 1,1
- Analysis Pending,None

NUDT5A-x0078, FC=1C=CC=C (CNCC2=CC=C02)C1,722737076969,0K: Precipitated, success,P 1,49 59
80 79 81 75,1.61,0.037,18.1,0.6,95.1,95.1,94.5,0.22182,0.24653,0.22182,0.24653,P 1,1 -
Analysis Pending,None

NUDT5A-x0079, FC=1C=CC=C (NC (=0) COC=2C=CC=CC2)C1,219735192,0K: Mounted Clear, success, P
1,48 59 79 80 81
76,2.10,0.016,17.5,1.6,97.0,96.0,96.2,0.21835,0.26211,0.21835,0.26211,P 1,1 - Analysis
Pending, None

NUDT5A-x0080, CCN1C=C (NC (=0) C2CCC2)C=N1,72373768900,0K: Precipitated, success,P 1,48 59 79
80 81 76,2.81,0.037,9.3,0.5,94.9,92.6,97.0,0.23190,0.29147,0.23190,0.29147,P 1,1 -
Analysis Pending, None

NUDT5A-x0081, CN1ICCN (CC1)C (=0)COC=2C=CC(C)=CC2,722856434836,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,1.72,0.020,29.0,0.6,85.9,94.9,95.1,0.22607,0.26489,0.22607,0.26489,P 1,1 - Analysis
Pending, None

NUDT5A-x0082, CC (NC (=0) C=1C=CC=C(C)N1)C2CC2,72287256168,0K: Mounted Clear,success,P 1,48
59 79 79 81 75,2.53,0.021,18.6,1.0,97.6,98.1,96.7,0.21051,0.27093,0.21051,0.27093,P 1,1
- Analysis Pending,None

NUDT5A-x0083, CC1=CSC (CNC (=0) C=2C=CNN2)=N1,72466628048,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,2.11,0.010,45.0,1.3,95.7,98.9,95.7,0.23028,0.27346,0.23028,0.27346,P 1,1
- Analysis Pending,None

NUDT5A-x0084,CC1=NOC (C)=C1C (=0) NCCC2=CCCCC2,7269092635,0K: Mounted Clear,success,P 1,48
59 80 79 81 76,2.21,0.023,24.1,1.1,90.5,92.9,93.8,0.27187,0.32105,0.27187,0.32105,P 1,1
- Analysis Pending,None
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NUDT5A-x0085, C (NC1=NC=2C=CC=CC2N1)C3=CC=C03,7257299526,0K: Mounted Clear,success,P 1,48
59 79 79 81 75,1.77,0.024,30.3,1.1,96.2,99.0,94.6,0.23028,0.26594,0.23028,0.26594,P 1,1
- Analysis Pending,None

NUDT5A-x0086, CCC=1C=CC=CC1INC (=0) C=2SN=NC2C, 7289385775,0K: Mounted Clear,success,P 1,48
59 79 79 81 76,1.98,0.024,24.3,0.7,88.4,88.2,81.6,0.24733,0.29133,0.24733,0.29133,P 1,1
- Analysis Pending,None

NUDT5A-x0087,C (NCC=1C=CN=CC1)C2=CC=CS2,72856434816,0K: Mounted Clear,success,P 1,48 59
79 80 82 76,1.86,0.016,39.2,1.1,96.5,99.0,95.3,0.22075,0.25707,0.22056,0.26056,P 1,3 -
In Refinement, None

NUDT5A-x0088,CC=1C=CC (NC (=0) C2CCC02)=NC1,Z271580604,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.82,0.023,26.8,0.7,93.5,94.0,92.1,0.23858,0.27931,0.23858,0.27931,P 1,1 -
Analysis Pending, None

NUDT5A-x0089, 0O=C (NC1=NC=CS1) [CA@H]2C[CRH]2C=3C=CC=CC3,7Z2064107709,0K: Mounted

Clear, success,P 1,49 59 79 79 81
75,2.17,0.039,11.1,0.7,95.6,97.8,94.3,0.30744,0.35539,0.30744,0.35539,P 1,1 - Analysis
Pending, None

NUDT5A-x0090, COC=1C=CC=2N=C (NC (=0) C3CC3) SC2C1,727678561,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,2.14,0.062,8.1,1.5,97.2,97.7,96.8,0.24048,0.27905,0.24048,0.27905,P
1,1 - Analysis Pending, None

NUDT5A-x0091, CCC1=CC=C (S1)C (=0)NCC=2C=NN(C)C2,72804566442,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0092, COC=1C=CC (CNC (=0) C2=CSN=N2)=CC1,Z741218268,0K: Mounted Clear, success,P
1,48 59 79 79 82 76,1.62,0.021,31.0,1.0,95.3,98.8,93.1,0.22089,0.24496,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0093,CC1=CSC (NC (=0) NC=2C=CC=C (C)C2)=N1,7244602971,0K: Mounted Clear, success, P
1,48 59 79 79 82 76,1.69,0.016,32.4,0.5,94.3,92.9,95.1,0.22070,0.25414,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0094,C1C=1C=CC=C(Cl)C (=0)NC=2C=CON2,Z86622311,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,1.77,0.016,30.1,0.7,95.3,94.2,95.1,0.21933,0.25453,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0095, COC=1C=CC=C (C1l)C (=0) NC=2C=CC=CC2F, 728290384,0K: Mounted Clear, success, P
1,48 59 79 79 81 76,1.76,0.012,42.3,1.2,95.5,98.8,94.6,0.22102,0.25064,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0096, COC=1C=CC (NCC=2C=CC (F)=CC2)=CC1,257328997,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.92,0.030,11.3,0.7,92.9,92.3,94.5,0.24128,0.27958,0.24128,0.27958,P 1,1
- Analysis Pending,None

NUDT5A-x0097,0C=1C=CC=C (CN2CCSCC2)C1,72856434857,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.96,0.066,11.5,1.7,96.4,98.1,94.6,0.24180,0.27748,0.24180,0.27748,P 1,1 -
Analysis Pending, None

NUDT5A-x0098, 0O=C (NC=1C=CC=NC1) C=2C=NN3C=CC=NC23,72296054478,0K: Mounted Clear, success,P
1,48 59 79 79 81
75,1.85,0.021,29.1,1.0,96.5,99.1,95.5,0.22872,0.26670,0.22872,0.26670,P 1,1 - Analysis
Pending, None

NUDT5A-x0099,CCN1C=C (C=N1)C (=0)NCC=2C=CC (F)=CC2,21203107138,0K: Mounted Clear,success,P
1,48 59 79 80 81
76,2.09,0.032,22.5,1.4,97.3,97.2,96.9,0.22549,0.27106,0.22549,0.27106,P 1,1 - Analysis
Pending, None
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NUDT5A-x0100,CCCI1CCC(CC1)NC[CQ@H]2CCC02,722856434866,0K: Mounted Clear,success,P 1,48 59
79 80 81 76,1.80,0.014,32.9,0.5,94.4,94.0,95.0,0.22667,0.26469,0.22667,0.26469,P 1,1 -
Analysis Pending, None

NUDT5A-x0101, O=C (N1CCCCCC1)C=2C=CC=30C0C3C2,7231432226,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.78,0.023,25.3,0.7,95.2,95.4,94.7,0.24622,0.29100,0.24622,0.29100,P 1,1
- Analysis Pending,None

NUDT5A-x0102,CC1CCN (CC2=CNC=3C=CC=CC23)CC1,72856434912,0K: Mounted Clear,success,P 1,48
59 79 79 82 76,1.60,0.021,26.8,1.0,95.7,99.0,93.3,0.21909,0.24435,0.21909,0.24435,P 1,1
- Analysis Pending,None

NUDT5A-x0103,CC(C) (C)CLCCN(CC1)C (=0)C=2C=CC=CC2,721217741507,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,2.07,0.044,19.8,1.1,96.8,98.7,96.0,0.24910,0.30248,0.24910,0.30248,P 1,1 - Analysis
Pending, None

NUDT5A-x0104,CC=1C=CC=CC10CC (=0) NC=2C=CC=CC2,2Z19733979,0K: Crystalline,success,P 1,48
59 79 79 81 76,2.02,0.016,36.6,0.6,92.9,91.7,93.6,0.24356,0.29098,0.24356,0.29098,P 1,1
- Analysis Pending,None

NUDT5A-x0105, O=C (NCCC=1C=CC=CC1)NC2CCCCC2,7244585920,0K: Mounted Clear, success,P 1,48 59
79 80 82 76,1.77,0.041,32.4,1.1,96.6,97.3,95.7,0.22564,0.25533,0.22564,0.25533,pP 1,1 -
Analysis Pending, None

NUDT5A-x0106, CC=1C=CC=C (NC (=0) CN2CCOCC2)C1C, 72856434834,0K: Mounted Clear, success,P
1,49 60 79 79 80
75,1.71,0.010,52.4,0.9,96.1,98.7,95.2,0.24417,0.28031,0.24417,0.28031,P 1,1 - Analysis
Pending, None

NUDT5A-x0107,CC=1C=CC=C (NC (=0) [CA@H]2CCCN2)N1,71267881672,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.67,0.019,31.6,1.0,96.3,99.0,94.8,0.23558,0.26827,0.23558,0.26827,P 1,1 - Analysis
Pending, None

NUDT5A-x0108, N#CC=1C=CC (=CN1) N2CCCOCC2,71348371854,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.98,0.016,32.2,1.1,96.8,99.4,94.7,0.22162,0.26149,0.22162,0.26149,P 1,1 -
Analysis Pending, None

NUDT5A-x0109,CC=1C(C1l)=CC=CCINC (=0) [CR@H]2CCC02,721545312521,0K: Mounted Clear,success,P
1,49 60 80 79 81
75,2.04,0.023,20.6,1.5,96.2,99.2,94.3,0.23893,0.28520,0.23893,0.28520,P 1,1 - Analysis
Pending, None

NUDT5A-x0110,CC=10C=CC1C (=0) NC=2C=CN=CC2,Z136583524,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,2.00,0.029,19.4,0.7,93.1,92.7,93.0,0.23797,0.28239,0.23797,0.28239,P 1,1 -
Analysis Pending, None

NUDT5A-x0111,C1CC2 (CCN(C2)C=3C=NC=CN3)C01,721401276297,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0112, FC=1C=CC=CC1C (=0) NCCC=2C=CN=CC2,71310876699,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,1.58,0.016,37.8,0.5,94.9,93.7,94.2,0.25795,0.29968,0.25795,0.29968,P 1,1 - Analysis
Pending, None

NUDT5A-x0113,0C=1C=CC (NC (=0) CCC=2C=CC=CC2)=CC1,269118333,0K: Precipitated,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending,None
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NUDT5A-x0114,CC1CCOCI1C (=0)NC2=CN=NS2,71827602749,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.89,0.027,25.1,1.0,96.4,98.2,95.4,0.22262,0.26212,0.21502,0.25335,P 1,5 -
Deposition ready, 5QJ4

NUDT5A-x0115,CN1ICCN (CC1=0) C=2N=CC=CC2F,21373445602,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.66,0.021,29.6,0.5,95.5,95.4,95.0,0.24299,0.27847,0.24299,0.27847,p 1,1 -
Analysis Pending, None

NUDT5A-x0116,CC=1C=CC (=CC1C) C (=0) NC2=NN=CN2, Z22856434827,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.82,0.015,33.2,0.6,93.9,94.9,95.1,0.22327,0.25671,0.22327,0.25671,P 1,1 - Analysis
Pending, None

NUDT5A-x0117,CC1LCCC (CC1)NC2CCC(0)CC2,72241963319,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.53,0.017,35.1,0.3,94.7,94.7,94.0,0.25678,0.29886,0.25678,0.29886,P 1,1 -
Analysis Pending, None

NUDT5A-x0118,C(NICCC (CC1l)N2C=CC=C2)C=3C=CC=CC3,72856434898,0K: Mounted Clear, success,P
1,48 59 79 79 81
75,1.55,0.031,22.9,1.1,95.9,98.8,93.9,0.22077,0.24373,0.22077,0.24373,P 1,1 - Analysis
Pending, None

NUDT5A-x0119,CN1C (CNC2CCCCC2)=NC=3C=CC=CC13,72856434855,0K: Mounted Clear, success,P
1,48 59 80 79 81
76,1.92,0.020,23.7,0.6,93.3,94.6,94.5,0.23358,0.27879,0.23358,0.27879,P 1,1 - Analysis
Pending, None

NUDT5A-x0120,COC=1C=CC=C (CN2CCC (CC2)C(=0)N)C1,72856434854,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,2.07,0.042,17.4,1.3,97.2,95.6,96.1,0.22060,0.26165,0.22060,0.26165,P 1,1 - Analysis
Pending, None

NUDT5A-x0121, CN1IN=CC=C1C (=0) NCC2=CC=CS2,72915492990,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.79,0.018,30.2,0.6,88.5,95.2,95.1,0.22603,0.26124,0.22603,0.26124,P 1,1 -
Analysis Pending, None

NUDT5A-x0122, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.72,0.023,30.6,0.8,96.5,98.6,95.6,0.22244,0.25296,0.21632,0.25267,P 1,5
- Deposition ready, 5QJ5

NUDT5A-x0123,C1CCN (CC1)C2=NOC (=N2)C3=CC=CS3,21623890017,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0124, FC=1C=CC (CNCC=2C=CC=CC2)=CC1,722856434783,0K: Mounted Clear,success,P 1,49
90 149 89 87 88,1.92,0.017,11.2,1.1,96.4,98.8,94.8,,,None,None,None,1 - Analysis
Pending, None

NUDT5A-x0125, COC (=0) [CQRH]1C[CQ@RH] (O)CNI1C (=0) C2=CC=C02,21614545742,0K: Mounted
Clear, success,P 1,49 59 80 79 81
75,1.65,0.038,27.8,1.0,96.3,97.6,94.8,0.22035,0.25336,0.21352,0.24900,P 1,6 -
Deposited, 50J6

NUDT5A-x0126,C1lCCC (CC1) C2=NC (=NO2)C=3C=CN=CC3,257715447,0K: Bad Dispense,success,P 1,49
59 80 79 81 75,1.97,0.022,20.2,0.6,85.3,93.1,80.4,0.24497,0.28828,0.24497,0.28828,P 1,1
- Analysis Pending,None

NUDT5A-x0127,CC (=0) C=1C=CC=C (NC (=0)C(F) (F)F)C1,257111868,0K: Precipitated, success,P
1,49 59 80 79 81
75,2.03,0.029,22.4,1.9,96.5,94.8,92.3,0.23697,0.27689,0.23697,0.27689,P 1,1 - Analysis
Pending, None

48



NUDT5A-x0128, 0=C (NC=1C=CC (=CC1)N2CCOCC2)C3CC3,7230485868,0K: Mounted Clear, success,P
1,49 59 80 79 81
75,1.65,0.016,30.2,1.1,95.9,98.2,93.7,0.22373,0.25294,0.22373,0.25294,P 1,1 - Analysis
Pending, None

NUDT5A-x0129,CC=1C=NC=C (NCC=2C=CN=CC2)C1,21478435544,0K: Mounted Clear,success,P 1,47
59 80 80 84 77,1.70,0.016,32.3,1.2,95.7,98.5,94.3,0.30147,0.34541,0.30147,0.34541,P 1,1
- Analysis Pending, None

NUDT5A-x0130, FC=1C=CC (NC (=0) CN2CCCC2)=CC1,Z2856434942,0K: Mounted Clear,success,P 1,49
60 79 79 81 75,1.66,0.017,32.7,0.6,94.8,94.8,94.6,0.25100,0.29458,0.25100,0.29458,P 1,1
- Analysis Pending,None

NUDT5A-x0131,0=C (C1CC1)N2CCN (CC2)C (=0)C3=CC=C03,7232327641,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,1.56,0.020,32.2,0.8,94.9,95.8,94.0,0.24866,0.28051,0.23879,0.27376,P 1,6 -
Deposited, 5Q0J7

NUDT5A-x0132,CC (C)NLICCN (CC1l)C (=0)C2=CC=CS2,722856434826,0K: Mounted Clear, success,P 1,49
60 79 79 80 75,1.81,0.034,19.6,1.0,96.8,98.3,95.4,0.24689,0.28824,0.24689,0.28824,P 1,1
- Analysis Pending,None

NUDT5A-x0133,CC(C)N(C)S (=0) (=0O)N1ICCOC(C)C1,2416341642,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.62,0.014,39.8,0.5,94.9,94.2,94.4,0.23632,0.26926,0.23632,0.26926,P 1,1
- Analysis Pending,None

NUDT5A-x0134, FC=1C=CC (CCNC (=0) C2=CC=C02)=CC1,4226769872,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.65,0.025,27.8,1.0,96.4,99.2,94.5,0.23108,0.25952,0.23108,0.25952,P 1,1
- Analysis Pending,None

NUDT5A-x0135,CC=1C=CC=CC1CNC2=NN=NN2C,7z57778470,0K: Precipitated,success,P 1,49 59 79
79 81 75,1.78,0.018,28.7,0.6,94.8,93.9,95.0,0.23536,0.26988,0.23536,0.26988,P 1,1 -
Analysis Pending, None

NUDT5A-x0136, COC (=0) CNC (=0) C1CCCCC1,7218618496,0K: Mounted Clear,success,P 1,49 90 149
89 87 88,1.74,0.031,14.3,0.9,96.3,97.3,95.7,,,None,None,None,1 - Analysis Pending,None

NUDT5A-x0137,CC[C@H] (CO)NC (=0) NC=1C=CC(C1)=CC1,21593306637,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0138,C1CCCC (CC1)NC=2N=CC=CN2,231244728,0K: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None, None,1 - Analysis
Pending, None

NUDT5A-x0139, N#CC=1C=CC (CN2C=NC=3C=CC=CC23)=CC1,226333434,0K: Mounted Clear,success,P
1,49 59 80 79 81
75,1.66,0.024,24.1,0.6,94.9,94.5,95.0,0.22972,0.26006,0.22972,0.26006,P 1,1 - Analysis
Pending, None

NUDT5A-x0140, O=C (NC1=NN=C (S1)C2=CC=C02)C3CC3,72165141116,0K: Mounted Clear, success,P
1,48 59 79 79 82
75,1.79,0.024,22.4,1.1,96.8,97.3,95.5,0.21557,0.25014,0.21557,0.25014,P 1,1 - Analysis
Pending, None

NUDT5A-x0141, O=C (NC=1C=CC (C#N)=CC1) C2=CC=CS2,230612387,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.79,0.009,54.3,1.1,95.4,98.5,94.0,0.22632,0.25862,0.22632,0.25862,P 1,1
- Analysis Pending,None

NUDT5A-x0142,CC=1C=CC=C (C1)C (=0)NC=2C=CC (C)=CC20,233452549,0K: Mounted Clear, success,P
1,49 59 79 79 81
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75,1.79,0.024,29.8,1.1,96.8,97.8,95.7,0.22929,0.26612,0.22929,0.26612,P 1,1 - Analysis
Pending, None

NUDT5A-x0143,N[C@H]1CCN(C1) S (=0) (=0)C=2C=CC=CC2,22443429438,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0144, FC=1C=CC (=CC1)N2CCN (CC2)C(=0)C3CC3,230620520,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,1.70,0.025,25.7,0.5,95.0,94.9,95.2,0.22887,0.25963,0.22887,0.25963,P 1,1 - Analysis
Pending, None

NUDT5A-x0145,CCOC (=0) NCC=1C=CC=CC1,231478129,0K: Mounted Clear,success,P 1,49 60 80 79
81 75,1.97,0.023,19.9,0.7,95.0,95.6,92.8,0.24597,0.28351,0.24597,0.28351,P 1,1 -
Analysis Pending, None

NUDT5A-x0146,C[1CQRERH]1CC[1CRRARH] (O1)C (=0)N2CCC=C(F)C2,722272040604,0K: Mounted

Clear, success,P 1,49 59 79 79 81
75,1.69,0.026,22.8,0.7,93.6,89.1,93.2,0.24046,0.27235,0.24046,0.27235,P 1,1 - Analysis
Pending, None

NUDT5A-x0147,CC (=0)N1ICCC (CC1)NCCC=2C=CC=CC2,72856434883,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.76,0.014,34.3,0.9,95.9,98.3,95.1,0.24172,0.28184,0.24172,0.28184,P 1,1 - Analysis
Pending, None

NUDT5A-x0148, FC=1C=CC=C (F)C1C (=0) N2CCCC2,4254226006,0K: Mounted Clear,success,P 1,49 60
79 79 81 75,2.07,0.023,8.5,0.6,92.6,89.8,94.8,0.25701,0.30831,0.25701,0.30831,P 1,1 -
Analysis Pending, None

NUDT5A-x0149,0C=1C=CC=CC1INC (=0) COC=2C=CC=CC2,7268195082,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.81,0.021,23.3,0.8,94.3,92.1,95.2,0.22836,0.26619,0.22836,0.26619,P 1,1
- Analysis Pending,None

NUDT5A-x0150, FC=1C=CC (CNC (=0) NC=2C=CC=CC2)=CC1,244609285,0K: Mounted Clear,success,P
1,48 59 80 79 82
76,1.64,0.013,38.2,1.0,95.5,98.6,93.4,0.22317,0.24834,0.22317,0.24834,P 1,1 - Analysis
Pending,None

NUDT5A-x0151,NC (=0) C=1C=CC (NC (=0) [CQ@H] 2CCC02)=CC1,2Z1545313172,0K:
Crystalline,success,P 1,49 59 79 79 81
75,1.64,0.018,37.8,1.0,95.7,97.2,93.4,0.23323,0.26252,0.23323,0.26252,P 1,1 - Analysis
Pending, None

NUDT5A-x0152, FC=1C=CC=CC1NCC=2C=CNN2, 721545196403, 0K: Mounted Clear,success,P 1,49 60 79
79 81 75,1.77,0.017,30.5,0.5,95.3,95.4,95.1,0.24364,0.28606,0.24364,0.28606,P 1,1 -
Analysis Pending, None

NUDT5A-x0153,CC (=0) N1ICCN (CCCC=2C=CC=CC2)CC1,72856434884,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0154,CC (C)C=1C=CC (=CC1l)C (=0) NC=2C=CC=CN2,7285525355,0K: Crystalline, success,P
1,49 59 79 79 81
75,1.78,0.011,50.0,1.0,96.0,98.6,94.4,0.23150,0.26745,0.23150,0.26745,P 1,1 - Analysis
Pending, None

NUDT5A-x0155,CN1C=CC(=N1)C(=0)NC[C@@H]2CCC0O2,7Z2643472210,0K: Precipitated, success,P
1,49 59 79 79 81
75,1.66,0.018,28.8,0.6,94.6,93.5,94.9,0.23774,0.27308,0.23774,0.27308,P 1,1 - Analysis
Pending, None
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NUDT5A-x0156, FC=1C=CC=NC1NCC2CCOCC2,21373430305,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.66,0.014,34.7,0.5,94.5,93.7,94.5,0.25517,0.30008,0.25517,0.30008,P 1,1 -
Analysis Pending, None

NUDT5A-x0157, FC=1C=CC (CN2C=NC=3C=CC=CC23)=CC1,7Z26333448,0K: Precipitated, success,P 1,49
59 79 79 81 75,1.74,0.018,28.0,0.7,94.4,94.3,95.2,0.22954,0.26621,0.22954,0.26621,P 1,1
- Analysis Pending,None

NUDT5A-x0158,CN1ICCN(CC1)C (=0)C=2C=CC(F)=C(F)C2,722856434829,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.76,0.032,25.3,1.0,96.8,97.7,96.0,0.23762,0.27444,0.23670,0.27771,P 1,6 -
Deposited, 50J8

NUDT5A-x0159,CN (CC (=0)0) C(=0)C=1C=CC=CN1,Z71171978788,0K: Crystalline,success,P 1,46 58
79 81 84 78,1.73,0.010,40.7,0.7,94.4,94.1,94.8,0.34241,0.38674,0.34241,0.38674,P 1,1 -
Analysis Pending, None

NUDT5A-x0160, CC=1C=C (C)N=C (NC=2C=CC=CC2)N1,7285675722,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,2.06,0.031,22.1,1.2,95.7,96.0,94.9,0.23309,0.27606,0.23309,0.27606,P 1,1
- Analysis Pending,None

NUDT5A-x0161, CCC (=0)NC=1C=CC (=CC1)N2CCC(C)CC2,7257344995,0K: Mounted Clear, success,P
1,48 59 79 79 81
75,1.64,0.014,33.3,0.5,94.9,95.8,94.7,0.22473,0.25650,0.22473,0.25650,P 1,1 - Analysis
Pending, None

NUDT5A-x0162,0C=1C=CC=C (NC (=0) NC=2C=CC (F)=CC2)C1,255290386,0K: Mounted Clear, success,P
1,48 59 79 79 81
76,1.88,0.016,28.9,0.5,90.0,91.4,94.4,0.23086,0.27498,0.23086,0.27498,P 1,1 - Analysis
Pending, None

NUDT5A-x0163,CN (C (=0) [CAH] 1CC1 (C)C)C=2C=CC=NC2,721506050651,0K: Mounted Clear,success,P
1,49 59 80 79 81
75,1.88,0.013,33.2,1.4,95.6,98.5,94.3,0.23610,0.27702,0.23610,0.27702,P 1,1 - Analysis
Pending,None

NUDT5A-x0164,CC (=0)C=1C=CC (=CC1)N2CCC(CC2)C(=0)N,72126933926,0K: Mounted Clear,success,P
1,49 59 79 79 81
75,1.65,0.032,21.9,1.0,96.3,98.9,94.6,0.23422,0.26649,0.23422,0.26649,P 1,1 - Analysis
Pending, None

NUDT5A-x0165, COC=1C=CC (NC=2N=CN=C3NC=NC23)=CC1,2276545932,0K: Mounted Clear, success, P
1,48 59 80 79 81
75,1.58,0.020,28.6,0.6,94.8,94.8,94.2,0.22419,0.25380,0.22419,0.25380,P 1,1 - Analysis
Pending, None

NUDT5A-x0166, CCN (CC) S (=0) (=0)C=1C=CC (C)=CC1l,Z45516134,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.77,0.017,38.6,1.0,95.7,98.8,94.8,0.22798,0.25780,0.22798,0.25780,P 1,1
- Analysis Pending,None

NUDT5A-x0167,CC (N)CN1CCOCC1,7Z818732104,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,2.29,0.103,7.1,1.7,97.0,98.2,96.5,0.24199,0.28630,0.24199,0.28630,P 1,1 - Analysis
Pending, None

NUDT5A-x0168,CC (C)NC (=0)N(C)CLCCS (=0) (=0)C1,272445856640,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.70,0.017,39.3,1.1,96.0,98.4,95.0,0.23210,0.26272,0.23210,0.26272,P 1,1
- Analysis Pending,None

NUDT5A-x0169,CCICN (C(C)CO1)C (=0)C=2C=NSN2,72768399682,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.85,0.023,22.7,0.9,96.5,99.0,95.4,0.24904,0.28711,0.24416,0.28836,P 1,5
- Deposition ready, 50J9
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NUDT5A-x0170, FC=1C=CC=C (C1) C (=0) NCC=2C=CC=CC2,7227749656,0K: Mounted Clear, success,P
1,49 59 80 79 81
75,1.83,0.036,18.5,0.6,79.3,91.3,47.8,0.24231,0.28420,0.24231,0.28420,P 1,1 - Analysis
Pending, None

NUDT5A-x0171,CC1=NC (C (=0)N2CCCC2)=C(C)S1,21497321453,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.64,0.012,47.6,1.1,95.9,98.6,93.8,0.23664,0.26480,0.22696,0.25714,P 1,6
- Deposited, 5QJA

NUDT5A-x0172,CC=1C=CC=C(C1l)C (=0)NCC(=0)0,256827661,0K: Mounted Clear,success,P 1,46 58
80 80 84 78,1.51,0.010,46.4,1.2,95.0,98.5,92.1,0.34669,0.38666,0.27294,0.31210,P 1,3 -
In Refinement, None

NUDT5A-x0173, COC (=0) NC1=NC=2C (C)=CC=CC251,2192981502,0K: Precipitated, success,P 1,49 59
79 79 81 75,1.71,0.023,25.2,0.5,82.3,95.6,94.4,0.23207,0.26691,0.23207,0.26691,P 1,1 -
Analysis Pending, None

NUDT5A-x0174,0=C (NC[C@H]1CCCO1l)N2CCOCC2,72064898127,0K: Mounted Clear,success,P 1,49 60
79 79 81 75,1.77,0.027,25.3,0.9,96.2,98.8,95.1,0.23353,0.27009,0.23353,0.27009,P 1,1 -
Analysis Pending, None

NUDT5A-x0175,CC (=0) NC=1C=CC (CN2CCOCC2)=CC1l,Z2856434875,0K: Crystalline,success,P 1,49
59 80 79 81 75,1.80,0.013,36.1,0.6,80.6,95.1,67.6,0.22480,0.26608,0.22480,0.26608,P 1,1
- Analysis Pending,None

NUDT5A-x0176,CN (CC1CCOC1)C=2N=CN=CC2C1,721787627869,0K: Mounted Clear,success,P 1,49 60
79 79 80 75,1.66,0.024,29.6,1.1,96.0,97.8,94.0,0.25339,0.28881,0.25245,0.29152,P 1,6 -
Deposited, 50JB

NUDT5A-x0177,CCNC (=0) C1=CNN=N1,Z755044716,0K: Crystalline,success,P 1,49 59 80 79 81
75,1.47,0.020,29.7,0.6,93.6,93.3,88.3,0.23551,0.26192,0.22231,0.25416,P 1,6 -
Deposited, 50JC

NUDT5A-x0178,CCOC (=0) C=1C=CC (F)=CC1F,253836105,0K: Crystalline,success,P 1,48 59 80 79
82 76,1.89,0.044,16.4,0.7,90.5,91.5,92.0,0.23848,0.28095,0.23848,0.28095,P 1,1 -
Analysis Pending, None

NUDT5A-x0179, 0OC=1N=CC (NCCC=2C=CC=CC2)=C(0O)N1,2Z57744604,0K: Precipitated, success,P 1,49
60 80 79 81 75,1.74,0.012,41.5,1.0,96.2,98.8,95.2,0.23255,0.26409,0.23191,0.26529,P 1,3
- In Refinement, None

NUDT5A-x0180, CCNC (=0)C=1C=CC(N(C)C)=C(F)C1,2907784200,0K: Mounted Clear,success,P 1,49
60 80 79 81 75,1.79,0.014,37.5,0.6,94.2,94.4,94.6,0.23142,0.26723,0.23142,0.26723,P 1,1
- Analysis Pending,None

NUDT5A-x0181, CCC (=0) NC=1C=CC (=CC1) S (=0) (=0)N,Z27682767,0K: Mounted Clear, success,P 1,49
60 80 79 81 75,1.74,0.015,45.1,1.1,96.0,98.6,94.6,0.22955,0.26241,0.22955,0.26241,P 1,1
- Analysis Pending,None

NUDT5A-x0182,C(NC1CCCC1)C2CCC02,7290504169,0K: Mounted Clear, success,P 1,49 59 80 79 81
75,1.74,0.012,41.6,1.0,96.0,98.8,95.0,0.22476,0.25749,0.22476,0.25749,P 1,1 - Analysis
Pending, None

NUDT5A-x0183, COC (=0) C=1SC=CC1INC (=0) C2CC2,7Z109092588,0K: Mounted Clear, success,P 1,49 59
80 79 81 75,1.79,0.019,25.2,1.1,96.5,97.4,95.3,0.23227,0.26892,0.23126,0.27081,P 1,1 -
Analysis Pending, None

NUDT5A-x0184,CCNC=1C=CC(C)=NN1,Z1267773786,0K: Crystalline,success,P 1,49 60 80 79 81
75,1.80,0.022,30.0,0.6,78.3,94.7,61.3,0.23344,0.27725,0.23344,0.27725,P 1,1 - Analysis
Pending, None
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NUDT5A-x0185,0=C (CCC1CCCC1)NC=2C=CC=C (C#N)C2,7226548228,0K: Mounted Clear, success,P 1,48
60 80 79 82 76,2.36,0.069,8.6,1.4,52.5,68.1,48.9,0.33856,0.34133,0.33856,0.34133,P 1,1
- Analysis Pending,None

NUDT5A-x0186, 0=C (CCC1CCCCC1l)N2CCOCC2,231721798,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.94,0.068,21.0,1.3,97.0,98.5,95.4,0.22184,0.25672,0.22253,0.25738,P 1,3 - In
Refinement, None

NUDT5A-x0187,0=C (NCCN1CCCC1=0)NC=2C=CC=CC2,72472938267,0K: Mounted Clear,success,P 1,48
59 80 79 82 76,1.73,0.026,22.1,1.0,96.0,96.7,94.8,0.22460,0.26184,0.22460,0.26184,P 1,1
- Analysis Pending,None

NUDT5A-x0188,C1lC=1C=CC (CC (=0) NC=2N=CC=CN2)=CC1,2203581214,0K: Mounted Clear,success,P
1,49 59 79 79 81
75,1.66,0.013,34.6,0.6,81.5,92.9,80.5,0.26618,0.31112,0.26618,0.31112,P 1,1 - Analysis
Pending, None

NUDT5A-x0189, C(N1CCOCC1)C2=NC (=N0O2)C3CC3,7295848548,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0190, 0C=1C=CC (CN2CCC=3C=CC=CC3C2)=CC1,22856434812,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0191, CN1C=CC (NCC=2C=CC=CC2)=N1,21401333862,0K: Mounted Clear,success,P 1,48 59
79 79 81 76,1.71,0.012,52.4,0.9,96.0,99.2,94.7,0.22003,0.24932,0.22003,0.24932,p 1,1 -
Analysis Pending,None

NUDT5A-x0192,CC1=CC (=NS1)C (=0)NCC2CCC02,721881545321,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.66,0.020,32.2,1.1,96.0,99.0,94.1,0.24524,0.28019,0.24524,0.28019,P 1,1 -
Analysis Pending, None

NUDT5A-x0193,CC=1C=CC (CN2CCS (=0) (=0)CC2)=CC1,722856434929,0K: Mounted Clear, success, P
1,48 59 79 79 81
75,1.69,0.020,25.7,1.0,96.4,97.8,95.1,0.22278,0.25133,0.22278,0.25133,P 1,1 - Analysis
Pending, None

NUDT5A-x0194, OC1CCN (CC=2C=CSC2)CC1,722856434899,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.85,0.020,13.4,1.4,96.6,98.9,95.4,0.24234,0.28588,0.24234,0.28588,P 1,1 -
Analysis Pending, None

NUDT5A-x0195,CC=1C=C (ON1)C (=0) NC=2C=CN (C)N2,7240297434,0K: Mounted Clear, success,P 1,48
59 80 79 82 76,1.61,0.022,29.8,0.8,95.3,98.6,92.8,0.22628,0.25361,0.21130,0.23693,P 1,06
- Deposited, 5QJD

NUDT5A-x0196, 0C=1C=CC=CC1C2=NC (=NO2) C=3C=CC=CC3,72276351322,0K: Bad Dispense,success,P
1,48 59 79 79 82
76,1.62,0.013,45.2,0.9,95.6,98.8,93.2,0.21656,0.24120,0.21656,0.24120,P 1,1 - Analysis
Pending, None

NUDT5A-x0197, CCN1C=C (CNC (=0) C=2C=CC=NC2)C=N1,7275181224,0K: Mounted Clear, success,P
1,48 59 79 79 81
76,1.75,0.015,37.6,1.2,95.6,98.7,94.9,0.22166,0.25282,0.21175,0.24553,P 1,6 -
Deposited, 50JE

NUDT5A-x0198, 0C=1C=CC=CC1CNC2=NC=3C=CC=CC3N2,21587220559,0K: Mounted Clear, success,P
1,48 59 79 80 82
76,2.20,0.027,16.6,1.2,97.2,91.9,96.5,0.21278,0.26027,0.21278,0.26027,P 1,1 - Analysis
Pending, None
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NUDT5A-x0199, CC=1NC=NC1CN2CCC=3C=CC=CC3C2,722856434879,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0200, CCOC (=0) CICCN (CC1)C=2C=NC=CN2,7Z31217395,0K: Bad Dispense,success,P 1,48 59
79 80 82 76,2.09,0.023,23.4,0.8,88.1,93.1,95.2,0.23785,0.28405,0.23785,0.28405,P 1,1 -
Analysis Pending, None

NUDT5A-x0201,CC1=NC=C (CN2CCNCC2)S1,21171217421,0K: Mounted Clear,success,P 1,49 59 79
80 81 76,1.76,0.021,28.7,1.1,96.8,98.5,95.5,0.25626,0.30238,0.25626,0.30238,P 1,1 -
Analysis Pending, None

NUDT5A-x0202, CC1l=NN=C (CN2CCC=C (F)C2)S1,721619978933,0K: Mounted Clear, success,P 1,48 59
79 80 81 76,1.93,0.022,23.3,0.7,89.1,93.5,80.7,0.24084,0.28760,0.24084,0.28760,P 1,1 -
Analysis Pending, None

NUDT5A-x0203,CN (C1CC(0)C1l)C=2C=C(C)N=C(C)N2,7Z1675346324,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,2.17,0.034,8.8,0.8,92.1,93.0,81.3,0.23333,0.27573,0.23333,0.27573,P
1,1 - Analysis Pending, None

NUDT5A-x0204,CN (CC=1C=C (C)ON1)C (=0)NC2CC2,72369936976,0K: Mounted Clear,success,P 1,48
59 79 79 81 76,1.60,0.023,28.3,0.5,94.9,95.7,94.1,0.24140,0.27602,0.24140,0.27602,P 1,1
- Analysis Pending,None

NUDT5A-x0205, C(CN1CCOCC1) SC=2C=CC=CC2,722856434865,0K: Crystalline,success,P 1,48 59 79
79 81 76,1.67,0.017,31.2,0.5,88.1,94.8,95.0,0.22257,0.25668,0.22257,0.25668,P 1,1 -
Analysis Pending, None

NUDT5A-x0206, CC1=NN=C (S1)N2CCCCC2,71251207602,0K: Mounted Clear,success,P 1,48 59 79 79
81 76,1.87,0.009,49.4,1.2,95.7,98.9,94.6,0.22365,0.26037,0.22365,0.26037,P 1,1 -
Analysis Pending, None

NUDT5A-x0207,CC1CN (C) CCCINC=2C=NN(C)C2,21694504496,0K: Mounted Clear,success,P 1,49 59
79 80 81 76,1.73,0.013,42.0,1.0,95.8,98.5,95.0,0.23700,0.27003,0.23700,0.27003,P 1,1 -
Analysis Pending, None

NUDT5A-x0208,0C=1C=CC (CCNC (=0) C=2C=CC=CN2)=CC1,2730649594,0K: Mounted Clear, success,P
1,49 59 79 80 81
75,1.77,0.027,28.7,1.0,96.5,99.1,95.3,0.25312,0.29474,0.25312,0.29474,P 1,1 - Analysis
Pending, None

NUDT5A-x0209,CC=10C=CC1C (=0) NC=2C=C (ON2)C(C) (C)C,21086293874,0K: Mounted
Clear,success,P 1,48 59 79 80 82
76,1.86,0.069,4.6,1.1,96.8,98.1,95.3,0.22485,0.25574,0.22485,0.25574,P 1,1 - Analysis
Pending, None

NUDT5A-x0210, CCCC1=NN=C (NC (=0) C=2C=CC=CN2) S1,252425517,0K: Mounted Clear, success,P 1,48
59 79 79 82 76,1.63,0.016,35.0,0.5,91.1,95.5,94.6,0.22277,0.25489,0.21587,0.24931,P 1,6
- Deposited, 5QJF

NUDT5A-x0211, CC1=NC=C (CNC=2C=NC=C (F)C2)S1,21983897532,0K: Mounted Clear,success,P 1,48
59 79 80 81 76,1.92,0.013,41.6,1.1,96.3,98.6,94.7,0.22186,0.26187,0.22186,0.26187,P 1,1
- Analysis Pending,None

NUDT5A-x0212,CC=1C=CC (OCC (=0) N2CCOCC2)=C(C)C1,217497990,0K: Mounted Clear, success,P
1,48 59 79 79 81
76,1.71,0.016,38.5,1.0,96.1,98.6,94.9,0.23097,0.26060,0.23097,0.26060,P 1,1 - Analysis
Pending, None

NUDT5A-x0213,CN1C=C(C1l)C(=N1)C (=0)NC2CCCC2,7Z275151340,0K: Mounted Clear,success,P 1,48
59 79 80 81 76,1.65,0.012,41.4,0.5,94.8,94.3,94.8,0.23705,0.27442,0.23705,0.27442,P 1,1
- Analysis Pending,None
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NUDT5A-x0214,CC1=CC (=NO1)C (=0) NCC2=CC=CS2,7229692148,0K: Precipitated,success,P 1,49 59
79 79 81 75,1.79,0.043,19.0,1.3,96.6,98.2,95.5,0.23035,0.26759,0.23035,0.26759,P 1,1 -
Analysis Pending, None

NUDT5A-x0215,CC1=C (C=NN1C) C (=0)NCC2CCC2,72396380540,0K: Mounted Clear,success,P 1,48 59
79 80 81 76,1.81,0.017,30.0,0.5,76.0,93.9,59.1,0.23048,0.27706,0.23048,0.27706,P 1,1 -
Analysis Pending, None

NUDT5A-x0216,COC=1C=CC (NC (=0) NC2=CC=CS2)=CN1,71152242726,0K: Mounted Clear, success, P
1,48 59 79 79 81
75,1.86,0.020,21.4,1.2,96.6,99.2,95.6,0.21793,0.25116,0.21793,0.25116,P 1,1 - Analysis
Pending, None

NUDT5A-x0217,CCNICCN (CC1)C (=0)NC2CCCCC2,72856434830,0K: Mounted Clear, success,P 1,48 59
79 79 81 75,1.79,0.020,24.4,0.6,84.9,93.5,80.4,0.23313,0.27082,0.23313,0.27082,P 1,1 -
Analysis Pending, None

NUDT5A-x0218, CCLCN (CCO1)C (=0)CN2C=CC=N2,7217038356,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,2.03,0.039,19.3,1.5,96.7,95.7,93.6,0.22337,0.26115,0.22352,0.26457,P 1,3 -
In Refinement, None

NUDT5A-x0219, COC (=0) C=1C=CC (NC (=0) C2CCCC2)=CC1,728226359,0K: Mounted Clear, success, P
1,48 59 79 80 82
76,1.76,0.053,23.9,1.1,96.5,97.2,95.4,0.21949,0.25424,0.21949,0.25424,P 1,1 - Analysis
Pending, None

NUDT5A-x0220,0=S1 (=0) CCN (CC2=CC=C02)CC1,722856434926,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.95,0.045,11.0,1.0,96.1,98.7,94.8,0.24161,0.27300,0.24161,0.27300,P 1,1 -
Analysis Pending, None

NUDT5A-x0221,0=C (COC=1C=CC=CC1)N2CCNC (=0)C2,7231602870,0K: Mounted Clear,success,P 1,48
59 79 79 82 76,2.06,0.022,13.3,0.5,95.0,95.9,95.7,0.22628,0.27233,0.22628,0.27233,P 1,1
- Analysis Pending,None

NUDT5A-x0222,CC=1C=CC=CC10OCC (=0) NC=2N=CC=CN2, 253834613, 0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0223, FC=1C=CC (CNC [C@H]2CCC02)=CC1,7Z2856434824,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending,None

NUDT5A-x0224,CC1=CSC (NC (=0) C2CCOCC2)=N1,7273240835,0K: Precipitated, success,P 1,48 59 79
79 81 76,1.75,0.013,41.7,1.0,96.1,98.8,95.1,0.22482,0.25900,0.22482,0.25900,P 1,1 -
Analysis Pending, None

NUDT5A-x0225,CC1=CC (NC (=0) CSC=2C=CC=CC2)=N01,219750454,0K: Precipitated,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0226, COC=1C=CC (NC (=0) NC=2C=CN=CC2)=CC1,2321318226,0K: Mounted Clear, success, P
1,49 59 79 79 81
75,1.72,0.026,23.3,0.6,95.3,96.5,95.2,0.23187,0.26685,0.23187,0.26685,P 1,1 - Analysis
Pending, None

NUDT5A-x0227,COC=1C=CC (NCC=2C=CC=CC20)=CC1,7256943440,0K: Mounted Clear,success,P 1,48
59 79 79 81 76,1.80,0.020,30.1,0.7,87.5,94.2,94.2,0.22396,0.25916,0.22396,0.25916,P 1,1
- Analysis Pending,None

NUDT5A-x0228, O=C (CCCC=1C=CC=CC1)N2CCOCC2,Z419995480,0K: Mounted Clear,success,P 1,48 59
79 79 81 75,1.73,0.025,39.9,1.0,96.2,99.1,95.3,0.22145,0.25294,0.22145,0.25294,P 1,1 -
Analysis Pending, None
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NUDT5A-x0229, CC=1N=CSC1C (=0) N2CCCNCC2, 7803153598, 0K: Mounted Clear, success,P 1,49 59 79
79 81 75,2.04,0.021,22.8,1.0,96.4,99.2,94.7,0.23300,0.27867,0.23300,0.27867,P 1,1 -
Analysis Pending, None

NUDT5A-x0230, CN1C=C (CNC (=0) C2=CC=C02)C=N1,42275179758,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.71,0.031,35.5,1.3,96.7,98.8,95.5,0.23198,0.26280,0.23198,0.26280,P 1,1
- Analysis Pending,None

NUDT5A-x0231, FC=1C=CC (NC (=0) NCC2=CC=C02)=CC1,744584202,0K: Mounted Clear,success,P 1,48
59 79 79 81 76,1.59,0.047,26.3,1.2,96.5,99.2,93.9,0.21710,0.23942,0.21710,0.23942,P 1,1
- Analysis Pending,None

NUDT5A-x0232, CCOC=1C=CC (NC (=0)NC(C) (C)C)=CC1,7244586802,0K: Mounted Clear, success,P 1,48
59 79 79 82 76,1.64,0.021,41.8,1.0,96.1,99.0,93.6,0.21970,0.24602,0.21970,0.24602,P 1,1
- Analysis Pending,None

NUDT5A-x0233, CCC=1C=CC (OCC (=0) N2CCCCC2)=CC1,Z18839017,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.94,0.027,17.2,1.2,96.9,96.5,95.7,0.22386,0.26302,0.22386,0.26302,P 1,1
- Analysis Pending,None

NUDT5A-x0234,CC=1C=CC (CNC (=0) C2CCC2)=CN1,Z437516460,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.91,0.016,20.7,0.5,94.9,94.9,94.8,0.23145,0.27336,0.23145,0.27336,P 1,1 -
Analysis Pending,None

NUDT5A-x0235, COC (=0) C1ICCN (CC1)C(=0)NC(C) (C)C,Z44567722,0K: Mounted Clear, success,P 1,48
59 80 79 82 76,1.57,0.037,30.8,1.2,96.5,99.3,93.9,0.22146,0.24407,0.20695,0.23279,P 1,2
- PANDDA model, 5QJG

NUDT5A-x0236,CC1 (C)CN (CC10) C=2N=CC=CC2F,21929757385,0K: Mounted Clear, success,P 1,48 59
79 79 82 76,1.56,0.022,46.1,1.5,96.3,98.9,94.6,0.21777,0.24287,0.21777,0.24287,P 1,1 -
Analysis Pending, None

NUDT5A-x0237,CC1=CC (=NO1) C (=0) NC=2C=CC=3NC=CC3C2,21190787729,0K: Precipitated, success,P
1,48 59 79 79 81
76,1.66,0.018,31.3,0.5,95.1,93.7,94.6,0.22148,0.25555,0.22148,0.25555,P 1,1 - Analysis
Pending, None

NUDT5A-x0238, 0=C (COC=1C=CC=CC1)NC2CCCCC2,7219735904,0K: Mounted Clear, success,P 1,48 59
79 80 82 76,1.61,0.024,40.7,1.2,96.2,99.0,93.3,0.21826,0.24290,0.21826,0.24290,P 1,1 -
Analysis Pending, None

NUDT5A-x0239, CC1=NC (CN2CCC (CN) CC2)=CS1,21259335913,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.74,0.017,35.6,0.6,94.8,92.6,95.1,0.23544,0.27732,0.23544,0.27732,Pp 1,1 -
Analysis Pending,None

NUDT5A-x0240, CCOC (=0)CN1CCS (=0) (=0)CC1,722856434920,0K: Mounted Clear,success,P 1,48 59
79 79 82 76,1.69,0.037,30.2,1.0,96.6,99.0,94.7,0.22110,0.25071,0.22110,0.25071,P 1,1 -
Analysis Pending, None

NUDT5A-x0241,C (CC=1C=CC=CC1)NC2=NC=3C=CC=CC3N2,757299529,0K: Mounted Clear, success, P
1,48 59 79 79 82
76,1.76,0.037,22.3,1.3,96.2,96.4,95.5,0.21996,0.25177,0.21996,0.25177,P 1,1 - Analysis
Pending, None

NUDT5A-x0242,CC1C (O) CCCN1CC=2C=CC=CC2,722217052426,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,2.09,0.096,24.7,1.4,97.4,98.1,95.1,0.21870,0.26413,0.21870,0.26413,P 1,1 -
Analysis Pending, None

NUDT5A-x0243,0C=1C=CC (NC (=0) C=2C=CC (C1)=CC2)=CC1,256346825,0K: Crystalline, success,P
1,48 59 79 79 82
76,1.72,0.016,30.5,1.0,95.9,99.1,95.0,0.21726,0.24567,0.21726,0.24567,P 1,1 - Analysis
Pending, None
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NUDT5A-x0244,COC (=0) CNC (=0) C=1C=C (C)ON1,2375990520,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,2.03,0.026,19.6,1.3,96.2,97.6,94.8,0.22784,0.26932,0.22613,0.27266,P 1,6 -
Deposited, 50JH

NUDT5A-x0245,CC (C)NICCN(CC1)C(=0)C(C)C,2106307058,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.75,0.029,23.9,0.6,95.5,96.0,95.3,0.23629,0.27876,0.23629,0.27876,P 1,1 -
Analysis Pending, None

NUDT5A-x0246,CC (=0) NCCN1CCCCCC1,Z169226638,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.48,0.018,31.8,0.4,93.8,94.6,88.3,0.27269,0.31291,0.27269,0.31291,P 1,1 - Analysis
Pending, None

NUDT5A-x0247,CN (C)C=1C=CC (CNN2C=NN=C2)=CC1l, Z57258487,0K: Mounted Clear, success,P 1,48
59 79 79 82 76,1.70,0.032,14.3,0.7,94.3,92.9,94.7,0.23658,0.26648,0.23658,0.26648,P 1,1
- Analysis Pending,None

NUDT5A-x0248,CC1=NC (CN2C[CQQH] (F)C[CRH]2CN)=CS1,722444997446,0K: Mounted Clear,success,P
1,48 59 79 79 82
76,1.64,0.063,27.5,1.0,97.0,98.4,94.8,0.21781,0.24125,0.21781,0.24125,P 1,1 - Analysis
Pending, None

NUDT5A-x0249, CC (N1CCNCC1)C=2C=CC=CC2F,Z2466069494,0K: Mounted Clear,success,P 1,48 59
80 79 82 76,1.84,0.014,40.1,0.5,81.3,92.9,45.7,0.23098,0.27139,0.23098,0.27139,P 1,1 -
Analysis Pending, None

NUDT5A-x0250, NC (=0) C=1C=CC=CC1INC (=0) C=2C=CN=CC2,7Z91797745,0K: Mounted Clear, success, P
1,48 59 79 79 82
76,1.55,0.020,41.8,1.1,96.7,99.3,93.1,0.21830,0.23998,0.21830,0.23998,P 1,1 - Analysis
Pending, None

NUDT5A-x0251,CC1=NN (CC=2C (C)=NOC2C)C (=0)S1,721899842917,0K: Mounted Clear,success,P 1,48
59 79 79 81 75,1.69,0.040,53.5,0.7,97.1,98.4,95.5,0.25799,0.29761,0.25884,0.30070,P 1,6
- Deposited, 5QJI

NUDT5A-x0252, FC=1C=CC (CC (=0) NC=2C=CC (F)=CC2)=CC1,227805986,0K: Mounted Clear,success,P
1,48 59 79 80 82
76,1.78,0.019,26.7,1.0,95.7,99.3,94.8,0.22163,0.25061,0.22163,0.25061,P 1,1 - Analysis
Pending,None

NUDT5A-x0253,CC(C)N(C) S (=0) (=0)N1CCNC (=0)C1,27Z431807512,0K: Mounted Clear, success,P 1,48
59 79 79 82 76,1.66,0.061,46.1,0.7,97.1,98.4,95.2,0.21294,0.23795,0.21294,0.23795,P 1,1
- Analysis Pending,None

NUDT5A-x0254,0=C (NCC=1C=CC (C#N)=CC1)N2CCOCC2,72509756472,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.66,0.030,19.5,0.6,95.2,95.1,95.2,0.22594,0.25660,0.22594,0.25660,P 1,1 - Analysis
Pending, None

NUDT5A-x0255, C(NC1CCNC1)C=2C=CC=CC2,21827898537,0K: Mounted Clear, success,P 1,48 59 79
79 82 76,1.60,0.024,26.1,0.4,94.9,95.0,94.4,0.22202,0.25403,0.22202,0.25403,Pp 1,1 -
Analysis Pending, None

NUDT5A-x0256,COC (=0) C=1C=CC=C (NS (=0) (=0)C)C1,224758179,0K: Mounted Clear,success,P 1,48
59 79 79 81 76,1.71,0.018,86.6,0.2,96.0,98.8,94.9,0.22310,0.25534,0.21616,0.24722,P 1,6
- Deposited, 5QJJ

NUDT5A-x0257,CCNC (=0) C=1C=CC (NS (=0) (=0)C)=CC1,257614330,0K: Mounted Clear, success,P
1,48 59 80 79 82
76,1.97,0.015,35.7,0.7,84.8,93.5,74.7,0.22414,0.27059,0.22414,0.27059,P 1,1 - Analysis
Pending, None

57



NUDT5A-x0258, C(NC=1C=CC=CN1)C2CCNC2,721262327505,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.59,0.043,28.6,0.3,87.2,96.0,94.1,0.23449,0.27379,0.23500,0.27645,P 1,3 - In
Refinement, None

NUDT5A-x0259,CN (C) C (=0) CNC=1C=CC=CC1,2104584152,0K: Mounted Clear, success,P 1,48 59 79
79 81 76,1.71,0.031,30.3,1.3,97.4,99.4,95.9,0.21775,0.24411,0.21775,0.24411,Pp 1,1 -
Analysis Pending, None

NUDT5A-x0260, COCC (=0) NC1=NN=C (C) S1,7263785508,0K: Mounted Clear, success,P 1,49 59 79 79
81 75,1.78,0.053,20.7,1.1,96.6,97.4,94.6,0.23112,0.26539,0.23112,0.26539,P 1,1 -
Analysis Pending, None

NUDT5A-x0261, FC=1C=CC=C (CN2CCOCC2)C1,722856434791,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.55,0.032,39.7,1.1,96.9,98.4,94.3,0.24181,0.27187,0.24181,0.27187,P 1,1 -
Analysis Pending, None

NUDT5A-x0262,C1CN(C1l) C=2N=CN=C3N=CNC23,7373221060,0K: Mounted Clear,success,P 1,48 59
80 79 81 75,1.65,0.034,30.2,1.4,96.7,98.9,94.6,0.22381,0.25500,0.20821,0.23729,P 1,6 -
Deposited, 5QJK

NUDT5A-x0263,CC1 (C)CN (C (=0)NCC2CC2)C1(C)C,721328078283,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.79,0.029,30.7,1.5,97.2,99.4,96.0,0.23995,0.28011,0.23995,0.28011,P 1,1
- Analysis Pending,None

NUDT5A-x0264,C1C=1C=CC (COC (=0) C=2C=CC=NC2)=CC1,257515803,0K: Precipitated, success,P
1,49 59 79 79 81
75,1.69,0.019,28.0,0.6,93.9,90.8,95.1,0.23999,0.27250,0.23999,0.27250,P 1,1 - Analysis
Pending, None

NUDT5A-x0265, COCC (=0) NCC=1C=CC (C)=CC1,4233297786,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.66,0.056,23.3,0.8,97.0,98.8,95.2,0.23320,0.26602,0.23320,0.26602,P 1,1 -
Analysis Pending, None

NUDT5A-x0266,CC1CCCCN1CCN, 71245580425, 0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.86,0.011,47.0,1.1,96.0,98.8,95.1,0.23000,0.26659,0.23000,0.26659,P 1,1 - Analysis
Pending, None

NUDT5A-x0267,CC (C)NC (=0) C1l=CC (C)=N01,2135394292,0K: Mounted Clear,success,P 1,48 59 79
79 81 76,1.66,0.019,30.3,0.6,92.6,94.3,95.0,0.25590,0.29910,0.25590,0.29910,P 1,1 -
Analysis Pending, None

NUDT5A-x0268, CC=1N=CC=C (N1)N2CCC (N)CC2,21333043417,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.65,0.028,40.7,1.4,96.2,98.8,94.4,0.24696,0.28106,0.24696,0.28106,P 1,1 -
Analysis Pending,None

NUDT5A-x0269, CCOC=1C=CC=C (C1)C (=0)NC=2N=NN (C)N2,257292400,0K: Mounted Clear, success, P
1,48 59 79 80 82
76,1.68,0.026,39.4,1.0,97.3,98.5,95.0,0.21721,0.24182,0.21721,0.24182,P 1,1 - Analysis
Pending, None

NUDT5A-x0270,COC=1C=CC (C)=CC1INC (=0) NN2C=NN=C2,722234920345,0K: Precipitated, success, P
1,49 59 79 79 81
75,1.86,0.052,34.7,1.4,97.5,97.0,96.3,0.22886,0.26413,0.22886,0.26413,P 1,1 - Analysis
Pending, None

NUDT5A-x0271,CC(C) (O)CN1CC[CRH] (N)C1,22429435052,0K: Mounted Clear,success,P 1,48 59 79
79 81 75,1.70,0.026,22.2,0.6,95.2,94.3,94.5,0.22274,0.25401,0.22274,0.25401,P 1,1 -
Analysis Pending, None

NUDT5A-x0272,CC=1C=CC=C (CN2CCOCC2)C1,72856434862,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.65,0.038,28.4,1.1,96.6,99.1,93.8,0.22295,0.25081,0.22295,0.25081,P 1,1 -
Analysis Pending, None
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NUDT5A-x0273,NC (=0) C=1C=CC (NC (=0) C=2C=NC=CN2)=CC1,230242120,0K: Mounted Clear,success,P
1,48 59 80 79 81
76,2.09,0.038,27.8,1.0,97.0,98.3,95.9,0.21417,0.25458,0.21417,0.25458,P 1,1 - Analysis
Pending, None

NUDT5A-x0274,0C=1C=CC (CNC2CCCCC2)=CC1,22241127906,0K: Mounted Clear,success,P 1,49 59
79 80 81 75,2.34,0.025,16.1,0.9,96.3,97.8,97.6,0.25534,0.31992,0.25534,0.31992,pP 1,1 -
Analysis Pending, None

NUDT5A-x0275,CC=10C=CC1C (=0) N2CCC=3C=CC=CC23,289307993,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,2.42,0.075,6.0,0.7,96.6,97.9,95.5,0.29357,0.34730,0.29357,0.34730,P 1,1
- Analysis Pending,None

NUDT5A-x0276,CC1CCCN (CC1)C (=0)C2=CSC=N2,21101755952,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0277,C(CLCCNCC1)C2=NC (=N0O2)C3CC3,7Z2442270563,0K: Mounted Clear,success,P 1,48
59 79 79 82 76,1.65,0.032,16.5,1.1,96.6,97.9,95.0,0.21778,0.24467,0.21778,0.24467,P 1,1
- Analysis Pending,None

NUDT5A-x0278, CC1CN (CCN1)C=2C=CC=C(C)N2,721267885772,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.69,0.019,28.4,0.6,95.0,94.9,95.0,0.23097,0.26839,0.23097,0.26839,P 1,1 -
Analysis Pending, None

NUDT5A-x0279, CCN1CCC (CC1l)NC=2C=CC=CC2F,722856434868,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.73,0.048,15.6,1.0,96.9,98.2,96.1,0.23852,0.27557,0.23889,0.27811,P 1,3 -
In Refinement,None

NUDT5A-x0280, CC (C)NC (=0) C=1C=CC=2C=CC=CC2N1,Z31385861,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.71,0.016,39.0,1.0,96.2,99.2,95.1,0.22687,0.25961,0.22687,0.25961,P 1,1
- Analysis Pending,None

NUDT5A-x0281, FC (F) (F)C=1C=CC (CN2CCOCC2)=CC1,72856434871,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.63,0.042,26.9,0.9,96.4,98.3,94.5,0.23253,0.26599,0.23253,0.26599,P 1,1 - Analysis
Pending, None

NUDT5A-x0282, 0=C (NCCC=1C=CN=CC1)NC2CCCCC2,72111507846,0K: Mounted Clear, success,P 1,49
59 79 79 80 75,1.81,0.020,15.1,0.5,94.0,92.5,93.8,0.24406,0.28649,0.24406,0.28649,P 1,1
- Analysis Pending,None

NUDT5A-x0283, FC (F) (F)C (=0)NC=1C=CC=C(C1)C1,2111810692,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.76,0.015,31.1,0.7,78.5,95.0,95.0,0.22213,0.26423,0.22213,0.26423,P 1,1
- Analysis Pending,None

NUDT5A-x0284, FC (F) NIC=CN=C1CN2CCNCC2,7Z2444672448,0K: Crystalline,success,P 1,46 58 77
82 86 79,1.77,0.011,56.3,0.8,77.7,93.7,94.8,0.36533,0.40716,0.36533,0.40716,P 1,1 -
Analysis Pending, None

NUDT5A-x0285, CCC1=NN=C (NC (=0)C (F) (F)F)S1,Z275156196,0K: Mounted Clear,success,P 1,46 58
77 82 85 79,1.85,0.013,45.2,0.3,72.9,94.1,31.0,0.37442,0.42333,0.37442,0.42333,p 1,1 -
Analysis Pending,None

NUDT5A-x0286, CC=1C=CC=C (NC=2N=CN=C3N (C) N=CC23)C1,256983806,0K: Mounted Clear, success,P
1,48 59 79 79 82
76,1.66,0.038,26.2,1.0,96.6,98.4,95.1,0.22673,0.25654,0.20926,0.24081,P 1,6 -
Deposited, 50JL

NUDT5A-x0287,CNLCCC (OC=2C=CC=C (F)C2)C1=0,21217960891,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.62,0.022,36.6,1.0,95.8,97.1,93.6,0.23248,0.25986,0.23248,0.25986,P 1,1
- Analysis Pending,None
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NUDT5A-x0288,C1C=1C=CC (=CC1l)C (=0)N2CCSCC2,72437584380,0K: Mounted Clear,success,P 1,48
59 79 79 82 76,1.63,0.016,37.3,0.7,93.5,93.7,93.9,0.22772,0.25962,0.22772,0.25962,P 1,1
- Analysis Pending,None

NUDT5A-x0289,CC1 (C) CCCN1CCN,Z1741815708,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.78,0.024,25.7,0.9,96.2,98.7,94.7,0.22923,0.26643,0.22923,0.26643,P 1,1 - Analysis
Pending, None

NUDT5A-x0290, FC=1C=CC (OCC (=0) N2CCCC2)=CC1,7Z19735067,0K: Mounted Clear,success,P 1,48 59
79 79 82 76,1.63,0.018,31.0,1.1,95.2,98.6,92.5,0.22540,0.25073,0.22540,0.25073,P 1,1 -
Analysis Pending, None

NUDT5A-x0291, CCCC (=0)NC=1C=CC=NC1Cl1,2240654968,0K: Mounted Clear,success,P 1,48 59 79
79 81 76,1.74,0.019,28.7,0.6,95.3,95.7,95.0,0.23155,0.26754,0.23155,0.26754,P 1,1 -
Analysis Pending, None

NUDT5A-x0292, FC=1C=CC=CC1CNC2CCOCC2,72823455846,0K: Mounted Clear,success,P 1,49 60 79
79 80 75,2.16,0.040,8.3,1.2,96.9,97.7,95.0,0.23188,0.28571,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0293, CC=1C=CC (NC=2N=CN=C3NN=CC23)=CC1,257101343,0K: Crystalline,success,P 1,48
59 79 79 81 75,1.90,0.045,13.8,0.6,89.4,92.8,80.7,0.24109,0.28117,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0294,CN (CCC=1C=CC=CN1)C (=0)C=2C=CC=CC2,268277692,0K: Precipitated, success,P
1,49 59 79 79 81 75,1.87,0.035,19.9,0.6,66.5,96.1,30.4,0.22722,0.27627,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0295,CS (=0) (=0) C1=NC=CN1CC2=CSC=N2,721328968520,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.85,0.023,20.1,0.6,93.3,92.5,94.7,0.23844,0.27789,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0296, COC (=0) NICCN (CC1) C=2C=CC (F)=CC2,72192955056,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.80,0.028,15.2,1.0,96.0,97.8,94.6,0.23915,0.27181,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0297,CC (C)NCC1=NC (=NO1)C=2C=CC (C)=CC2,722856434849,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,2.10,0.020,16.4,0.9,96.5,98.6,95.5,0.23815,0.27956,None,None,P 1,1
- Analysis Pending, None

NUDT5A-x0298,C1C=1C=CC=C (C1) N2CCN (CC#N)CC2,722856434806,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.51,0.017,33.3,0.4,94.3,94.3,93.9,0.23134,0.26308,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0299, CC (C)N (C) C=1N=CN=C2N (C)N=CC12,72328695024,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.75,0.040,14.9,0.8,87.3,95.3,94.8,0.23298,0.27321,0.22492,0.27103,P 1,6
- Deposited, 5QJM

NUDT5A-x0300, OCC1CN (CC=2C=CC=CC2)CC01,721259086950,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.58,0.024,22.4,0.5,93.1,94.1,94.1,0.22943,0.26048,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0301, OCCICCN (CC1)C=2N=CC=CN2, 7645232558, 0K: Mounted Clear, success,P 1,49 60 80
79 81 75,1.71,0.025,21.0,0.7,93.2,93.1,94.9,0.23925,0.27542,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0302,CC1 (CC1) S (=0) (=0)N2CCC=C (F)C2,22277255954,0K: Mounted Clear, success,P 1,49
60 80 79 81 75,1.83,0.013,34.2,1.4,94.8,97.9,93.6,0.22636,0.25876,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0303, COCC (=0)NC=1C (C)=CC (C)=CC1C,Z57260516,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.68,0.022,32.4,1.1,95.6,95.8,93.8,0.23324,0.26451,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0304,0=C (CSC=1C=CC=CC1l)NC2CCCCC2,219751622,0K: Precipitated, success,P 1,49 59
79 79 81 75,1.56,0.026,22.5,0.7,93.9,91.0,94.4,0.23487,0.26451,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0305, CCS (=0) (=0) NCC=1C=CC=20C0C2C1,253860899,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.70,0.028,15.6,1.2,96.0,98.5,94.9,0.22962,0.26318,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0306,CC1=NC (CC (=0) N2CCOCC2)=CS1,231720228,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.62,0.023,31.6,0.9,95.8,98.0,93.2,0.23648,0.26865,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0307, 0OC=1C=CC=CC1CN2CCC=3C=CC=CC3C2,7Z2856434881,0K: Mounted Clear, success,P
1,49 59 80 79 81 75,1.53,0.052,18.5,1.0,96.1,98.6,94.3,0.22618,0.24836,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0308,CS (=0) (=0)NC=1C=CC (=CC1l) C=2C=CC=CC2,7245641455,0K: Precipitated, success,P
1,49 59 79 79 81 75,1.68,0.028,20.1,0.9,95.9,98.4,94.3,0.23241,0.26452,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0309, CC (C) NC=1N=CC=CN1,Z31190928,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.59,0.029,21.8,0.7,94.5,92.6,94.3,0.23176,0.25953,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0310, CNCC (=0) NC=1C=C (C)C=CN1,7927746322,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.78,0.033,20.9,0.9,95.9,98.0,95.3,0.23089,0.26520,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0311,C1C=1C=CC (NC (=0) CC#N)=CC1,256837087,0K: Precipitated,success,P 1,49 60 80
79 81 75,1.67,0.050,16.5,1.0,96.5,98.1,95.2,0.23492,0.26310,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0312, CCOC (=0)CN1CCCCC1,Z2856434773,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.80,0.074,13.3,1.5,96.8,98.3,95.5,0.24160,0.27206,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0313,CC1CN (CC=2N=NSC2C1)C(C)C01,2354992234,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.70,0.023,20.9,0.6,93.1,93.5,94.6,0.23258,0.26796,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0314, FC (F)OCC (=0) N1CCCC2 (CC2)C1,722074076908,0K: Mounted Clear,success,P 1,49 60
79 79 80 75,1.90,0.020,11.1,0.5,94.0,91.1,94.9,0.26388,0.31334,0.26401,0.31738,P 1,3 -
In Refinement, None

NUDT5A-x0315,CC (N) C=1C=CC (NC (=0) C2CC2)=CC1,Z1891773393,0K: Bad Dispense,success,P 1,49
59 79 79 81 75,1.60,0.029,20.1,0.6,94.2,92.5,94.6,0.22711,0.25666,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0316,C[CQRH] (O) CNCC=1C (C1l)=CC=CC1lCl1l,72856434909,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.57,0.019,27.8,0.5,92.2,93.0,94.3,0.22510,0.25580,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0317, CCNC=1C=CC (=CC1F) S (=0) (=0)C,7Z2142244288,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.76,0.018,33.9,0.7,92.8,91.8,93.9,0.22393,0.26177,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0318, CCCC (=0) NCC1=NC=2C=CC=CC2N1,Z26781952,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.98,0.030,20.0,1.0,96.4,99.3,95.2,0.24455,0.28199,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0319,CC1OCCN (C1C)C2=NC (C)=NS2,721439422127,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.77,0.067,19.3,1.0,95.9,98.0,93.6,0.23662,0.27281,0.23105,0.27299,P 1,5 -
Deposition ready, 5QJN
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NUDT5A-x0320,CC(C)C (=0)NC=1IN=NN(C)N1,2757292369,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.98,0.029,16.1,2.2,96.6,98.7,94.6,0.22357,0.25771,0.21231,0.24877,P 1,6 -
Deposited, 50J0

NUDT5A-x0321,CC=1C=CC (NC (=0) C=2C=CC=C (F)C2)=CC10,21430613393,0K: Mounted

Clear, success,P 1,49 59 79 79 81
75,1.66,0.081,13.4,1.1,96.7,96.5,95.1,0.24123,0.27581,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0322, FC=1C=CC (CNCC=2C=CC (C#N)=CC2)=CC1,72856434851,0K: Mounted Clear, success,P
1,49 60 79 79 81 75,1.45,0.018,32.5,0.4,91.7,89.6,85.0,0.24075,0.26919,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0323,CS (=0) (=0)NC1 (CCCCC1)C(=0)0,Z133622412,0K: Mounted Clear,success,P 1,47 59
80 79 83 77,1.81,0.022,20.2,0.4,92.3,91.5,94.2,0.25434,0.29889,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0324,CCC (C)NC (=0) C=1C=CC=CC1N, 256040660, 0K: Mounted Clear, success,P 1,48 59 79
80 81 76,2.04,0.017,22.2,0.5,83.4,91.1,84.3,0.24193,0.28976,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0325,CN (C (=0) CICCNC1)C=2C=CC=CC2,72447286438,0K: Mounted Clear,success,P 1,48
59 79 80 81 76,1.54,0.017,32.7,0.4,86.5,93.7,94.0,0.25815,0.30310,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0326, 0=C (CCLCCCCC1)NN2C=NN=C2,7257261895,0K: Mounted Clear, success,P 1,48 59 79
80 81 75,1.62,0.037,17.6,0.8,88.8,94.1,94.9,0.25105,0.28967,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0327,CC1CCCN(C1)C(=0)C0,72228585534,0K: Mounted Clear,success,P 1,49 59 79 79 80
75,1.49,0.030,16.1,0.5,79.5,82.7,89.8,0.25356,0.29524,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0328,CN1ICCN (CC1)C (=0)C2CCC02,7231432964,0K: Mounted Clear, success,P 1,48 59 79
79 81 76,1.67,0.030,21.1,1.1,96.6,98.2,95.8,0.22416,0.25367,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0329, CC1l=NN=C (NC (=0) N2CCOCC2) S1,72410633222,0K: Mounted Clear, success,P 1,48 59
79 80 82 76,1.85,0.043,15.6,1.2,96.2,97.8,95.7,0.23540,0.26928,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0330,CN (C)C (=0) OCCN1C=CN=C1,71722836661,0K: Mounted Clear, success,P 1,48 59 79
79 81 76,1.86,0.043,15.7,1.4,96.0,98.7,95.0,0.23525,0.27494,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0331, CCC1=NN=C (NC (=0) C=2C=NC=CN2) S1,7Z26824727,0K: Mounted Clear, success,P 1,48
59 79 80 81 76,1.66,0.026,28.0,1.0,96.5,98.8,95.1,0.22773,0.25709,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0332,CC=1C=CC (C)=C (0OC (=0) C=2C=CN=CC2)C1,7230891796,0K: Precipitated, success,P
1,49 59 79 79 81 75,2.15,0.092,5.2,0.8,96.8,99.2,95.7,0.30543,0.33993,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0333,CC1=NSC (=N1)N2CCCNCC2,721578665941,0K: Mounted Clear,success,P 1,49 59 79
79 81 76,1.50,0.028,21.2,0.5,88.0,92.9,93.8,0.23147,0.26169,0.22424,0.25543,P 1,6 -
Deposited, 5QJP

NUDT5A-x0334,CN1ICCN (CC1)C=2C=CC (C#N)=CC2,72856434840,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,1.76,0.020,25.5,0.7,94.1,92.9,94.8,0.22565,0.26439,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0335, COC=1C=CC (CNC (=0) CC#N)=CC1,72190662888,0K: Precipitated, success,P 1,49 59
79 79 81 75,1.48,0.037,16.0,0.6,91.5,90.7,88.7,0.24752,0.28001,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0336, CCC1=NOC (C)=C1C (=0)NC=2C=C (C)ON2,2117233350,0K: Mounted Clear,success, P
1,48 59 79 79 81 76,1.66,0.084,13.7,1.0,96.6,98.9,95.3,0.23657,0.26990,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0337,CC1 (C)CN(CCO1)C(=0)CC(F) (F)F,Z2394039592,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.63,0.018,31.6,0.9,93.2,91.6,94.7,0.25011,0.28803,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0338, COC (=0) C=1C=CC (NC (=0) C(F) (F)F)=CCl1,7Z56767614,0K: Mounted Clear, success,P
1,48 59 79 79 81 76,1.69,0.046,19.6,1.1,96.7,98.5,95.3,0.23063,0.25781,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0339, CCN (CC) C1=CC (C) =NC2=NC=NN12,7256791867,0K: Mounted Clear,success,P 1,48 59
79 79 82 76,1.55,0.019,34.8,1.1,95.5,97.0,93.6,0.22963,0.25769,0.21286,0.23992,P 1,6 -
Deposited, 5QJ0Q

NUDT5A-x0340,CC(C)C (=0)NCC1ICCCNC1,Z1262327459,0K: Mounted Clear,success,P 1,49 59 79 80
81 75,1.59,0.025,24.8,0.6,89.3,95.2,94.0,0.25016,0.28773,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0341,CC (NC1CC1)C=2C=CC=NC2,721263529721,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.60,0.028,19.5,0.6,94.6,92.7,94.3,0.25004,0.28722,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0342,CC1CCN (CC1)C (=0)C2=CC=3C=CC=CC302,7232665176,0K: Mounted Clear,success, P
1,49 59 79 79 81 75,1.64,0.034,25.1,0.9,96.4,95.4,94.8,0.23494,0.26797,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0343, COCC (=0) NC=1C=CC=CC1C(=0)N, 257260539, 0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.65,0.044,19.6,1.0,96.6,98.7,94.9,0.24337,0.28065,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0344,CCNC (=0)NC=1C=C (C)ON1,756880342,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0345,0C=1C=CC=CC1CN2CCOCC2,722856434887,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.53,0.023,24.4,0.4,93.7,94.0,94.3,0.24152,0.27583,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0346, COC=1C=CC (NC (=0)CN)=CC1,71449748885,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.76,0.031,16.4,0.6,93.0,93.5,95.0,0.23240,0.27077,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0347,CC(C) (CO)NC (=0)NC=1C=CC (C1l)=CC1,Z2123970702,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.65,0.055,21.9,1.1,96.4,98.5,94.9,0.22991,0.25895,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0348, CNC (=0)CN (C)C1CCCCCC1,72204776284,0K: Mounted Clear,success,P 1,49 59 79 80
80 75,1.56,0.047,17.6,0.9,92.4,92.6,94.6,0.25865,0.29335,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0349,CS (=0) (=0)N1CCC(CC1)C(=0)NC2CC2,72227998000,0K: Mounted Clear, success,P
1,48 59 79 80 82 76,1.70,0.028,22.5,0.9,95.7,98.5,94.3,0.21926,0.24772,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0350,CN (C) CC1=NC (=NO1)C2 (N)CCCC2,21259339735,0K: Mounted Clear,success,P 1,48
59 79 80 81 76,1.68,0.052,20.6,1.1,96.5,95.4,95.3,0.22941,0.25877,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0351,CC (C)NCC=1C=CC(=CC1)N(C)C,722856434894,0K: Mounted Clear,success,P 1,48 59
79 80 81 76,1.88,0.035,17.5,1.1,96.4,98.0,95.8,0.22879,0.26482,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0352,CC1=NN(C)C (C)=C1CN2CCNCC2,721263820300,0K: Mounted Clear,success,P 1,49 59
79 80 81 76,1.70,0.076,15.9,1.0,96.4,98.4,95.6,0.24404,0.28086,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0353,CC (C) (CO)NC (=0) C=1C=CC=C(C1)C1l,Z68299550,0K: Bad Dispense,success,P 1,48
59 79 80 82 76,1.79,0.037,15.4,1.3,96.8,97.1,95.2,0.21087,0.24442,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0354, FC=1C=CC (NC2CCOCC2)=NC1,21172243962,0K: Mounted Clear,success,P 1,48 59 79
80 81 76,1.52,0.016,35.1,0.4,86.8,93.7,94.0,0.23749,0.27005,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0355,CN1ICCN (CC1)C (=0)NC=2C=CC (F)=CC2,722856434944,0K: Mounted Clear, success, P
1,48 59 79 79 81 76,1.60,0.035,19.5,0.7,93.9,92.6,94.6,0.23789,0.27043,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0356, CC (CO) (CO)NC (=0)NC=1C=CC=CC1,257472297,0K: Mounted Clear, success,P 1,48 59
79 80 81 76,1.55,0.025,24.1,0.4,94.7,95.1,94.1,0.24363,0.27572,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0357,CC (C)NC (=0) CN1ICCCNCC1,721262254278,0K: Mounted Clear,success,P 1,49 59 79
80 81 76,1.66,0.052,18.3,1.1,96.5,98.4,95.1,0.23682,0.26807,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0358, CCOC (=0) C=1C=NNC1,Z1124201124,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0359,CC (C)C (=0)NC=1C=CC=C (C#N)C1,Z26548083,0K: Mounted Clear,success,P 1,48 59
79 79 81 76,1.49,0.016,33.4,0.3,85.3,92.3,90.7,0.24300,0.27986,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0360,CC (NLICCN(CC1)S(=0) (=0)C)C(=0)N,7134785326,0K: Mounted Clear,success,P 1,48
59 79 80 81 76,1.75,0.014,36.8,0.9,95.8,98.7,95.0,0.22386,0.25766,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0361, COCCLCN (CCO1) C=2C=CC=CN2,21272480091,0K: Mounted Clear,success,P 1,49 60
79 79 81 75,1.71,0.022,28.1,0.6,87.5,93.9,94.9,0.23684,0.27573,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0362, 0=C (CCLCCCCC1)NC=2C=CC=NC2,231792168,0K: Mounted Clear,success,P 1,49 90
149 89 87 88,1.74,0.036,11.1,0.9,95.9,98.4,95.2,,,None,None,None,1 - Analysis
Pending, None

NUDT5A-x0363, COC=1C=CC (CC (=0) NC2=NN=CS2)=CC1,7Z86416929,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.54,0.060,17.3,1.1,95.8,98.6,94.1,0.22294,0.24926,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0364, COCC (=0) NC=1C=CC=C (NC(=0)C)C1,231735562,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.67,0.036,18.7,0.6,94.3,94.1,94.3,0.23605,0.27376,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0365, CCCN1C (NC (=0) CC) =NC=2C=CC=CC12,729077827,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.49,0.041,16.9,0.5,94.2,93.6,90.1,0.23420,0.26113,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0366, COCC (=0) NCC=1C=CC=CC1,7231478538,0K: Mounted Clear, success,P 1,49 59 79 79
81 75,1.94,0.046,15.6,1.4,96.6,98.2,94.8,0.23456,0.27107,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0367,CC (=0) NC=1C=C20C0OC2=CC1C,Z1635496816,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.66,0.035,24.8,1.1,95.9,98.3,94.7,0.22352,0.24909,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0368,CN (C) C (=0) COC=1C=CC=CC1C,Z19733482,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.66,0.047,15.6,1.3,95.7,96.9,93.5,0.23090,0.25986,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0369,CN1ICCN (CCN)CC1(C)C,21992316315,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.64,0.058,24.8,1.0,96.2,98.1,94.0,0.23868,0.27170,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0370,CC (=0)NC1CCC(N)CC1,21787158625,0K: Crystalline,success,P 1,49 59 79 79 81
75,1.67,0.042,15.3,1.1,95.8,98.0,94.0,0.23598,0.26607,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0371,CC (=0)N1ICCCC2 (C1l)CCCCCC2,721275599911,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.48,0.019,32.3,0.6,93.6,92.7,89.3,0.25678,0.29176,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0372,CNC (=0) C1=C (C) ON=C1C=2C=CC (F)=CC2,2363104204,0K: Crystalline,success,P
1,49 60 80 79 81 75,1.95,0.041,13.8,1.1,96.1,98.2,94.7,0.24957,0.28476,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0373,CN (C)C (=0)C=1C=CC=C(C)C1C,232014663,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.69,0.030,17.7,1.1,96.0,98.2,94.7,0.23114,0.26017,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0374,C(NC1CC1)C2CC0OC2,72818727262,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.66,0.015,40.9,0.9,95.4,97.6,93.5,0.22534,0.25363,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0375,CC (=0)N1CCOC (CO)C1,21454840342,0K: Crystalline,success,P 1,49 59 80 79 81
75,1.61,0.048,22.7,1.1,96.2,97.8,93.9,0.22453,0.25345,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0376,C[C@H] (O)CNC (=0) NC=1C=CC=CC1,7Z1563512128,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.61,0.027,26.8,1.1,95.7,97.5,93.3,0.22379,0.25063,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0377,CC (=0) C=1C=CC (OC (F)F)=CC1,255671900,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.60,0.036,16.4,0.7,93.7,92.2,93.7,0.23863,0.27021,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0378, C1=NN=NN1C=2C=CC (=CC2) C=3C=CC=CC3,7257479285,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,1.63,0.035,28.6,1.1,96.1,97.9,94.1,0.21981,0.24368,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0379, COC=1C=CC (C)=CCINC (=0)CN, Z235341991,0K: Mounted Clear, success,P 1,48 59 80
79 81 75,1.69,0.018,29.3,0.6,85.5,92.4,94.2,0.21957,0.25669,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0380,CCICCNC(C1)C(=0)N,Z1741785925,0K: Mounted Clear,success,P 1,49 60 79 79 80
75,1.61,0.045,21.9,1.0,96.3,98.0,93.9,0.25713,0.29476,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0381,CC (C)N1C=C (N=N1)C(=0)0,2722510259379,0K: Mounted Clear, success,P 1,46 58 79
80 84 78,1.82,0.023,22.9,0.9,91.0,91.8,93.8,0.32500,0.36898,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0382,0C (=0) CC=1C=CC (=CC1)C=2C=CC=CC2,722856434779,0K: Mounted Clear,success, P
1,49 59 80 79 81 75,1.75,0.032,16.6,0.7,86.7,93.3,95.1,0.22816,0.26579,None,None,P 1,1
- Analysis Pending,None
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NUDT5A-x0383,CNC (=0) C=1C=CC=C(N1)C(=0)0,21816233707,0K: Crystalline,success,P 1,46 59
79 80 84 78,1.74,0.019,30.9,0.9,95.1,97.9,94.2,0.31906,0.36339,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0384,COC=1C=CC (CCC2 (C)NC (=0)NC2=0)=CC1,256772132,0K: Crystalline,success,P 1,49
59 79 79 81 75,1.56,0.027,21.8,0.6,94.2,94.3,94.3,0.23810,0.27039,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0385,CCN1IN=CC=C1CNC, 22856434839,0K: Mounted Clear,success,P 1,49 59 80 79 81
75,1.98,0.053,12.7,1.4,96.2,98.2,94.7,0.23259,0.26764,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0386,C[C@@H] (CO)NC=1N=CC (Cl)=CClF,Z1432018343,0K: Mounted Clear,success,P 1,49
60 79 79 80 75,1.46,0.035,20.6,0.4,93.0,93.1,86.1,0.28309,0.32615,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0387,CN1C=C(C(=0O)N)C(=N1)C(F)F,Z21515654336,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.95,0.028,20.7,1.0,91.8,93.2,86.3,0.22449,0.26115,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0388, CSC1=NSC (NC(=0)C)=N1,7Z26804467,0K: Mounted Clear,success,P 1,48 59 80 79
82 76,1.64,0.029,19.0,1.0,95.3,97.0,93.2,0.22208,0.24950,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0389, CC (=0) NC=1C=CC (=CC1)C2=CSC (N)=N2,248847594,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0390,CC (NC (=0) C) C1=NN=C2C=CC=CN12,2131516158,0K: Crystalline,success,P 1,49 59
80 79 81 75,1.62,0.077,16.7,1.0,96.3,98.7,94.2,0.23177,0.26167,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0391,CC (=0)NICCN(CC1l)C=2C=CC(Cl)=CC2,72275165822,0K: Mounted Clear, success,P
1,48 59 80 79 81 75,1.70,0.027,25.1,0.8,96.0,98.5,95.0,0.21464,0.24341,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0392,CC (=0)N1ICCCC(C1)C(=0)N,7220816104,0K: Mounted Clear,success,P 1,49 60 79
79 81 75,1.62,0.049,23.6,0.9,96.3,98.5,94.5,0.24339,0.27505,0.24345,0.27664,P 1,6 -
Deposited, 5QJR

NUDT5A-x0393,CC1l=CSC (CNC (=0) C2CCC2)=N1,272212122838,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.67,0.024,29.6,1.0,96.0,98.5,94.6,0.23235,0.26666,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0394,CC (CC=1C(C)=NOC1C)C(=0)N(C)C,721246465616,0K: Mounted Clear, success,P 1,48
59 80 79 81 76,1.64,0.033,18.2,0.6,82.4,94.5,81.6,0.22085,0.25344,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0395,CC1CCN (CCN)CC1,721245580461,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.77,0.048,17.9,1.0,96.8,96.0,95.8,0.22617,0.26348,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0396, COC=1C=CC (NC2=NCCN2)=CC1,7257186564,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.50,0.031,18.6,0.4,93.3,91.1,93.6,0.22637,0.25206,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0397,CC (=0) NC=1C=CN=CC1C,Z1148747945,0K: Bad Dispense,success,P 1,49 59 80 79
81 75,1.58,0.025,27.0,1.1,95.6,97.4,93.1,0.22095,0.25003,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0398,N[C@Q@H]1CCCN(C1)C(=0)CCC(F) (F)F,21818332938,0K: Mounted Clear, success, P
1,49 90 150 89 87 88,1.71,0.054,6.4,1.0,96.2,97.6,95.2,,,None,None,None,1 - Analysis
Pending, None
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NUDT5A-x0399, C(NI1ICCNCC1)C=2C=CON2,71263714198,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.76,0.043,14.6,0.9,96.0,97.2,95.0,0.25768,0.29487,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0400, CC1=NC=CN1CC=2C=CC=C (C#N)C2,2319545618,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.75,0.047,8.8,0.5,92.9,94.7,91.4,0.22829,0.26212,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0401, COC=1C=CC=CCIN2CCN (CC#N)CC2,72856434807,0K: Crystalline,success,P 1,49 59
79 79 81 75,1.57,0.020,28.9,0.6,87.2,92.1,93.8,0.22951,0.26501,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0402,CNLCCN (CC1)C(=0)C2CCCN2,2241832786,0K: Mounted Clear,success,P 1,48 59 80
79 81 76,1.57,0.022,22.5,0.5,93.5,91.0,93.9,0.22341,0.25119,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0403, COC (=0) NC=1SC (C) =NC1C=2C=CC=CC2,72979145504,0K: Mounted Clear, success,P
1,49 59 79 79 81
75,1.58,0.022,28.0,0.5,94.8,94.5,94.2,0.24022,0.27187,0.23649,0.27156,P 1,6 -
Deposited, 50338

NUDT5A-x0404,CCC (=0)NC1CCNC1,721650040241,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.63,0.032,17.6,0.8,92.5,93.3,94.6,0.23229,0.26099,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0405, CNC (=0) C=1C=CC=C2C=CNC12,71273312153,0K: Mounted Clear,success,P 1,49 60
80 79 81 75,1.53,0.039,18.0,0.7,94.1,93.7,94.2,0.23099,0.25590,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0406,0[C@QRH]1CCN (CC=2C=CC(C1)=CC2)C1,72856434858,0K: Mounted Clear, success, P
1,49 59 80 79 81
75,1.56,0.017,34.2,0.6,94.6,93.7,94.1,0.23074,0.26050,0.22925,0.26257,P 1,3 - In
Refinement, None

NUDT5A-x0407, CC1l=CC (NC (=0) COC=2C=CC (C)=CC2)=N01,219731563,0K: Mounted Clear,success,P
1,48 59 80 79 81 75,1.56,0.032,19.9,1.2,95.3,98.2,93.1,0.22113,0.24421,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0408, CC (N) C (=0)N1CCCCC1C,2927412236,0K: Mounted Clear,success,P 1,49 59 80 79
81 75,2.16,0.046,8.3,2.2,87.9,87.7,89.9,0.25813,0.29423,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0409, COCC (=0)NC=1C=CC (0)=CC1,7Z943693514,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.61,0.041,25.7,1.3,96.2,96.8,94.3,0.23239,0.25796,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0410, COC (=0) NC1=NN=C (CC2CCCC2)S1,Z1119505742,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.51,0.027,20.7,0.6,93.0,92.7,93.3,0.23663,0.25840,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0411,C (CLCCCCN1)N2C=CN=N2,721891776952,0K: Crystalline,success,P 1,47 59 80 80
83 77,1.67,0.026,20.5,0.5,93.6,94.2,94.8,0.24238,0.27717,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0412,CNC (=0) C1=CN=C (C)S1,2969560582,0K: Crystalline,success,P 1,49 59 80 79 81
75,1.62,0.024,27.5,0.8,94.8,94.3,94.6,0.22802,0.25579,0.22138,0.25098,P 1,6 -
Deposited, 5QJT

NUDT5A-x0413,CCNCC=1C=CC=C2NC=CC12,721137725943,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.68,0.033,21.9,1.3,96.0,97.1,94.4,0.22640,0.25606,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0414,COC=1C=CC (CN2CCOCC2)=CC10C, 722856434878, 0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.79,0.032,20.8,0.8,94.9,93.5,94.9,0.22599,0.26013,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0415, CNS (=0) (=0)C=1C=CC=CC1C1,Z245527714,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.68,0.016,36.3,0.9,95.4,98.2,93.5,0.23072,0.25928,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0416,COC (=0) COC=1C=CC (C#N)=CC1,219234337,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.58,0.012,39.8,0.5,93.9,92.7,94.1,0.22903,0.26363,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0417,0=C (NCC1=NC=2C=CC=CC2N1) C3=CC=C03,226781964,0K: Mounted Clear,success,P
1,49 59 79 79 81 75,1.77,0.065,12.5,1.0,96.9,96.6,95.5,0.22335,0.25474,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0418, CCNC (=0) CN1CC (C) OCC1C,2355728146,0K: Bad Dispense,success,P 1,48 59 79 79
82 76,1.47,0.022,21.5,0.6,92.5,90.7,88.0,0.22288,0.24437,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0419,C1C=1C=CC=C (CN2CCOCC2)C1,72856434856,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.89,0.044,15.8,1.0,96.4,98.3,95.6,0.23306,0.26965,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0420,CC(C)C (=0)N1CCC (CC=2C=CC=CC2)CC1,7230162334,0K: Mounted Clear, success,P
1,49 59 80 79 81 75,1.70,0.034,19.8,0.8,88.2,92.0,95.1,0.23533,0.26898,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0421,CCS (=0) (=0)N1CCC(CC1)C(=0)0,253825020,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.67,0.041,14.8,0.8,88.6,91.0,94.2,0.22141,0.25100,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0422, FC=1C=CC=C (CN2CCCS2 (=0)=0)C1,2729352906,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.83,0.036,23.6,1.7,96.3,98.0,95.2,0.22087,0.25136,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0423,COCC (=0) NCC1=NC=2C=CC=CC2N1,Z111529496,0K: Mounted Clear,success,P 1,48 59
80 79 82 76,1.59,0.029,22.7,1.0,95.0,98.3,92.4,0.21897,0.24133,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0424,CC=1C (Cl)=CC=CCLNC (=0)CN, 7285956652,0K: Mounted Clear,success,P 1,49 59 80
79 81 75,1.56,0.071,16.2,1.1,96.2,98.4,94.4,0.22189,0.24771,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0425, CC (=0) NC1=CC=CC2=NON=C12,72027158783,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.75,0.025,23.0,0.9,93.3,93.3,93.8,0.23549,0.27283,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0426,CCC (CC)C (=0)NC1=NC=CS1,7228173817,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.81,0.022,18.4,1.1,96.8,97.4,95.7,0.21783,0.25234,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0427,CC (=0) NCCC1=CNC=2C=CC (F)=CC12,21220452176,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.79,0.017,24.8,1.9,96.6,98.1,95.1,0.22031,0.25393,0.21933,0.25647,P 1,3
- In Refinement, None

NUDT5A-x0428,CC(C) (N)CN1CCCC1,721741966630,0K: Mounted Clear, success,P 1,49 59 79 79 81
75,1.67,0.055,14.6,1.0,96.7,97.5,95.0,0.23216,0.26322,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0429, CC (=0) NC=1C=C (C=CC1F)C(=0)0,2364328788,0K: Crystalline, success,P 1,47 59
80 80 83 77,1.82,0.025,21.1,0.5,93.8,94.0,94.9,0.25811,0.29748,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0430, CC (=0) NC=1C=NC=CC1C,21129283193,0K: Mounted Clear, success,P 1,49 59 80 79
81 75,1.93,0.082,20.8,1.3,96.3,97.3,94.9,0.27734,0.30107,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0431,NC=1C=CC (=CC1) S (=0) (=0) NC=2C=CC=CN2,72271004858,0K: Mounted Clear,success,P
1,49 59 80 79 81
75,1.62,0.032,23.2,1.0,95.9,97.7,93.8,0.22620,0.25342,0.22639,0.25647,P 1,3 - In
Refinement, None

NUDT5A-x0432,CC (=0) NCC=1C=NNC1,Z383325512,0K: Crystalline,success,P 1,49 59 80 79 81
75,1.66,0.042,14.9,0.6,94.6,93.5,95.4,0.23439,0.26732,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0433, FC=1C=CC=CC1CNC=2C=NNC2,71454310449,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.87,0.084,8.3,1.0,97.0,97.6,95.9,0.23639,0.27173,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0434,CN (CC=1C=CC=C(F)C1)S (=0) (=0)N, 72300245038, 0K: Mounted Clear,success,P 1,49
60 80 79 81 75,1.70,0.031,18.3,0.7,93.9,93.6,94.4,0.22732,0.25895,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0435, CC1=NOC (NC (=0) CC2CCCC2)=N1,72729726784,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.70,0.058,13.5,0.9,95.8,97.3,94.5,0.24541,0.28063,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0436,CC (OC=1C=CC=CC1F)C(=0)0,7265532537,0K: Mounted Clear,success,P 1,48 59 80
79 82 76,1.77,0.023,17.6,0.9,95.8,98.6,94.8,0.24747,0.28523,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0437,CC (=0)NCC1 (0O)CCCC1,21203329531,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,2.25,0.072,9.4,1.3,97.2,99.6,95.2,0.23115,0.27982,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0438,CC (=0)NICCC(N)CC1,290664455,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.99,0.056,13.6,1.4,96.3,96.5,94.0,0.23519,0.27542,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0439, COC=1C=C (CN) C=C (0OC)C10C,Z21741959530,0K: Mounted Clear,success,P 1,49 60 80
79 81 75,1.84,0.034,19.7,1.2,93.9,96.1,88.0,0.24121,0.27796,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0440,COCC1=CC(=NO1)C(=0)N,2z1273141646,0K: Bad Dispense,success,P 1,49 59 80 79
81 75,1.87,0.033,15.5,1.3,96.2,98.7,95.6,0.23282,0.26756,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0441,CC (C)C (=0)NCC1=NC=2C=CC=CC2N1,7226781943,0K: Mounted Clear, success,P 1,49
60 79 79 81 75,1.54,0.032,19.9,0.5,93.6,91.5,94.2,0.24576,0.28170,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0442,CNC (C)C=1C=CC (F)=CC1,2166605480,0K: Bad Dispense,success,P 1,49 59 80 79
81 75,1.67,0.047,18.7,1.0,96.5,98.4,95.4,0.23517,0.26504,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0443,NC=1C=CC=C (OCC=2C=CC=CC2)C1,Z933326822,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.75,0.026,25.6,0.9,90.5,93.2,95.1,0.23002,0.26413,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0444,CC=1N=CSC1C (=0) N2CCNC (=0)C2,2422344882,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.62,0.077,14.6,1.0,96.4,98.4,94.4,0.23017,0.26320,0.22904,0.26698,P 1,3 -
In Refinement,None
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NUDT5A-x0445,CS (=0) (=0)N1CCCC(C1)C(=0)0,2133632670,0K: Bad Dispense,success,P 1,48 59
80 79 82 76,1.65,0.020,24.5,0.4,94.9,94.4,94.5,0.23129,0.26641,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0446,NC (=0) NICCN (CC1)C=2C=CC (F)=CC2,72198194394,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.71,0.042,24.1,1.0,96.6,98.2,95.9,0.24373,0.28316,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0447,0=C (CC#N)N1CCC (CC=2C=CC=CC2)CC1,7Z1688493887,0K: Precipitated, success,P
1,49 59 79 79 81 75,1.53,0.027,22.8,0.5,94.7,92.8,94.3,0.23383,0.26267,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0448,0C (=0) C=1C=CC=C (NC (=0) C2=CC=N02)C1,722856434931,0K: Precipitated, success,P
1,48 59 80 79 82 77,1.70,0.019,27.6,0.5,93.2,93.1,95.0,0.23957,0.27768,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0449, CCNIN=C (CC1=0)C(F) (F)F, 21268152398, 0K: Mounted Clear, success,P 1,47 59 80
79 83 77,1.54,0.055,16.5,1.1,95.7,97.9,93.8,0.29923,0.34220,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0450, CCC (CC)C (=0)NC=1C=CC=CC10,21331830630,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.76,0.053,17.4,1.2,96.8,98.3,95.8,0.22507,0.25923,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0451, CNCC=1C=CN=CC1, 72856434786, 0K: Crystalline,success,P 1,49 60 80 79 81
75,1.72,0.048,18.0,1.1,96.7,98.4,95.9,0.23079,0.26655,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0452, CCC1=NC (=NO1)C2CCCN2,7Z1350579414,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.74,0.022,25.7,1.0,96.0,98.3,95.2,0.22905,0.26303,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0453,CNIN=CC (C1l)=ClC (=0)N2CCCCC2,72275179946,0K: Crystalline, success,P 1,49 60
79 79 81 75,1.64,0.020,23.6,1.0,96.0,98.3,94.0,0.24122,0.27556,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0454, COCCNC1CCN (CC1)C (=0)C,22856434813,0K: Crystalline,success,P 1,49 59 79 79
81 75,1.47,0.046,14.9,0.4,93.5,94.1,87.8,0.24298,0.26890,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0455, [0O-]C (=0) COCC=1C=CC=CC1,22856434906,0K: Crystalline,success,P 1,46 58 79
80 84 78,1.58,0.015,34.9,0.6,91.5,94.0,94.0,0.33619,0.37772,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0456, COC (=0) C=1C=CN=CC1,7219684186,0K: Mounted Clear, success,P 1,48 59 79 79 82
76,1.61,0.046,18.9,1.0,96.3,98.9,94.4,0.22057,0.25013,0.22042,0.25136,P 1,3 - In
Refinement, None

NUDT5A-x0457,C(C1CCOCC1)N2CCNCC2,21267773591,0K: Mounted Clear, success,P 1,48 59 79 80
81 76,1.72,0.058,20.4,1.1,96.6,94.9,95.6,0.23049,0.26330,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0458, CC1CCN (CC1)C=2C=CC (N)=CC2C1,Z57345491,0K: Mounted Clear,success,P 1,48 59
79 80 82 76,1.59,0.022,32.4,1.0,95.5,98.1,93.1,0.21874,0.24473,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0459,CC (=0)N1CCC (CC1)C#N, 7952656810, 0K: Mounted Clear,success,P 1,48 59 79 79
82 76,1.66,0.017,30.9,1.0,95.9,96.9,94.2,0.21607,0.24828,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0460,CC1CCCCINCC0O,2721396419547,0K: Mounted Clear, success,P 1,49 59 79 80 81
76,1.50,0.027,24.1,0.4,93.9,93.2,92.7,0.24961,0.28226,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0461, CNC=1C=CC=CC1S (=0) (=0)C,7z285782452,0K: Mounted Clear, success,P 1,48 59 79
80 82 76,2.03,0.055,15.9,2.0,96.9,97.6,95.2,0.21503,0.25525,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0462,CC (=0) NC=1C=CC=CC10,257040482,0K: Mounted Clear,success,P 1,48 59 79 79 81
76,1.96,0.035,14.2,1.5,96.5,98.0,95.4,0.21826,0.25613,0.21783,0.25796,P 1,3 - In
Refinement, None

NUDT5A-x0463,CC (C)C=1N=CC(C1l)=C(N1)C(=0)N,Z906021418,0K: Mounted Clear,success,P 1,48
59 80 79 81 76,1.77,0.031,19.9,0.9,95.1,96.5,94.5,0.22221,0.26203,0.21157,0.24793,P 1,6
- Deposited, 5QJU

NUDT5A-x0464,NC=1C=CC=CC1l0OCC=2C=CC=CC2,72336089202,0K: Precipitated, success,P 1,46 58 79
80 84 77,1.68,0.016,38.7,0.6,82.8,94.4,94.5,0.33563,0.38181,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0465,0CCL=CN (N=N1) C=2C=CC(Cl)=CC2,7Z1374778753,0K: Precipitated, success,P 1,48
59 79 80 82 76,1.76,0.028,24.7,1.1,95.9,98.5,94.6,0.22040,0.25296,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0466,CS (=0) (=0)CC (0)C=1C=CC=CC1,7822382694,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.63,0.047,19.1,1.0,96.4,98.7,94.4,0.24627,0.28491,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0467, ONC (=0) C=1C=CC=2C=CC=CC2N1,259181945,0K: Mounted Clear,success,P 1,48 59
79 80 82 76,1.67,0.020,26.0,0.6,93.0,94.0,94.7,0.21726,0.25107,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0468,CC (=0) NC=1C=CC=C (F)C1C(=0)0,21229798311,0K: Crystalline,success,P 1,48 59
80 79 82 76,1.66,0.019,29.3,0.5,94.0,93.8,94.9,0.24350,0.28096,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0469, CNC=1N=CC=C (OC)N1,Z281802060,0K: Mounted Clear,success,P 1,48 59 79 79 82
76,1.61,0.035,17.5,1.0,96.0,97.7,93.4,0.22343,0.25395,0.21503,0.24671,P 1,6 -
Deposited, 5QJV

NUDT5A-x0470,CC=1C=C (N=C (C)N1)N2CCNCC2,7274575916,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0471,CC (=0) NC=1C=CC=CC1CC(=0)0,721444783243,0K: Mounted Clear,success,P 1,46 58
79 81 84 78,1.94,0.019,32.2,0.8,91.2,95.3,93.2,0.34920,0.39101,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0472,COC=1C=CC (=CC1)C (=0)C2CCNCC2,721741973467,0K: Mounted Clear, success,P 1,49
59 79 80 81 76,1.66,0.027,23.3,1.0,95.8,98.1,93.8,0.22855,0.25952,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0473,CC=1C=CC=CC1CC(=0)N, 7252214433,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0474,NCC1=CC (=NO1)C=2C=CC=CC2,72425449682,0K: Mounted Clear, success,P 1,48 59 79
80 82 76,1.74,0.031,19.6,0.6,78.6,95.1,95.4,0.21321,0.25182,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0475, CCC (=0) NC=1C=CC=2NC (=0)NC2C1,7226794351,0K: Mounted Clear, success,P 1,48 59
79 79 82 76,1.52,0.020,27.0,0.5,91.2,93.8,93.9,0.22439,0.25424,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0476,CC1=NC=2C=CC=CC2N1CCC(=0)N, 7253116498, 0K: Mounted Clear,success,P 1,48 59
79 79 82 76,1.59,0.026,27.6,0.5,94.7,91.9,94.1,0.22194,0.25314,0.22142,0.25377,Pp 1,3 -
In Refinement,None
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NUDT5A-x0477,CC (=0) NC1=NC=C (CC=2C=CC=C(C)C2)S1,257080305,0K: Mounted Clear, success, P
1,48 59 79 80 82 76,1.89,0.023,28.6,0.6,80.8,90.5,54.9,0.22519,0.26051,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0478,C1=CSC (=C1)C2=NC=CN2,2744754722,0K: Mounted Clear, success,P 1,49 59 80 79
81 75,1.75,0.027,21.9,0.7,94.5,92.6,95.0,0.23450,0.27018,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0479,CC (=0) NCC1CNCCO01,71269638430,0K: Mounted Clear,success,P 1,49 59 79 79 81
76,1.70,0.048,16.8,1.1,96.6,97.0,95.1,0.22769,0.25723,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0480, COC (C) C1=NC (=CS1)C=2C=N0OC2C, Z1945710531,0K: Precipitated, success,P 1,48 59
79 79 81 76,1.65,0.020,37.6,0.9,95.9,97.5,93.8,0.22213,0.25114,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0481,CC (=0)N1ICC(C1)C(=0)0,Z1868430535,0K: Mounted Clear,success,P 1,46 58 79 81
84 78,1.53,0.014,37.2,0.4,94.1,94.0,93.6,0.34328,0.37850,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0482,C[C@H] (O) CNCC=1C=CC=20C0C2C1,72856434941,0K: Mounted Clear, success,P 1,48
59 79 80 81 76,1.70,0.036,18.6,1.2,96.2,99.0,94.9,0.21959,0.24948,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0483, CNCCC1CCCCC1,722856434901,0K: Mounted Clear,success,P 1,48 59 79 80 82
76,1.94,0.028,18.7,0.7,85.2,91.2,74.5,0.23602,0.27568,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0484, COC (=0) NC=1C=CC (CC=2C=CN=CC2)=CC1,257190020,0K: Mounted Clear, success, P
1,48 59 79 80 81 76,1.61,0.035,21.8,1.1,95.7,95.1,93.3,0.22148,0.24742,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0485,CCICCN (CC1)C(=0)CC(F) (F)F,2316425948,0K: Mounted Clear,success,P 1,48 59
79 80 82 76,1.67,0.034,25.8,1.2,96.3,97.6,95.1,0.22471,0.25808,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0486,CC(C)C(N)C(=0)N1CCOCC1,7927400026,0K: Mounted Clear, success,P 1,49 59 79
80 81 76,1.60,0.035,20.3,1.1,95.9,95.9,93.5,0.24868,0.28310,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0487,COC (=0) C=1C=CC (=CC1l) S (=0) (=0)N,Z18197050,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,1.69,0.032,20.8,1.0,95.9,98.5,94.7,0.22034,0.25008,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0488, CCCN1IN=CC=C1C=2C=CN=CC2,71381484542,0K: Mounted Clear, success,P 1,48 59 79
80 81 76,1.81,0.050,19.2,1.0,96.5,98.6,95.3,0.22599,0.26085,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0489, CC (NS (=0) (=0)C)C=1C=CC=CC1C1,2133729708,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,1.60,0.019,27.0,0.5,93.5,94.8,94.2,0.22270,0.25271,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0490, CC (C)NC (=0)C=1C=CNN1,Z381729066,0K: Mounted Clear, success,P 1,49 59 80 79
81 75,1.62,0.040,20.8,1.0,96.2,97.1,94.3,0.23001,0.25707,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0491,CS (=0) (=0O) NCC1CCNCC1,721741966151,0K: Crystalline,success,P 1,49 59 79 79
81 75,1.50,0.033,17.9,0.5,93.2,89.2,91.9,0.23871,0.26549,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0492,CCN (C)C (=0)C=1C=CC=C(N)C1,22092370954,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.64,0.020,35.1,1.0,95.7,96.4,93.6,0.22449,0.25085,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0493, CNCC1COC=2C=CC=CC201,71891773476,0K: Mounted Clear,success,P 1,49 59 80 79
81 75,1.67,0.025,24.8,0.6,92.2,93.7,94.4,0.23208,0.26485,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0494,NC (=S) NC=1C=CC=CC1OC(F) (F)F,2291279160,0K: Precipitated, success,P 1,49 59
80 79 81 75,2.04,0.043,9.9,1.5,96.4,98.1,94.9,0.25149,0.29105,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0495,C1C=1SN=NC1CN2CCOCC2,72856434925,0K: Mounted Clear, success,P 1,49 60 80 79
81 75,1.87,0.040,13.3,1.6,96.1,98.0,95.2,0.23572,0.27017,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0496,CS (=0) (=0)NCI1ICCNCC1,Z212045094,0K: Mounted Clear,success,P 1,49 60 80 79
81 75,1.69,0.056,10.0,1.2,96.6,97.5,94.9,0.23020,0.26474,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0497,NC (=0) NC=1C=CC (=CC1l) C=2C=CC=CC2,2198195774,0K: Precipitated,success,P 1,49
59 80 79 81 75,1.48,0.028,24.1,0.5,93.8,94.7,89.1,0.23831,0.26949,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0498, CCC (=0) NC=1C=CC=C (N)C1C, 7Z235361315,0K: Mounted Clear, success,P 1,48 59 80
79 81 75,1.79,0.018,31.8,0.6,79.9,92.2,81.2,0.22402,0.26255,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0499, CNS (=0) (=0)CC1CCCCC1,Z7Z1003207278,0K: Mounted Clear,success,P 1,49 60 79 79
80 75,1.67,0.055,21.8,1.2,96.4,98.6,95.2,0.24493,0.28414,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0500,NC (=S) NC=1C=CC (OC (F) (F)F)=CC1,21741960769,0K: Precipitated, success,P 1,49
59 80 79 81 75,1.53,0.018,34.1,0.7,94.1,93.7,94.1,0.22581,0.25149,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0501, N#CCCN1CCOCC1,722856434767,0K: Mounted Clear,success,P 1,49 59 80 79 81
75,1.54,0.036,20.1,1.3,95.5,94.5,93.6,0.23399,0.25819,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0502,COC=1C=CC (=CC1)C(=0)NCC (=0)N, 233546965, 0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.76,0.049,22.4,1.3,96.8,96.6,95.8,0.23402,0.26150,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0503, CCOC (=0) C=1C=C0OC1,Z293079056,0K: Mounted Clear,success,P 1,49 60 79 79 81
75,1.74,0.066,13.1,1.1,96.8,98.5,95.7,0.22837,0.26353,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0504,CC (0) COC=1C=CC=C (F)C1,721250132544,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.90,0.029,13.5,0.6,87.5,85.9,89.5,0.25992,0.30513,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0505, CC1COCCN1CCN, 721263811695, 0K: Mounted Clear, success,P 1,49 59 80 79 81
75,1.71,0.030,19.8,0.6,92.3,94.5,95.4,0.23165,0.26531,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0506, COC=1C=CC (=CC1)C(N)C (=0)0,256755722,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.58,0.024,31.2,1.1,95.5,94.1,93.3,0.22730,0.25518,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0507, CCOC=1C (F)=CC=CC1lC(=0)N(C)C,Z1273312142,0K: Mounted Clear,success,P 1,48
59 80 79 82 76,1.79,0.017,25.1,0.6,91.8,92.4,94.1,0.22804,0.26695,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0508, CC1ICNCCN1CCO,21741794237,0K: Mounted Clear, success,P 1,49 60 79 79 81
75,1.55,0.030,21.2,0.7,93.0,92.0,94.1,0.23032,0.25997,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0509, CC (=0) NC=1C=CC=C (NC (=0)N)C1,Z198195770,0K: Mounted Clear, success,P 1,49 59
80 79 81 75,1.65,0.075,15.2,1.2,96.5,96.2,95.1,0.22989,0.25917,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0510, CCNC=1N=CC=CC1C,21992316287,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.74,0.015,38.3,0.8,95.2,98.7,94.3,0.22711,0.25963,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0511,0=C1NC=C (NCC=2C=CC=CC2)C(=0)N1,7111666026,0K: Mounted Clear,success,P 1,48
59 80 79 81 76,1.56,0.052,19.6,1.2,96.1,99.0,94.4,0.22074,0.24248,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0512,CC (=0) N1CC=2C=CC (N)=CC2C1,721354416068,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.66,0.047,12.4,1.0,96.2,99.0,94.5,0.22591,0.25369,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0513,CN (C)C (=0)C=1C=CC (F)=CC1Br,2100642432,0K: Mounted Clear, success,P 1,48 59
79 79 81 75,1.68,0.020,29.0,0.4,92.9,93.4,93.4,0.22528,0.25886,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0514, CC (N) C1=NC (CC=2C=CC=CC2)=N01,722442288995,0K: Mounted Clear, success,P 1,48
59 80 79 82 76,1.67,0.048,16.1,1.2,96.2,97.3,94.7,0.22615,0.25522,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0515, N (C1=NN=CS1) C=2C=CC=CC2,7256347187,0K: Precipitated,success,P 1,49 59 80 79
81 75,1.75,0.017,33.8,1.2,96.0,98.2,95.0,0.22088,0.24980,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0516,CC (=0) NC=1C=CC (F)=C(C1)C(=0)0,2364321922,0K: Crystalline,success,P 1,47 59
80 80 83 78,2.25,0.047,5.8,1.0,96.6,98.9,95.7,,,None,None,None,1 - Analysis
Pending, None

NUDT5A-x0517, CCC (=0)NC1=NC (C)=CS1,230820160,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.54,0.022,23.6,0.4,93.5,91.0,94.1,0.24006,0.27287,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0518,CCS (=0) (=0) NC=1C=CC=CC1F,7z53825177,0K: Mounted Clear,success,P 1,49 59 80
79 81 75,1.87,0.014,30.9,1.2,94.6,97.7,93.3,0.22636,0.25882,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0519, NC=1N=CN=CC1C=2C=CC (Cl)=CC2,721262398388,0K: Mounted Clear,success,P 1,48
59 79 80 82 76,1.64,0.032,25.6,1.2,96.1,98.3,94.9,0.22479,0.24987,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0520,CS (=0) (=0)NC1CCCC1,253825479,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0521,0=C (NC=1C=CC=2N=CC=CC2C1) C=3C=CC=CC3,7453319206,0K: Mounted
Clear,success,P 1,49 59 79 79 81
75,1.94,0.076,12.0,2.2,94.5,97.2,88.8,0.23811,0.27345,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0522,CN (C (=0)C)C=1C=CC=CC1C(=0)0,Z223688272,0K: Mounted Clear,success,P 1,47 59
80 80 83 77,1.90,0.021,27.5,0.9,66.3,91.8,33.3,0.24294,0.28255,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0523,CNCICCN (C1=0) C=2C=CC=CC2F,21186029914,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.58,0.019,28.5,0.6,93.8,91.1,94.5,0.22136,0.24708,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0524,CC (=0)N1ICCC (CC1l)C2=CNC=3C=CC=CC23,7223388508,0K: Mounted Clear, success, P
1,48 59 80 79 82 76,1.63,0.016,31.9,0.8,94.6,97.8,91.4,0.22616,0.25094,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0525,NC (=0) NICCN (CC1) C (=0) C2=CC=C02,72198194396,0K: Crystalline,success,P 1,49
59 80 79 81 75,1.57,0.022,29.3,0.9,94.7,94.7,94.0,0.23940,0.26822,0.23356,0.26710,P 1,6
- Deposited, 5QJW

NUDT5A-x0526, [0O-]C (=0)C=1C=CC=CC10OC(F) (F)F,Z2856434778,0K: Crystalline,success,P 1,48
59 80 79 82 76,1.73,0.030,22.3,1.1,96.4,98.2,95.8,0.22506,0.25431,0.22221,0.25644,P 1,6
- Deposited, 5QJX

NUDT5A-x0527,NC (=0) C1=CNC (=N1) C2CC2,21407672867,0K: Mounted Clear,success,P 1,48 59 80
79 81 75,1.70,0.019,32.9,0.5,89.2,90.1,94.7,0.22869,0.26536,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0528, CN1IN=C (C (=0) N) C=2C=CC=CC12, 722697514548, 0K: Mounted Clear, success,P 1,49 59
80 79 81 75,1.62,0.034,26.3,1.1,96.0,98.6,94.3,0.22745,0.25532,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0529,CNCICCCN (C1)C=2C=CC=NN2,71139246057,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.63,0.012,44.9,0.9,95.8,97.5,93.4,0.23115,0.26162,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0530, COC=1C=CC (=CC1)N2CC (CC2=0)C(=0)N,757324924,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.76,0.051,20.9,1.1,95.8,96.0,94.5,0.23098,0.26431,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0531, C(NC=1C=CN=CC1) C2CCC02,721267882044,0K: Mounted Clear, success,P 1,49 60 79
79 81 75,1.65,0.040,17.3,0.6,94.6,95.6,94.9,0.24645,0.28293,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0532,CN (C) S (=0) (=0)N1ICCN(C)CC1,22735592898,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.56,0.023,24.5,0.6,94.2,93.0,94.4,0.22388,0.25135,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0533,CN1CCC[CRH] (C1)OC (=0)C2=CC=C02,722940170964,0K: Mounted Clear, success,P
1,49 60 79 79 81 75,2.14,0.038,9.6,0.7,95.8,97.8,95.2,0.25707,0.30792,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0534,CS (=0) (=0)NCCC=1C=CC=CC1,7245617795,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.71,0.030,22.5,1.0,96.3,98.2,95.3,0.22074,0.25242,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0535,0CC1=CN (N=N1)C=2C=CC(Cl)=C(Cl)C2,21891776064,0K: Precipitated, success,P
1,49 o0 80 79 81 75,1.52,0.030,27.0,1.2,95.3,92.4,93.3,0.22421,0.24877,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0536, CCN1C=C (CCO)C=N1,71674937530,0K: Mounted Clear, success,P 1,49 59 79 79 81
75,1.64,0.025,21.2,0.5,93.7,90.8,94.8,0.22307,0.25324,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0537,CCN1C=CC (CNC)=N1,72856434888,0K: Mounted Clear, success,P 1,49 59 79 79 81
75,1.97,0.032,19.7,0.5,70.5,95.6,69.1,0.26031,0.31649,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0538, 0=C1CN (CC=2C=CC=CC2)CC (=0)N1,722856434910,0K: Mounted Clear,success,P 1,48
59 80 79 82 76,1.57,0.030,23.3,1.1,95.4,94.9,93.3,0.23076,0.25521,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0539,CS (=0) (=0)N1CCC(0O)CC1,21247413608,0K: Mounted Clear,success,P 1,48 59 80
79 81 75,1.68,0.018,34.5,0.5,79.7,90.9,94.6,0.21739,0.25348,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0540,CN (C)C=1C=CN=CC1,72856434762,0K: Bad Dispense,success,P 1,49 59 79 79 81
75,1.65,0.029,25.5,1.0,89.1,89.5,93.0,0.23439,0.27116,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0541,CC(CS (=0) (=0)N)C=1C=CC=CC1,21407673036,0K: Mounted Clear, success,P 1,48 59
80 79 82 76,1.56,0.019,27.6,0.5,87.8,93.1,94.0,0.22371,0.25701,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0542,CC (=0)NICCN (CC1)C(=0)N,2z90122368,0K: Crystalline,success,P 1,49 60 80 79
81 75,1.56,0.020,25.6,0.6,94.2,93.6,94.2,0.22378,0.24948,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0543,CC (=0)NC(C) (C1CC1)C(=0)0,21259162160,0K: Crystalline,success,P 1,47 59 79
80 83 77,1.72,0.020,27.5,0.9,96.0,97.6,95.4,0.28808,0.32525,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0544,CC (OC=1C=CC(Cl)=CC1l)C(=0)N,Z19727416,0K: Precipitated, success,P 1,49 59 80
79 81 75,1.52,0.042,25.9,1.1,95.9,98.1,94.1,0.21947,0.24313,0.21834,0.24594,P 1,3 - In
Refinement, None

NUDT5A-x0545, CC (N) C1=CN (N=N1) C=2C=CC=CC2,Z2527301677,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.77,0.028,18.1,0.7,93.8,93.6,95.1,0.23312,0.27045,0.23279,0.27177,P 1,3
- In Refinement, None

NUDT5A-x0546,CS (=0) (=0) CC1=NC=2C=CC=CC2N1,7Z126932614,0K: Bad Dispense,success,P 1,49 59
80 79 81 75,1.98,0.070,9.6,0.9,96.3,98.1,94.2,0.26048,0.29153,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0547, FC (F) (F)CC (=0)N1CCNCC1,721262246195,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.71,0.036,9.8,0.5,87.0,93.6,94.4,0.22979,0.26001,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0548,CC (C)NLC=NC (=C1l)S (=0) (=0)N,21509882419,0K: Mounted Clear, success,P 1,48 59
80 79 82 76,1.77,0.023,21.4,2.1,96.4,99.2,95.4,0.22067,0.25005,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0549, CCOC=1C=CC=CC1N2CCNCC2,2425387594,0K: Bad Dispense,success,P 1,48 59 79 79
82 76,1.73,0.037,22.3,1.0,96.5,98.4,95.8,0.21301,0.24526,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0550, CC (=0) NC=1C=CC (C) =C2NCCCC12,721650168321,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.61,0.016,41.1,0.8,95.4,97.0,93.0,0.22276,0.24938,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0551, 0=C (CC=1C=CC=CC1) N2CCC=3C=CC=CC23,7230624464,0K: Mounted Clear, success, P
1,48 59 80 79 82 76,1.65,0.029,24.8,1.4,95.5,97.4,93.2,0.21764,0.24383,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0552,CN (C) S (=0) (=0)C=1C(C)=NNC1C,Z94597856,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.77,0.014,32.2,0.7,74.5,94.4,92.6,0.21743,0.25553,0.21613,0.25916,P 1,6 -
Deposited, 5QJY

NUDT5A-x0553, CC (N) C=1C=CC (=CC1) C=2C=NC=NC2,721696822287,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.52,0.012,42.4,0.4,94.1,92.5,94.2,0.23041,0.26204,0.22771,0.26261,P 1,06
- Deposited, 5QJZ

NUDT5A-x0554, CC1=NNC (C)=C1C=2C=CC=CC2N,71270312110,0K: Mounted Clear,success,P 1,49 60
79 79 80 75,1.44,0.038,21.1,0.4,82.5,85.9,70.0,0.27304,0.31560,0.30767,0.33838,P 1,6 -
Deposited, 5Q0K0

NUDT5A-x0555,NC (=0)C (0)C1CCOCC1,21312590981,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,2.21,0.044,8.4,1.0,95.9,94.8,94.6,0.33812,0.38697,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0556,CC=1C=CC (CC (=0) NC2=NC=CS2)=CC1,2Z290713255,0K: Precipitated,success,P 1,49
59 79 79 81 75,1.63,0.019,25.2,0.5,77.5,91.3,87.4,0.22255,0.26053,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0557, CNC (=0) NCC=1C (F')=CC=CC1C1,2933840894,0K: Mounted Clear,success,P 1,48 59
79 80 82 76,1.80,0.047,17.0,1.7,95.0,97.3,95.1,0.23296,0.26789,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0558,CC (C)NC (=0)N (C)CC=1C=NN(C)C1,Z183344018,0K: Bad Dispense,success,P 1,48 59
79 79 81 75,1.59,0.020,29.2,0.5,91.5,93.8,94.3,0.22159,0.25197,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0559,CC(C) (C)N1CC(0)C1l,Z2856434900,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.58,0.030,26.1,1.0,95.6,95.4,93.4,0.23481,0.26527,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0560, CCC (=0) NC1=C (OC=2C=CC=CC12)C(=0)N,7108545814,0K: Mounted Clear, success, P
1,48 59 80 79 82 76,1.71,0.040,8.5,0.5,94.9,95.4,95.2,0.22760,0.25695,0.22717,0.25879,P
1,3 - In Refinement,None

NUDT5A-x0561,NCC=1C=CC=CC1OC (F) (F)F,22856434776,0K: Crystalline,success,P 1,49 59 79 79
81 75,1.63,0.015,43.0,0.8,95.4,97.8,93.4,0.22691,0.25522,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0562,CC (C)C=1C=CC (CN2CCC (0)CC2)=CC1,72856434874,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.77,0.044,23.4,1.3,96.0,97.8,95.6,0.23695,0.27423,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0563, CC (=0) NC=1C=CC (NC=2C=CC=CC2)=CC1,7268404778,0K: Mounted Clear, success,P
1,49 59 80 79 81 75,1.58,0.031,18.2,1.1,95.6,97.3,93.2,0.23199,0.25573,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0564,CN1CCN (CC1)C (=0)NC=2C=CC=CC2,722856434890,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.64,0.026,22.4,0.6,93.1,94.4,94.5,0.22742,0.26032,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0565,CN (C)C (=0)N1CCOCC21CC0OC2,721998104358,0K: Bad Dispense,success,P 1,49 60 80
79 81 75,1.51,0.035,18.6,0.4,92.5,92.7,93.2,0.24035,0.26975,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0566,CC1=NOC (CN2CCC (CO)CC2)=N1,72416877194,0K: Crystalline,success,P 1,49 60 79
79 80 75,1.74,0.048,19.7,1.1,96.6,98.5,95.5,0.25457,0.29771,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0567, CC (C)NC1=NC=2C=CC=CC2N1,72467208649,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.93,0.032,11.8,0.6,80.2,89.8,74.1,0.23402,0.27467,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0568, CNC (=0) C=1C=CC (CS (=0) (=0)C)=CC1,7230272045,0K: Mounted Clear, success,P 1,48
59 80 79 81 75,1.50,0.021,25.3,0.6,93.5,91.9,92.2,0.22608,0.24975,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0569,CN (C) S (=0) (=0) C=1C=NNC1,7z805551440,0K: Mounted Clear, success,P 1,49 60 80
79 81 75,1.59,0.043,15.4,1.0,95.9,96.2,93.5,0.23493,0.26196,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0570,CS (=0) (=0) NCCC=1C=CC (F)=CC1,Z45705015,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.51,0.021,27.7,0.4,94.0,93.5,94.0,0.23258,0.26354,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0571,NC=1C=CC=CC1N2CCOCC2,7256785490,0K: Mounted Clear,success,P 1,49 59 80 79
81 75,1.73,0.082,14.4,1.0,96.8,98.3,95.7,0.22865,0.26140,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0572,CC1=CSC (NCC2CCC02)=N1,7248852953,0K: Crystalline,success,P 1,49 60 79 79 81
75,1.89,0.049,15.5,1.3,96.8,97.9,94.4,0.22779,0.26699,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0573,0=C (CC#N)NC1CCCCC1,Z56813508,0K: Precipitated, success,P 1,49 60 79 79 80
75,1.42,0.030,24.7,0.4,92.2,91.2,82.0,0.25879,0.29241,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0574,C1=CSC (=N1) C2=NN=CN2,7Z2027049478,0K: Mounted Clear, success,P 1,49 59 80 79
81 75,1.49,0.028,21.5,0.5,93.5,91.5,91.0,0.23324,0.26148,0.21990,0.25196,P 1,6 -
Deposited, 5QK1

NUDT5A-x0575, COC=1C=CC (Br)=CC1CNC (=0)C,Z2955369596,0K: Precipitated, success,P 1,49 59 80
79 81 75,1.59,0.037,24.6,1.0,95.5,95.5,93.2,0.23483,0.26237,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0576,CC=1SC (N)=NC1C=2C=CC(C)=C(C)C2,7Z48847633,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.48,0.030,22.3,0.6,93.9,93.8,89.5,0.22458,0.24892,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0577,NC (=0) CICCN (CC1)C (=0)NC=2C=CC=CC2,733545544,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,1.72,0.040,19.5,1.0,95.3,98.3,95.1,0.23387,0.26289,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0578, CC=1C=CC=CC1N2C=C (N=N2)C (=0)0,722327226104,0K: Mounted Clear, success,P 1,48
59 80 79 82 75,1.70,0.020,27.9,0.5,93.1,94.0,94.7,0.23118,0.26204,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0579, CC (=0) NCCC=1C=CC (=CC1) S (=0) (=0)N, 7230857828, 0K: Mounted Clear, success,P
1,49 59 80 79 81 75,1.64,0.063,13.9,1.1,96.5,97.5,94.8,0.23004,0.25862,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0580, OCC=1C=CC=CC1IN2CCOCC2,72235361235,0K: Mounted Clear,success,P 1,49 59 80 79
81 75,2.04,0.036,14.0,0.4,76.0,93.2,69.7,0.29639,0.34881,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0581,NC=1N=CC=C (N1) C=2C=CC(Cl)=CC2,7Z363993198,0K: Precipitated, success,P 1,49
59 80 79 81 75,1.59,0.027,23.9,0.7,95.5,97.6,93.3,0.22912,0.25530,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0582,CC (=0) N1CCCC (0) (C1)C(=0)0,22293643386,0K: Mounted Clear,success,P 1,47 59
80 79 83 77,1.90,0.032,16.5,1.0,95.8,98.3,94.4,0.24845,0.28073,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0583, CCN1C (NC (=0) C) =NC=2C=CC=CC12,7268639747,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,2.26,0.151,5.6,1.0,96.6,98.4,95.3,,,None,None,None,1l - Analysis
Pending, None

NUDT5A-x0584, CCOC (=0)NC=1C=CC=C (C1)C1,231697001,0K: Precipitated,success,P 1,49 59 80
79 81 75,1.63,0.037,20.6,0.6,94.9,94.0,94.4,0.23324,0.26563,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0585, COC=1C=CC=2NC=C (CN(C)C)C2C1,7Z2856434938,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.70,0.034,17.7,1.0,96.2,98.5,95.4,0.22588,0.25603,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0586, CCOC (=0)N1CCOCC1,7231721097,0K: Mounted Clear,success,P 1,49 60 80 79 81
75,2.02,0.085,8.7,1.1,90.9,94.8,90.6,0.25433,0.30410,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0587,CNC (C)C=1SC(C)=NC1C,21266823232,0K: Mounted Clear, success,P 1,49 59 80 79
81 75,1.53,0.021,30.2,0.7,92.9,87.6,94.4,0.23522,0.26344,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0588, COC=1C=CC (CN)=CC10C, 722856434917,0K: Mounted Clear, success,P 1,49 59 79 79
81 75,1.56,0.041,24.0,1.3,96.0,97.1,93.8,0.23535,0.26305,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0589,CC (CO)N(C)C=1N=CC(C1l)=CN1,721546887028,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.92,0.037,13.8,1.3,96.5,96.2,95.4,0.22466,0.26193,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0590,CC (=0) N1ICCCNCC1,2168883358,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.86,0.028,16.5,0.6,91.8,91.3,94.2,0.25695,0.29791,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0591, OCC=1C=CC (=CC1) N2C=NC=3C=CC=CC23,7235449082,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,1.67,0.027,25.7,1.3,96.0,96.9,94.3,0.23147,0.26283,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0592, CNC=1N=CC (=CC1Cl)C(F) (F)F,254628157,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.65,0.014,35.9,0.6,81.8,93.8,81.4,0.22119,0.25640,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0593, CC (=0) NC=1C=CC (OC=2N=CC=CN2)=CC1,254571979,0K: Precipitated, success,P 1,49
59 79 79 81 75,1.62,0.020,30.3,0.6,91.9,94.5,94.3,0.23096,0.26084,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0594, CN1CCCC=2C=CC (=CC12)S(=0) (=0)N,21367324110,0K: Bad Dispense,success,P 1,48
59 79 80 82 76,1.83,0.015,36.2,0.6,90.2,94.0,86.0,0.22189,0.26146,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0595, CC (N) C=1C=CC (=CC1)N2CCOCC2,721259341012,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0596, CC (=0) NC1CNC=2C=CC=CC2C1,721492796719,0K: Bad Dispense,success,P 1,48 59 79
79 82 76,1.72,0.059,22.4,1.2,95.6,94.9,95.3,0.24231,0.27326,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0597,CNC1 (CCCC1)C (=0)N,Z1348559502,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.61,0.048,16.4,1.0,96.3,97.0,94.3,0.23409,0.26723,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0598,CNLICCN(CC1)C(=0)C0O,2228585842,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.83,0.041,18.6,0.4,75.1,91.5,45.0,0.25422,0.29795,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0599, CC=1C=C (ON1) C (=0) NCC2CCOC2,7384361454,0K: Bad Dispense,success,P 1,48 59
80 79 82 76,1.56,0.042,20.5,1.1,96.0,98.5,94.3,0.22417,0.24963,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0600, CNC=1N=CC=CN1, Z54628578,0K: Mounted Clear,success,P 1,48 59 80 79 82
76,1.65,0.027,24.4,0.4,75.2,92.8,68.7,0.23177,0.26870,0.22548,0.26719,P 1,6 -
Deposited, 5QK2

NUDT5A-x0601, NC (=0) C=1C=CC=2NCCC2C1,722434225559,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.72,0.052,16.3,0.9,96.4,98.4,95.4,0.22154,0.25027,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0602,CN (CC (=0)0)C (=0)C=1C=CC (F)=CC1,285895198,0K: Crystalline,success,P 1,46 58
79 81 85 78,1.89,0.016,38.6,0.7,81.7,93.7,57.6,0.33940,0.38617,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0603,CC(C) (C)NC (=0)CN1C=CC(=N1)C(F) (F)F,255009317,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,1.78,0.041,21.8,1.0,96.7,96.7,96.0,0.22173,0.25600,None,None,P 1,1
- Analysis Pending,None
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NUDT5A-x0604,CC (CC=1C=CC(Br)=CC1l)C(=0)N,21551999220,0K: Mounted Clear, success,P 1,49 59
80 79 81 75,1.62,0.066,11.7,1.0,96.4,98.5,94.5,0.22599,0.25178,0.22386,0.25353,P 1,3 -
In Refinement,None

NUDT5A-x0605, CC (=0)NC1=CC (C)=NN1,272239136710,0K: Mounted Clear,success,P 1,49 60 80 79
81 75,1.71,0.083,10.9,1.1,96.8,97.2,95.9,0.23349,0.26395,0.22988,0.26624,P 1,6 -
Deposited, 5Q0K3

NUDT5A-x0606,CCC (=0) NC=1C=CC (C)=CC10,233452106,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.59,0.047,22.4,1.0,96.3,98.8,94.3,0.22283,0.24977,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0607,CC (N)C (=0)NC1=CC (=NN1)C(F) (F)F,Z21622626423,0K: Mounted Clear, success,P
1,49 59 80 79 81 75,1.74,0.026,21.4,0.8,95.0,95.0,94.7,0.21901,0.25210,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0608, COC=1C=CC=CC1INC (=0) C2=CC=C(C) S2,227797417,0K: Precipitated, success,P 1,49
59 79 79 81 75,1.59,0.040,17.8,0.5,84.5,94.4,94.4,0.22890,0.26608,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0609,CNC (C)C=1C=NN(C)C1,21437171658,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.48,0.054,13.1,0.7,94.0,95.0,89.3,0.23726,0.26334,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0610, CNC (=0) CICNCCO1,721636723439,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.63,0.046,15.3,1.1,96.0,97.9,93.7,0.23674,0.26585,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0611,CC (0O) CCN1C=CC=N1,71613492358,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0612,C (NLICCNCC1)C2=CSC=N2,7812517112,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0613,CC=1C=CC (NC (=0) C2=CC=C02)=CC10,Z1430613384,0K: Precipitated, success,P 1,49
60 80 79 81 75,1.80,0.030,10.3,0.4,93.9,89.7,94.4,0.24683,0.28788,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0614, 0=C (COC=1C=CC=CC1)N2CCCC2,7219735981,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.76,0.036,17.4,0.6,94.5,93.1,94.8,0.24183,0.27998,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0615,CC (C)NC (=0)C=1C=C(C)N(C)N1,2z733898630,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.61,0.017,31.3,0.5,86.8,93.8,94.6,0.22485,0.25680,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0616,C10C=2C=CC (=CC201) C=3C=CNN3,Z2204875953,0K: Mounted Clear, success,P 1,49
60 80 79 81 75,1.85,0.013,28.0,1.4,96.0,98.3,94.7,0.22300,0.25677,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0617,CC (C)C=1C=CC (=CC1l)C (=0)NC2=NN=CS2,786416893,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,1.68,0.062,17.8,1.1,96.3,97.9,94.4,0.22238,0.25210,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0618, CC1CCCCNI1C (=0) C=2C=NC=CN2,7232968340,0K: Mounted Clear, success,P 1,49 60 79
79 80 75,1.67,0.067,13.5,1.1,96.2,98.8,94.3,0.24556,0.28055,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0619,CC (=0)NC (C1CCOCC1)C(=0)0,21891772663,0K: Crystalline,success,P 1,46 58 79
80 84 78,1.68,0.015,30.0,0.8,95.7,98.6,94.1,0.30288,0.34544,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0620, COC=1C=C (C=C (0C)C10C)C(=0)0,Z2734782702,0K: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0621,CC (=0) NC=1C=CC=NC1C (=0)0,21815155460,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.61,0.020,29.3,1.0,95.4,96.7,93.1,0.22931,0.25807,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0622,CC (C)C1=NC=CN1CC(=0)0,722446040567,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,2.28,0.048,12.8,6.0,97.1,97.1,96.4,0.21140,0.24657,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0623,CCCLl=CSC (=N1)C2=CNC=N2,21530301542,0K: Mounted Clear,success,P 1,49 59 80
79 81 75,1.62,0.086,12.0,1.0,96.4,98.5,94.4,0.22882,0.25528,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0624,CCILCN (C (=0)C)C=2C=CC=C (F)C201,21730522163,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,1.98,0.046,18.2,1.6,94.8,94.7,93.7,0.24688,0.28766,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0625, CC (=0) NCC=1C=CC (=CC1) S (=0) (=0)N,Z30932204,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.61,0.093,16.9,1.0,96.3,99.0,93.5,0.22407,0.25144,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0626, CNC (=0) C1CCCC=2SC (C)=NC12,721904249627,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.98,0.039,3.7,0.8,90.3,92.6,91.4,0.23450,0.26300,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0627, CCNC (=0)NICCN (CC1)C(=0)C,Z244590919,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.62,0.053,17.1,0.8,95.2,95.3,94.4,0.23372,0.26317,0.22411,0.25483,P 1,6 -
Deposited, 5Q0K4

NUDT5A-x0628, CCOC=1C=CC (CC (=0)0)=CC1,722856434918,0K: Mounted Clear,success,P 1,47 59 80
79 83 77,1.92,0.034,14.3,0.6,89.8,94.5,93.6,0.27006,0.31790,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0629,CC (=0)N1IC[CQRH]2CC[C@H]1C=3C=CC=CC23,22017861827,0K: Mounted

Clear, success,P 1,49 59 80 79 81
75,1.65,0.028,22.8,1.0,95.7,97.9,93.8,0.22654,0.25439,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0630,CC1=NN(C)C (C)=C1CC(=0)N,7z287484230,0K: Mounted Clear, success,P 1,49 59 79
79 81 75,1.70,0.059,13.0,1.3,95.8,98.6,93.3,0.23076,0.26203,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0631, CNCC=1C=NN (C1) C=2C=CC=CC2,72102768020,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0632,CN1CCN (CC1) C=2C=CC (NC (=0)C)=CC2,22856434903,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0633, COC=1C=CC=C2NC=CC12,21429867185,0K: Mounted Clear, success,P 1,49 59 79 79
81 75,1.58,0.019,28.7,0.5,86.6,93.8,94.2,0.22826,0.26357,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0634,CC (NC (=0)C1CCCC1)C(=0)0,21238477790,0K: Crystalline,success,P 1,46 58 79
80 84 78,1.57,0.023,30.3,1.0,95.3,97.1,92.8,0.31189,0.35261,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0635,C(NC1CCCC1)C2CCC02,7290504169,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0636, COC (=0) C=1SC=CC1INC (=0) C2CC2,2109092588,0K: Mounted Clear, success,P 1,48 59
79 79 82 76,1.94,0.041,15.7,0.9,86.4,93.4,74.3,0.23622,0.27626,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0637,CCNC=1C=CC(C)=NN1,2Z1267773786,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.63,0.057,13.4,1.1,96.3,98.5,94.0,0.24132,0.27212,0.23269,0.26563,P 1,6 -
Deposited, 5Q0K5

NUDT5A-x0638,CN1C=CC (=N1)C (=0) NC=2C=CC=C (C2)C (=0) [0-],Z22856434892,0K: Mounted
Clear,success,P 1,48 59 80 79 82
76,1.56,0.045,15.2,0.6,94.6,94.3,94.2,0.22550,0.24877,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0639, CC1=NC (=NO1)C=2C=CC=CC2,757791725,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.69,0.045,16.3,1.1,96.5,99.3,95.2,0.22974,0.25757,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0640,CC=1C=C(F)C=C(C1)S(=0) (=0)N,Z1324080698,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.53,0.037,17.5,0.5,94.2,92.9,93.9,0.22945,0.25335,0.22703,0.25188,P 1,3
- In Refinement, None

NUDT5A-x0641,CC (0O) CN1C=CN=C1C,71362754425,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0642,CC1=NOC (CC (N) C=2C=CC=CC2)=N1,722442269480,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.64,0.068,15.7,1.1,96.3,98.5,94.6,0.22827,0.25855,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0643,CCC (NC)C=1C=CN=CC1,Z7Z1250132788,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.74,0.029,20.5,0.9,96.3,98.6,95.5,0.23371,0.26718,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0644,CNCC=1C=CC=C (OC)N1,Z1603775714,0K: Mounted Clear,success,P 1,49 59 79 79
81 75,1.57,0.036,16.5,0.7,94.3,93.5,94.0,0.23166,0.26130,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0645,CNC1 (CO)CCOCC1,Z21169060901,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.65,0.024,29.5,0.9,95.8,98.1,93.8,0.23442,0.26602,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0646,C[CQRQRH] (CO)N (C)C=1N=CC=CC1F,Z2017168803,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.63,0.053,14.7,1.0,96.5,98.6,94.6,0.25662,0.29262,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0647,CC1LCCN (CC1)C (=0)CCCC=2C=CC=CC2,7419884046,0K: Mounted Clear, success,P 1,49
59 79 79 81 75,2.08,0.039,30.7,4.9,97.1,96.8,96.0,0.22201,0.26067,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0648,CS (=0) (=O)N1CCC[CQR@H]1CN,Z1713595338,0K: Mounted Clear,success,P 1,49 60
79 79 81 75,1.55,0.065,16.5,0.8,96.2,98.8,94.3,0.24048,0.27177,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0649, COC=1C=CC=CC1C2=NN=C02,21359419878,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.77,0.018,27.7,0.7,94.0,93.7,94.8,0.22485,0.25888,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0650, CC1=NN (C (=0)C1l) C=2C=CC=CC2,7250145861,0K: Mounted Clear,success,P 1,48 59
80 79 81 75,1.76,0.073,13.2,1.0,96.8,97.3,95.5,0.23233,0.26634,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0651,CC=1C=CC(C(=0)N)=C(F)C1,21343633025,0K: Mounted Clear,success,P 1,49 59 80
79 81 75,1.51,0.062,21.4,1.0,95.8,98.2,93.6,0.23740,0.26158,0.22816,0.25488,P 1,6 -
Deposited, 5Q0K6

NUDT5A-x0652,CNC (=0) CN1CCNCC1,785934875,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.66,0.017,39.5,1.2,95.8,98.2,93.9,0.22471,0.25268,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0653, CC=1NNC (=0) C1CCO, Z1259155959,0K: Mounted Clear,success,P 1,48 59 79 79 82
76,1.57,0.033,16.2,1.2,95.8,98.0,93.5,0.21914,0.24337,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0654,CC (OC=1C=CC (=CC1l)C=2C=CC=CC2)C(=0)0,2111782404,0K: Precipitated, success,P
1,48 59 80 79 81 75,1.46,0.017,33.4,0.5,92.7,91.7,85.9,0.22650,0.25274,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0655, NC (=0) CICCCN2C=CN=C12,721324853681,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.67,0.073,15.2,0.9,96.5,97.2,95.5,0.22984,0.26147,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0656, CCN (CC)C=1C=CC=C (0)C1,722856434814,0K: Mounted Clear,success,P 1,49 59 80
79 81 75,1.71,0.017,34.3,0.7,95.8,98.4,94.9,0.22009,0.25043,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0657,COC=1C=C (NC (=0)C)C(0OC)=CC1C1,7226968795,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.73,0.027,25.1,0.9,96.0,98.4,95.1,0.22949,0.26344,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0658, COC=1C=CC=C2NC (=0) CCCC12,721507502062,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.71,0.022,31.0,0.8,96.1,98.5,94.9,0.22125,0.25245,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0659, CCNC=1C=CC (C#N)=CN1,Z219104216,0K: Mounted Clear, success,P 1,49 59 79 79
81 75,1.63,0.038,26.1,1.1,96.2,96.3,94.7,0.23463,0.26577,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0660, CC (=0) NC=1C=CC=CC10CC=2C=CC=CC2,7226365442,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.49,0.029,19.7,0.4,93.5,91.2,91.0,0.23066,0.25908,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0661,CCLCN (CCO1)C (=0) C=2C=NC=CN2,7212851096,0K: Crystalline, success,P 1,49 59
80 79 81 75,1.69,0.081,17.5,1.0,96.7,97.9,95.0,0.22832,0.25878,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0662,CS (=0) (=0)NC=1C=CC (CN)=CC1l,7426041412,0K: Crystalline,success,P 1,48 59 80
79 82 75,1.58,0.053,17.2,1.2,96.1,98.5,93.7,0.21459,0.24130,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0663,CNCLCCCN (C1=0) C=2C=CC=CC2,721212984951,0K: Bad Dispense,success,P 1,49 59
80 79 81 75,1.54,0.064,14.9,1.2,95.7,96.5,93.5,0.22776,0.25315,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0664,0C1ICN (C1)C (C=2C=CC=CC2)C=3C=CC=CC3,721741964527,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.71,0.024,23.3,0.5,94.6,95.4,94.9,0.22513,0.25815,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0665, CC (=0) C=1C=CC=C (NC (=0) N2CCOCC2)C1,2274555794,0K: Mounted Clear, success, P
1,49 59 80 79 81 75,2.21,0.077,9.9,3.4,97.0,98.3,95.5,0.23251,0.27302,None,None,P 1,1 -
Analysis Pending, None
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NUDT5A-x0666, 0OC (=0) CCN1CCCCC1,253115945,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0667,0CCN1CCOCC1,722856434843,0K: Mounted Clear,success,P 1,49 59 80 79 81
75,1.58,0.061,16.2,1.0,96.2,98.3,94.3,0.22887,0.25523,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0668,CN (C) CC=1C=CC (C#N)=CC1,72856434815,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.50,0.050,13.5,0.6,94.3,93.2,91.8,0.23336,0.25961,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0669,CNCLCCCCC1S (=0) (=0)C,21259161657,0K: Mounted Clear,success,P 1,49 60 79 79
81 75,1.47,0.021,27.5,0.4,86.6,93.4,73.1,0.24633,0.28092,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0670,CC (=0)N1C[CQH] (O)C[C@@H]1C(=0)0,21824511473,0K: Crystalline,success,P 1,47
59 80 80 83 78,1.77,0.030,18.7,0.7,93.0,93.0,94.4,0.29032,0.32422,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0671,C1CC1C2=NOC (=N2) C3CCNC3,72177153697,0K: Mounted Clear, success,P 1,49 60 79
79 80 75,1.62,0.027,27.1,1.1,95.8,95.1,93.5,0.26661,0.30935,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0672,COC=1C=CC=2SC (N)=NC2C1,721954800564,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.61,0.042,17.8,1.1,95.8,97.3,93.5,0.22460,0.25333,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0673, CN1C=C (OC=2N=CN=CC2C1)C=N1,721918536193,0K: Mounted Clear, success,P 1,48 59
80 79 82 76,1.66,0.025,22.3,0.5,87.7,92.1,94.8,0.22838,0.26438,0.21860,0.25494,P 1,6 -
Deposited, 5Q0K7

NUDT5A-x0674,CN (CCC#N) S (=0) (=0)C=1C=CC(C)=CC1,2Z45515569,0K: Precipitated, success,P 1,48
59 80 79 81 75,1.79,0.016,32.1,0.8,90.9,94.6,88.7,0.21778,0.25263,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0675,CCCC (=0) NC=1N=NN (CC)N1,2z57475877,0K: Bad Dispense,success,P 1,48 59 80 79
81 75,1.54,0.014,34.3,0.5,93.7,93.1,94.0,0.22507,0.25457,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0676,CC (=0) NCCC=1C=CC=CC1C,252314092,0K: Crystalline,success,P 1,49 59 80 79 81
75,1.80,0.025,21.4,0.7,87.2,91.8,94.1,0.24850,0.28925,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0677,CC(C)C(N)C1=NC(C)=N0O1,7Z1267773566,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.77,0.040,17.2,0.9,94.4,93.3,94.2,0.23554,0.26586,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0678, CCC1=NC=C (CNC) S1,71267773633,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0679,CCLCN (CCCIN) S (=0) (=0)C,21346370629,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0680, OC (=0) CN1CCC (CC1) C=2C=CC=CC2,72287148438,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.50,0.029,21.6,0.4,94.6,94.9,92.9,0.23481,0.26082,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0681, CCNCC1=CN (C)N=N1,71271660837,0K: Mounted Clear, success,P 1,49 59 80 79 81
75,1.71,0.016,41.3,1.1,95.4,97.8,94.2,0.23159,0.26170,0.22690,0.25997,P 1,6 -
Deposited, 5QK8
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NUDT5A-x0682,CCN (CCO) C=1C=CC (N)=CC1,Z72752989138,0K: Precipitated, success,P 1,49 59 80 79
81 75,1.64,0.030,20.3,1.1,96.3,98.3,94.4,0.22656,0.25312,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0683,NC (=0) C=1C=NC (=NC1)C(F) (F)F,Z1745658474,0K: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0684,NC (=0) CICCC(F) (F)CC1,71526748660,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0685, COC=1C=CC=2C=NNC (=0) C2C10C,Z72102895082,0K: Precipitated, success,P 1,49 59
80 79 81 75,1.56,0.022,29.9,0.7,91.5,94.8,94.2,0.23017,0.26285,0.21635,0.25113,P 1,6 -
Deposited, 50K9

NUDT5A-x0686,CC (=0) NC=1C=CC=C (C (=0)0)C1C,Z2364368134,0K: Crystalline, success,P 1,47 59
80 80 83 77,1.53,0.017,31.6,0.5,93.0,92.6,93.6,0.23773,0.26887,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0687, CNC (=0) C=1C=CC (=CC1) S(=0) (=0)N,Z165170770,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0688, NC (=0) C=1C=NN (CCO)C1,21562205518,0K: Crystalline,success,P 1,49 59 79 79
81 75,1.66,0.036,22.5,1.1,96.4,98.6,94.5,0.23018,0.25841,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0689,CC=1C=C (F)C=CC1CS (=0) (=0)N, 721849009686, 0K: Mounted Clear, success,P 1,49 59
80 79 81 75,1.60,0.023,32.6,1.0,95.7,97.1,93.4,0.22620,0.25161,0.22627,0.25359,P 1,3 -
In Refinement,None

NUDT5A-x0690, CNS (=0) (=0)C=1C=CC=C(C)C1F,21639162606,0K: Mounted Clear,success,P 1,49 59
80 79 81 75,1.76,0.028,21.0,0.7,93.6,93.3,95.2,0.22959,0.26492,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0691,NC=1C=C (C=CC1N2CCCCC2)C(F) (F)F,256792776,0K: Mounted Clear,success,P 1,49
59 80 79 81 75,1.47,0.022,24.8,0.6,92.4,89.3,87.7,0.22537,0.24778,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0692,CN1C=C (C(=0)N)C (=N1)C2CCCNC2,7Z2377835233,0K: Mounted Clear,success,P 1,49
60 79 79 81 75,1.55,0.017,31.4,0.5,92.9,91.3,94.3,0.24738,0.28278,0.24754,0.28630,P 1,6
- Deposited, SQKA

NUDT5A-x0693,CCLl=CN=C (S1)N2CCNCC2,21741975423,0K: Crystalline,success,P 1,49 59 79 79
81 75,1.46,0.036,17.7,0.5,93.1,94.0,86.3,0.23567,0.26511,0.23588,0.26615,P 1,3 - In
Refinement, None

NUDT5A-x0694,CC=1C=CC(CS (=0) (=0)N)=CC1F,21703168683,0K: Mounted Clear, success,P 1,48 59
79 79 82 76,1.61,0.056,13.4,1.1,96.1,98.5,93.9,0.21927,0.24598,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0695, CCCN1IN=NN=C1NC (=0) C2=CC=C02,7257446103,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.64,0.059,14.6,1.1,96.6,98.1,95.0,0.22872,0.25645,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0696,CC (=0) NC=1C=CC (OC (=0) N2CCCC2)=CC1,72274555566,0K: Bad Dispense, success, P
1,49 59 79 79 81 75,1.77,0.026,20.1,0.7,94.7,94.1,95.0,0.23079,0.26611,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0697, CNS (=0) (=0)CC=1C=C(C)ON1,Z763030030,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.59,0.071,21.8,1.1,96.4,98.7,94.8,0.23351,0.25936,0.23397,0.26097,P 1,3 - In
Refinement, None
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NUDT5A-x0698, CC1=CC (=NO1) C2CCCN2S (=0) (=0)C,2319891284,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.90,0.017,24.8,0.6,77.3,95.1,57.7,0.22161,0.27020,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0699, CC1=NC (CN2C=CC (C)=CC2=0)=CS1,21134990241,0K: Mounted Clear,success,P 1,48
59 79 79 82 76,1.49,0.018,32.2,0.5,93.8,94.0,91.3,0.22418,0.25052,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0700,CN (CLCCCCCC1)S (=0) (=0)C,2216450634,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.99,0.045,9.5,1.3,97.0,97.6,95.5,0.24522,0.28730,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0701,CC1=NN(C)C(C)=CINC(=0)CC#N,Z1688504114,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0702,CC=1C=CC=C (C1)C (=0)N2CCC(CC2)C(=0)N,232400357,0K: Mounted Clear, success,P
1,49 59 79 79 81 75,1.63,0.052,11.6,0.8,94.9,93.5,95.0,0.23287,0.26444,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0703,CN (C(=0)C)C=1C=CC=NC1,721203252645,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.72,0.025,30.1,0.7,96.1,98.3,95.3,0.22412,0.25725,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0704, COCC (=0) NC=1C=CC=CC1,7Z31504642,0K: Mounted Clear,success,P 1,49 60 79 79
81 75,1.61,0.047,13.2,0.5,95.1,95.2,94.5,0.24974,0.28508,0.24748,0.28650,P 1,0 - All
Datasets, None

NUDT5A-x0705,COCC (=0) NC1=NC (=CS1)C=2C=CC=CC2,7262645406,0K: Precipitated, success,P 1,49
59 79 79 81 75,1.59,0.072,16.8,1.1,96.3,98.4,94.5,0.23749,0.27037,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0706, 0=C (N1CCOCC1)C2=CSN=N2,272741055844,0K: Mounted Clear,success,P 1,49 59 79
79 81 75,1.63,0.044,16.8,1.1,96.0,98.2,94.0,0.22876,0.25809,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0707,CCNCLICCN (CC1)C=2C=CN=CC2,722065616520,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0708,CN1C=C (C(=0)0)C (=N1)C=2C=CN=CC2,7Z815264062,0K: Mounted Clear, success,P
1,48 59 80 79 82 76,1.60,0.046,18.2,1.1,95.7,98.3,94.3,0.22127,0.24488,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0709,COC=1C=CC=NC1C#N, Z1955122823,0K: Mounted Clear,success,P 1,48 59 79 79 82
76,1.49,0.042,15.1,0.4,85.2,92.7,91.3,0.22582,0.25799,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0710,CN(C)C(=0)C1(CC1)C(=0)0,71874937335,0K: Mounted Clear, success,P 1,49 59 80
79 81 75,1.63,0.051,8.1,0.6,87.5,93.3,94.4,0.21952,0.24989,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0711,CC (=0)NCC1=NC=CN1,Z1203191681,0K: Mounted Clear,success,P 1,49 59 79 79 81
75,1.67,0.030,21.8,0.8,93.2,94.1,93.7,0.23635,0.27194,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0712,CN (C) CCN1C (=0) C=2C=CC=CC2C1=0,722856434895,0K: Mounted Clear, success,P 1,49
59 80 79 81 75,1.45,0.081,20.7,1.2,94.2,98.5,82.4,0.23461,0.25966,0.23341,0.26048,P 1,3
- In Refinement, None

NUDT5A-x0713,CC (0) C (=0)NCC=1C=CC=CN1,71551688335,0K: Mounted Clear,success,P 1,46 58 79
80 84 78,1.70,0.018,31.9,0.5,92.5,91.0,94.8,0.31231,0.35944,None,None,P 1,1 - Analysis
Pending, None
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NUDT5A-x0714,CCOC=1N=CC=CC1C(=0)N,Z272156568,0K: Mounted Clear, success,P 1,47 59 80 80
83 77,1.70,0.037,20.7,1.1,96.4,98.2,95.5,0.23100,0.26206,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0715,CN (C)CC1=CC=C(01)C(=0)0,2359352902,0K: Crystalline,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0716,CNC=1N=CC=NC1C#N, Z1896597864,0K: Crystalline,success,P 1,48 59 79 79 82
76,1.63,0.061,18.4,1.1,96.5,98.5,94.8,0.21956,0.24763,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0717,CCC (=0) NCC1=NN=C2CCCCN12,7438067480,0K: Mounted Clear,success,P 1,48 59 80
79 82 76,1.62,0.015,36.8,0.8,94.1,97.0,90.2,0.22527,0.24973,None,None,P 1,1 - Analysis
Pending, None

NUDT5A-x0718, CC (=0)NCC1 (CCOCC1l)C=2C=CC=CC2,72384468096,0K: Mounted Clear,success,P 1,49
59 79 79 81 75,1.45,0.059,15.4,0.3,93.2,94.2,84.7,0.23409,0.26179,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0719,CCC=1C=CC (=CC1l)C=2N=C (N) SC2C, Z248847639,0K: Bad Dispense,success,P 1,48 59
79 80 82 76,1.58,0.063,17.3,1.1,96.1,97.1,94.3,0.22788,0.24710,None,None,P 1,1 -
Analysis Pending,None

NUDT5A-x0720, NNC (=0) C=1C=CC (OCC=2C=CC=CC2)=CC1,258982727,0K: Precipitated, success,P
1,48 59 79 79 81 75,1.57,0.032,23.7,1.5,95.6,94.7,93.5,0.22497,0.25152,None,None,P 1,1
- Analysis Pending,None

NUDT5A-x0721,COC=1C=CC (=CC1l)C (N)C=2C=CC=CC2,72574937229,0K: Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , , None,None,None,1 - Analysis
Pending, None

NUDT5A-x0722,CN (C) C=1N=CN=C2SC(C)=C(C)C12,231222641,0K: Mounted Clear, success,P 1,49 59
79 79 81 75,1.56,0.042,23.4,0.3,94.3,94.3,93.6,0.23114,0.26442,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0723,0C=1N=CC (NC2CCCCC2)=C(0O)N1,2z57283017,0K: Mounted Clear,success,P 1,49 59
79 79 81 75,1.75,0.099,15.1,0.9,96.1,96.4,94.6,0.25440,0.29469,None,None,P 1,1 -
Analysis Pending, None

NUDT5A-x0724,0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2,7Z44592329,0K: Crystalline:No
comment, success,P 1,48 59 79 79 82
76,2.19,0.020,20.3,1.3,97.0,98.5,95.8,0.22814,0.26847,,,P 1,1 - Analysis Pending,

NUDT5A-x0725, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment :No
comment, success,P 1,48 59 79 80 82
76,1.84,0.025,20.0,1.2,95.5,19.8,95.3,0.23221,0.26321,,,P 1,1 - Analysis Pending,

NUDT5A-x0726, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,49 59 79 79 81 75,2.05,0.091,8.0,1.2,97.1,97.4,95.3,0.23312,0.27134,,,P 1,1 -
Analysis Pending,

NUDT5A-x0727,0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,244592329,0K: No comment:Normal, success, P
1,49 59 79 79 81 75,1.90,0.074,11.5,1.1,96.5,95.9,95.4,0.23357,0.26379,,,P 1,1 -
Analysis Pending,

NUDT5A-x0728, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:Normal, success, P
1,48 59 80 79 82 76,1.90,0.012,37.6,0.9,95.7,98.3,94.1,0.23117,0.26179,,,P 1,1 -
Analysis Pending,

NUDT5A-x0729, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,244592329,0K: No comment:Normal,success, P
1,49 59 79 79 81 76,1.80,0.010,39.3,1.1,96.0,77.8,94.9,0.22744,0.25483,,,P 1,1 -
Analysis Pending,
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NUDT5A-x0730, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 79 79 81 76,1.96,0.018,28.6,1.4,97.0,95.9,95.9,0.21546,0.24695,,,P 1,1 -
Analysis Pending,

NUDT5A-x0731, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,244592329,0K: No comment:Normal,success, P
1,48 59 79 80 82 76,2.09,0.014,32.7,0.9,96.2,98.8,95.0,0.23913,0.28597,,,P 1,1 -
Analysis Pending,

NUDT5A-x0732,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,744592329,0K: No comment:Normal, success, P
1,49 59 80 79 81 75,2.16,0.039,10.5,1.0,97.0,99.0,95.9,0.23959,0.27964,,,P 1,1 -
Analysis Pending,

NUDT5A-x0733, 0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2,Z44592329,0K: No comment:Cracked, success, P
1,48 59 79 79 82 76,2.05,0.019,30.1,2.0,95.7,98.7,94.5,0.23348,0.26945,,,P 1,1 -
Analysis Pending,

NUDT5A-x0734,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,244592329,0K: No comment:Normal, success, P
1,48 59 79 79 82 76,1.88,0.010,70.6,1.1,96.0,98.2,94.8,0.22506,0.25302,,,P 1,1 -
Analysis Pending,

NUDT5A-x0735, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,244592329,0K: No comment:Normal, success, P
1,49 59 79 79 81 75,1.81,0.028,36.4,1.2,96.8,97.8,95.8,0.22753,0.25630,,,P 1,1 -
Analysis Pending,

NUDT5A-x0736, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Normal, success, P
1,48 59 80 79 82 76,2.38,0.010,21.7,1.0,95.3,97.7,95.2,0.24206,0.29263,,,P 1,1 -
Analysis Pending,

NUDT5A-x0737,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,244592329,0K: No comment:Normal, success, P
1,49 59 80 79 81 75,1.84,0.018,22.4,1.2,95.0,13.2,95.3,0.23661,0.27353,,,P 1,1 -
Analysis Pending,

NUDT5A-x0738, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,244592329,0K: No comment:Normal,success, P
1,49 60 80 73 75 75,2.14,0.094,1.6,0.8,96.7,97.2,96.0,0.67134,0.68142,,,P 1,1 -
Analysis Pending,

NUDT5A-x0739,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,744592329,0K: No comment:Normal, success, P
1,49 59 80 79 81 75,2.12,0.032,19.5,1.0,97.1,99.5,96.2,0.23732,0.27400,,,P 1,1 -
Analysis Pending,

NUDT5A-x0740,CCLCCOC1C (=0) NC2=CN=NS2,21827602749,0K: No comment:Normal, success,P 1,48
59 79 80 82 77,1.89,0.035,27.4,1.2,96.6,99.1,95.6,0.22200,0.25082,,,P 1,1 - Analysis
Pending,

NUDT5A-x0741,COC (=0) [CA@H] 1C[CRE@H] (O)CN1C (=0)C2=CC=C02,721614545742,0K: No
comment :Cracked, success,P 1,48 59 79 80 81
76,1.98,0.037,15.7,1.2,96.8,98.9,95.1,0.23066,0.26420,,,P 1,1 - Analysis Pending,

NUDT5A-x0742,0=C (C1CC1)N2CCN (CC2)C(=0)C3=CC=C03,7232327641,0K: No comment:Cracked, Failed
- unknown, None, None, None, None, None, None, None, None, None, , ,,,,,

NUDT5A-x0743,CNLCCN (CC1)C (=0)C=2C=CC(F)=C(F)C2,22856434829,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
76,1.79,0.020,28.7,1.3,96.2,97.7,94.9,0.21882,0.24513,,,P 1,1 - Analysis Pending,

NUDT5A-x0744,CCICN (C(C)CO1)C (=0)C=2C=NSN2,72768399682,0K: No comment:Cracked, success, P
1,49 59 78 79 81 75,1.87,0.012,30.3,1.2,96.1,98.8,95.2,0.25971,0.29910,,,P 1,1 -
Analysis Pending,

NUDT5A-x0745,CC1=NC (C (=0)N2CCCC2)=C(C)S1,7Z21497321453,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 81
76,1.96,0.093,14.2,1.0,96.3,93.3,95.0,0.28421,0.32832,,,P 1,1 - Analysis Pending,
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NUDT5A-x0746,CN (CC1CCOC1)C=2N=CN=CC2C1,21787627869,0K: No comment:Normal, success,P 1,47
59 79 80 82 76,1.65,0.035,30.1,1.2,96.4,97.1,95.3,0.22227,0.24872,,,P 1,1 - Analysis
Pending,

NUDT5A-x0747,CCNC (=0) C1=CNN=N1, Z755044716,0K: No comment:Cracked, success,P 1,48 59 79
80 82 76,1.77,0.016,26.8,1.0,96.4,97.2,95.3,0.22548,0.25637,,,P 1,1 - Analysis Pending,

NUDT5A-x0748,CC=1C=C (ON1)C (=0) NC=2C=CN (C)N2,7Z240297434,0K: No comment:Normal, success,P
1,48 59 79 80 81 76,1.76,0.040,27.8,1.1,96.6,97.7,95.7,0.22571,0.25156,,,P 1,1 -
Analysis Pending,

NUDT5A-x0749,CCN1C=C (CNC (=0) C=2C=CC=NC2)C=N1,7275181224,0K: No
comment :Cracked, success,P 1,48 59 79 80 82
76,1.88,0.060,25.2,1.2,96.7,97.6,95.9,0.22486,0.25802,,,P 1,1 - Analysis Pending,

NUDT5A-x0750, CCCC1=NN=C (NC (=0) C=2C=CC=CN2) S1,252425517,0K: No comment:Normal, success,P
1,48 59 79 80 82 76,1.63,0.025,29.5,1.0,95.9,94.7,93.2,0.22306,0.24564,,,P 1,1 -
Analysis Pending,

NUDT5A-x0751, COC (=0) CNC (=0) C=1C=C(C)ON1, Z375990520,0K: Precipitated:No
comment, success,P 1,48 59 79 80 81
76,1.73,0.013,50.6,1.0,96.3,98.1,95.3,0.22123,0.24695,,,P 1,1 - Analysis Pending,

NUDT5A-x0752,CCL=NN (CC=2C (C)=NOC2C)C(=0)S1,7Z21899842917,0K: Precipitated:No
comment, success,P 1,51 61 83 79 81
76,3.04,0.053,6.6,0.6,97.3,97.6,97.3,0.30641,0.36368,,,P 1,1 - Analysis Pending,

NUDT5A-x0753, COC (=0) C=1C=CC=C (NS (=0) (=0)C)C1,7224758179,0K: No comment:Normal, success,P
1,48 59 79 80 82 76,1.80,0.026,29.4,1.2,96.4,97.1,95.3,0.21770,0.25002,,,P 1,1 -
Analysis Pending,

NUDT5A-x0754,C1CN (C1l) C=2N=CN=C3N=CNC23,72373221060,0K: No comment:Normal,success,P 1,49
60 80 79 82 76,2.10,0.064,7.2,1.1,96.3,98.5,94.9,0.23165,0.26665,,,P 1,1 - Analysis
Pending,

NUDT5A-x0755, CC=1C=CC=C (NC=2N=CN=C3N (C)N=CC23)C1,Z56983806,0K: No
comment :Normal, success,P 1,48 59 79 80 82
77,1.85,0.024,23.3,1.1,95.7,98.9,95.0,0.21995,0.24870,,,P 1,1 - Analysis Pending,

NUDT5A-x0756,CC (C)N(C) C=1N=CN=C2N (C)N=CC12,7Z328695024,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
77,1.89,0.039,22.4,1.4,96.0,97.5,92.2,0.22919,0.26071,,,P 1,1 - Analysis Pending,

NUDT5A-x0757,CCLOCCN (C1C) C2=NC (C)=NS2,21439422127,0K: Bad Dispense:No comment, success,P
1,48 59 79 80 82 76,1.74,0.043,23.9,0.9,96.2,97.1,95.8,0.22585,0.25543,,,P 1,1 -
Analysis Pending,

NUDT5A-x0758,CC(C)C (=0)NC=1IN=NN(C)N1,Z57292369,0K: No comment:Normal, success,P 1,48 59
79 80 82 76,2.28,0.039,23.8,5.4,96.4,92.6,94.7,0.20729,0.25008,,,P 1,1 - Analysis
Pending,

NUDT5A-x0759,CC1=NSC (=N1) N2CCCNCC2,21578665941,0K: Precipitated:No comment, success,P
1,48 59 79 80 82 76,1.76,0.030,29.6,1.0,96.4,96.9,95.7,0.22304,0.25469,,,P 1,1 -
Analysis Pending,

NUDT5A-x0760,CCN (CC)C1l=CC (C)=NC2=NC=NN12,7Z56791867,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
76,1.65,0.016,45.0,1.0,95.9,97.5,94.0,0.22789,0.25855,,,P 1,1 - Analysis Pending,

NUDT5A-x0761,CC (=0)N1ICCCC(C1)C(=0)N,7220816104,0K: No comment:Normal,success,P 1,48 59
79 80 81 76,2.06,0.035,17.0,1.3,96.4,98.5,95.1,0.22368,0.26139,,,P 1,1 - Analysis
Pending,
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NUDT5A-x0762, COC (=0) NC=1SC (C)=NC1C=2C=CC=CC2,72979145504,0K: No comment:Normal, success,P
1,49 59 79 80 81 76,1.98,0.028,19.8,1.0,96.6,99.0,94.6,0.23134,0.26347,,,P 1,1 -
Analysis Pending,

NUDT5A-x0763, CNC (=0) C1=CN=C (C) S1,2969560582,0K: No comment:Normal, success,P 1,48 59 79
79 81 76,1.67,0.016,36.6,1.0,96.0,96.6,94.3,0.22703,0.25309,,,P 1,1 - Analysis Pending,

NUDT5A-x0764,CC (C)C=1IN=CC(C1l)=C(N1)C(=0)N,Z906021418,0K: No comment:Normal,success, P
1,48 59 80 79 81 76,2.06,0.052,16.2,1.0,96.8,98.2,95.8,0.26614,0.30504,,,P 1,1 -
Analysis Pending,

NUDT5A-x0765, CNC=1N=CC=C (OC)N1,Z281802060,0K: Bad Dispense:No comment,success,P 1,48 59
79 80 81 76,1.92,0.028,23.5,1.1,96.2,98.9,94.6,0.23272,0.26224,,,P 1,1 - Analysis
Pending,

NUDT5A-x0766,NC (=0) NICCN (CC1) C (=0)C2=CC=C02,2198194396,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.63,0.018,43.1,1.0,95.7,97.0,93.4,0.22738,0.25154,,,P 1,1 - Analysis Pending,

NUDT5A-x0767, [0O-]C (=0) C=1C=CC=CC10OC (F) (F)F,722856434778,0K: No comment:Cracked, success, P
1,48 59 79 80 82 76,1.95,0.011,45.5,1.2,95.9,98.7,94.3,0.22829,0.26041,,,P 1,1 -
Analysis Pending,

NUDT5A-x0768,CN (C) S (=0) (=0)C=1C(C)=NNC1C,Z94597856,0K: No comment:No comment, success,P
1,48 59 78 80 81 76,1.77,0.009,65.8,1.1,95.9,98.5,95.1,0.24150,0.27385,,,P 1,1 -
Analysis Pending,

NUDT5A-x0769, CC (N)C=1C=CC (=CC1)C=2C=NC=NC2,721696822287,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.79,0.013,40.2,1.1,95.8,98.1,94.6,0.22385,0.25322,,,P 1,1 - Analysis Pending,

NUDT5A-x0770, CC1=NNC (C)=C1C=2C=CC=CC2N,71270312110,0K: No comment:No comment, success,P
1,48 59 78 80 82 76,1.77,0.019,27.0,1.2,96.2,98.6,95.1,0.23276,0.26112,,,P 1,1 -
Analysis Pending,

NUDT5A-x0771,C1=CSC (=N1) C2=NN=CN2,Z2027049478,0K: No comment:No comment,success,P 1,48
59 79 80 82 76,1.67,0.014,31.7,1.0,95.9,98.2,94.3,0.22187,0.24967,,,P 1,1 - Analysis
Pending,

NUDT5A-x0772,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,244592329,0K: No comment:Normal,success, P
1,47 58 78 81 82 78,1.91,0.031,11.2,1.2,95.4,40.7,94.7,0.28660,0.32178,,,P 1,1 -
Analysis Pending,

NUDT5A-x0773,0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7Z44592329,0K: No comment:Normal, success,P
1,47 58 78 81 82 78,1.73,0.014,30.1,0.8,95.4,98.8,94.6,0.23523,0.26445,,,P 1,1 -
Analysis Pending,

NUDT5A-x0774,0=C (NC=1C=CC=CC1l)NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 80 82
77,1.88,0.056,14.7,1.0,96.4,97.4,94.2,0.22144,0.25362,,,P 1,1 - Analysis Pending,

NUDT5A-x0775, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 79 80 81 76,1.71,0.029,28.8,1.1,96.5,98.0,95.5,0.24552,0.27414,,,P 1,1 -
Analysis Pending,

NUDT5A-x0776, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment :No
comment, success,P 1,48 59 79 80 82
77,1.75,0.030,24.3,1.1,96.7,97.7,95.8,0.22342,0.25002,,,P 1,1 - Analysis Pending,

NUDT5A-x0777,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 78 80 82 77,1.81,0.027,28.0,1.4,96.8,97.8,95.6,0.22377,0.25374,,,P 1,1 -
Analysis Pending,
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NUDT5A-x0778, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 78 80 82 76,2.10,0.081,5.9,1.1,97.2,99.1,96.4,0.30999,0.34230,,,P 1,1 -
Analysis Pending,

NUDT5A-x0779, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
77,2.09,0.017,15.4,1.1,95.8,98.4,94.3,0.23741,0.27546,,,P 1,1 - Analysis Pending,

NUDT5A-x0780,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,744592329,0K: No comment:Cracked, success, P
1,48 59 78 80 81 76,1.77,0.020,28.6,1.0,96.0,98.7,95.0,0.24773,0.27790,,,P 1,1 -
Analysis Pending,

NUDT5A-x0781, 0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
77,1.74,0.010,54.6,1.1,95.9,98.5,95.0,0.22139,0.25034,,,P 1,1 - Analysis Pending,

NUDT5A-x0782, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment :No
comment, success,P 1,48 59 79 80 82
76,1.63,0.016,44.0,1.0,95.8,96.7,93.5,0.22096,0.24844,,,P 1,1 - Analysis Pending,

NUDT5A-x0783, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,47 58 78 81 82
77,1.72,0.015,35.7,1.0,96.2,99.2,94.9,0.22010,0.24708,,,P 1,1 - Analysis Pending,

NUDT5A-x0784,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 79 80 81 76,2.11,0.034,13.1,1.0,96.4,98.3,95.7,0.24468,0.28550,,,P 1,1 -
Analysis Pending,

NUDT5A-x0785, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
77,1.76,0.044,17.0,1.0,96.4,97.6,95.8,0.22918,0.26293,,,P 1,1 - Analysis Pending,

NUDT5A-x0786, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 80 81
77,2.09,0.058,19.6,1.1,97.2,98.7,96.1,0.23659,0.26742,,,P 1,1 - Analysis Pending,

NUDT5A-x0787,0=C (NC=1C=CC=CC1l)NC=2C=CC=NC2,7Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 80 82
77,1.95,0.018,28.2,1.1,96.7,98.2,96.0,0.22155,0.25220,,,P 1,1 - Analysis Pending,

NUDT5A-x0788, 0=C (NC=1C=CC=CC1l) NC=2C=CC=NC2,Z44592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
77,1.87,0.022,30.1,1.0,95.6,98.8,94.5,0.22258,0.25279,,,P 1,1 - Analysis Pending,

NUDT5A-x0789, 0O=C (NC=1C=CC=CC1) NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
77,1.79,0.021,20.8,1.1,95.9,99.0,94.6,0.22603,0.25512,,,P 1,1 - Analysis Pending,

NUDT5A-x0790, O=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.84,0.012,36.5,0.9,94.9,98.8,93.9,0.22983,0.25871,,,P 1,1 - Analysis Pending,

NUDT5A-x0791, 0O=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,47 58 78 81 82 78,2.23,0.076,6.3,1.6,97.3,96.9,95.6,0.23061,0.27135,,,P 1,1 -
Analysis Pending,

NUDT5A-x0792,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 79 80 82
76,2.00,0.033,16.6,1.3,96.5,98.1,95.1,0.22461,0.25770,,,P 1,1 - Analysis Pending,

NUDT5A-x0793, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 80 81
76,2.04,0.009,33.5,1.2,96.4,98.7,95.0,0.22120,0.25748,,,P 1,1 - Analysis Pending,



NUDT5A-x0794,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: Precipitated:No
comment, success,P 1,48 59 79 80 82
76,1.82,0.018,30.8,1.1,96.5,95.9,95.3,0.22056,0.24840,,,P 1,1 - Analysis Pending,

NUDT5A-x0795, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.92,0.025,19.2,1.3,96.1,99.0,94.2,0.22328,0.25559,,,P 1,1 - Analysis Pending,

NUDT5A-x0796, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 81 82
77,1.60,0.034,27.5,1.2,96.1,94.8,94.4,0.21896,0.24494,,,P 1,1 - Analysis Pending,

NUDT5A-x0797,0=C (NC=1C=CC=CC1l)NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 81 82
77,1.64,0.012,45.8,1.0,95.6,99.0,93.5,0.22250,0.24791,,,P 1,1 - Analysis Pending,

NUDT5A-x0798, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 81 82
77,1.60,0.018,28.4,0.9,95.6,82.8,93.3,0.22244,0.24723,,,P 1,1 - Analysis Pending,

NUDT5A-x0799, 0=C (NC=1C=CC=CC1) NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,50 61 82 80 81 76,2.87,0.031,13.0,1.4,97.1,95.8,97.5,0.22943,0.30593,,,P 1,1 -
Analysis Pending,

NUDT5A-x0800, O=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:Cracked, success, P
1,48 59 79 80 82 76,1.77,0.014,30.8,0.9,96.1,98.3,95.3,0.21879,0.24820,,,P 1,1 -
Analysis Pending,

NUDT5A-x0801, O=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7244592329,0K: No comment:No
comment, success,P 1,48 59 78 80 82
76,1.77,0.010,56.6,1.1,95.6,98.7,94.6,0.22947,0.25780,,,P 1,1 - Analysis Pending,

NUDT5A-x0802, 0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7Z44592329,0K: Bad Dispense:No
comment, success,P 1,48 59 78 80 82
77,1.76,0.038,27.9,1.2,96.5,97.5,95.8,0.22051,0.25032,,,P 1,1 - Analysis Pending,

NUDT5A-x0803,0=C (NC=1C=CC=CC1)NC=2C=CC=NC2,7Z44592329,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.73,0.013,32.8,1.0,95.8,98.4,95.1,0.22126,0.25058,,,P 1,1 - Analysis Pending,

NUDT5A-x0804, CNC (=0) C1=CN=C (C)S1,2969560582,0K: No comment:No comment, success,P 1,48 59
78 80 82 77,1.83,0.026,34.1,1.2,96.9,97.1,95.7,0.22184,0.25367,,,P 1,1 - Analysis
Pending,

NUDT5A-x0805,CC (C)C=1IN=CC(Cl)=C(N1)C(=0)N,Z906021418,0K: No comment :No
comment, success,P 1,47 58 78 81 82
78,1.71,0.040,14.9,0.8,96.2,93.1,95.5,0.23157,0.26137,,,P 1,1 - Analysis Pending,

NUDT5A-x0806, CNC=1N=CC=C (OC)N1,Z281802060,0K: No comment:No comment,success,P 1,48 59
79 80 82 77,2.08,0.021,23.6,1.2,96.2,98.5,94.6,0.24050,0.28379,,,P 1,1 - Analysis
Pending,

NUDT5A-x0807,NC (=0)NICCN (CC1)C (=0)C2=CC=C02,7198194396,0K: No comment:Cracked, success, P
1,49 59 79 80 81 76,1.82,0.010,41.9,1.1,96.0,98.7,94.6,0.23435,0.26771,,,P 1,1 -
Analysis Pending,

NUDT5A-x0808, [O-]C (=0) C=1C=CC=CC10OC (F) (F)F,Z22856434778,0K: No comment:Jelly, success,P
1,48 58 78 81 82 77,1.62,0.014,37.2,1.0,95.4,97.8,93.0,0.22127,0.24996,,,P 1,1 -
Analysis Pending,

NUDT5A-x0809,CN (C) S (=0) (=0)C=1C(C)=NNC1C,Z94597856,0K: No comment:No comment, success,P
1,48 59 78 81 82 77,1.72,0.015,39.1,1.0,95.2,98.9,94.7,0.22049,0.24922,,,P 1,1 -
Analysis Pending,
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NUDT5A-x0810, CC (N)C=1C=CC (=CC1)C=2C=NC=NC2,721696822287,0K: No comment:No
comment, success,P 1,48 59 78 80 81
76,2.03,0.022,25.4,1.2,96.4,98.9,94.6,0.23921,0.27734,,,P 1,1 - Analysis Pending,

NUDT5A-x0811, CC1=NNC (C)=C1C=2C=CC=CC2N,Z1270312110,0K: No comment:No comment, success,P
1,48 58 78 81 82 77,1.61,0.015,40.3,0.9,95.6,96.8,93.1,0.22216,0.24712,,,P 1,1 -
Analysis Pending,

NUDT5A-x0812,C1=CSC (=N1) C2=NN=CN2,7Z2027049478,0K: No comment:No comment,success,P 1,47
58 78 81 82 78,1.60,0.014,47.3,0.9,95.8,97.8,93.9,0.22507,0.25349,,,P 1,1 - Analysis
Pending,

NUDT5A-x0813,CNC=1N=CC=CN1,7254628578,0K: No comment:No comment,success,P 1,48 59 78 80
82 77,1.66,0.030,32.0,1.1,96.3,96.7,95.3,0.22650,0.25013,,,P 1,1 - Analysis Pending,

NUDT5A-x0814,CC (=0)NC1=CC (C)=NN1,2z239136710,0K: No comment:No comment,success,P 1,48 59
78 80 81 76,2.05,0.042,10.4,1.6,96.8,97.8,95.6,0.24662,0.27928,,,P 1,1 - Analysis
Pending,

NUDT5A-x0815, CCNC (=0) N1ICCN (CC1)C(=0)C,Z44590919,0K: No comment:No comment, success,P
1,48 59 78 80 82 77,1.61,0.015,41.3,1.0,95.7,96.4,93.5,0.22619,0.25331,,,P 1,1 -
Analysis Pending,

NUDT5A-x0816, CCNC=1C=CC (C)=NN1,Z1267773786,0K: No comment:No comment,success,P 1,48 59
79 80 81 76,1.65,0.014,48.0,1.0,95.8,98.3,94.1,0.24554,0.26912,,,P 1,1 - Analysis
Pending,

NUDT5A-x0817,CC=1C=CC(C(=0)N)=C(F)C1,721343633025,0K: No comment:No comment,success, P
1,48 59 79 80 81 76,1.74,0.021,27.4,1.1,95.8,98.7,94.8,0.22213,0.24877,,,P 1,1 -
Analysis Pending,

NUDT5A-x0818,CN1C=C (OC=2N=CN=CC2C1)C=N1,21918536193,0K: No comment:Jelly,success,P 1,48
59 78 80 82 77,1.82,0.025,16.4,1.1,96.6,98.6,95.4,0.22438,0.25640,,,P 1,1 - Analysis
Pending,

NUDT5A-x0819, CCNCC1=CN (C)N=N1,721271660837,0K: No comment:No comment, success,P 1,48 58
78 81 82 78,1.56,0.016,44.9,1.0,95.4,98.3,93.3,0.22065,0.24281,,,P 1,1 - Analysis
Pending,

NUDT5A-x0820, COC=1C=CC=2C=NNC (=0) C2C10C,2102895082,0K: No comment:No comment, success,P
1,48 58 78 81 82 78,1.55,0.015,41.0,1.1,95.5,98.5,93.3,0.22480,0.24646,,,P 1,1 -
Analysis Pending,

NUDT5A-x0821,CN1C=C(C(=0)N)C (=N1)C2CCCNC2,72377835233,0K: No comment:No
comment, success,P 1,48 58 78 81 82
77,1.62,0.013,47.1,1.1,95.7,98.9,93.1,0.22065,0.24391,,,P 1,1 - Analysis Pending,

NUDT5A-x0822,CC1CCOC1C (=0) NC2=CN=NS2,71827602749,0K: No comment:No comment,success, P
1,49 60 79 80 82 76,2.44,0.036,6.3,1.3,97.1,98.7,95.9,0.23837,0.29917,,,P 1,1 -
Analysis Pending,

NUDT5A-x0823,COC (=0) [CA@H] 1C[CRE@H] (O)CN1C (=0)C2=CC=C02,721614545742,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.91,0.018,34.3,1.1,96.5,99.6,95.1,0.22388,0.25671,,,P 1,1 - Analysis Pending,

NUDT5A-x0824,0=C (C1CC1)N2CCN (CC2)C (=0)C3=CC=C03,7232327641,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.67,0.016,36.0,1.1,95.9,85.4,94.4,0.22906,0.25500,,,P 1,1 - Analysis Pending,

NUDT5A-x0825,CN1ICCN (CC1)C (=0)C=2C=CC(F)=C(F)C2,72856434829,0K: No comment:No
comment,Failed - low resolution,P 1,48 59 79 80 82
76,3.84,0.267,1.4,0.8,98.1,93.3,97.6,,/,,/1+
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NUDT5A-x0826,CC1ICN(C(C)CO1)C (=0)C=2C=NSN2,2768399682,0K: No comment:Jelly, success,P
1,48 59 79 80 81 76,1.93,0.021,29.9,1.4,96.9,97.6,95.3,0.22564,0.26005,,,P 1,1 -
Analysis Pending,

NUDT5A-x0827,CC1=NC (C (=0) N2CCCC2)=C(C)S1,21497321453,0K: No comment:No
comment, success,P 1,48 59 79 80 81
76,1.97,0.030,27.9,0.9,96.4,99.0,94.5,0.22838,0.26427,,,P 1,1 - Analysis Pending,

NUDT5A-x0828,CN (CC1CCOC1)C=2N=CN=CC2C1,71787627869,0K: No comment:No comment,success,P
1,48 59 79 80 81 76,1.79,0.035,24.3,1.0,96.8,97.9,95.2,0.23393,0.26295,,,P 1,1 -
Analysis Pending,

NUDT5A-x0829, CCNC (=0) C1=CNN=N1, Z755044716,0K: No comment:No comment, success,P 1,49 59
80 80 81 76,2.49,0.077,5.6,1.1,97.4,98.3,96.2,0.27275,0.32420,,,P 1,1 - Analysis
Pending,

NUDT5A-x0830,CC=1C=C (ON1)C (=0)NC=2C=CN (C)N2,7Z240297434,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.84,0.035,28.6,1.1,96.1,99.1,95.1,0.22502,0.25602,,,P 1,1 - Analysis Pending,

NUDT5A-x0831, CCN1C=C (CNC (=0) C=2C=CC=NC2)C=N1,7Z275181224,0K: No comment:No
comment, success,P 1,48 59 79 80 81
76,1.96,0.011,46.4,1.1,96.4,98.7,94.7,0.22632,0.26057,,,P 1,1 - Analysis Pending,

NUDT5A-x0832, CCCC1=NN=C (NC (=0) C=2C=CC=CN2) S1,7252425517,0K: No comment :No
comment, success,P 1,48 59 79 80 82
76,1.87,0.020,29.9,1.1,96.3,99.2,95.5,0.22883,0.26050,,,P 1,1 - Analysis Pending,

NUDT5A-x0833, COC (=0) CNC (=0) C=1C=C (C)ON1,72375990520,0K: No comment:No comment, success,P
1,48 59 79 81 82 77,1.74,0.021,26.5,0.9,96.0,98.8,94.9,0.21860,0.24952,,,P 1,1 -
Analysis Pending,

NUDT5A-x0834,CC1=NN (CC=2C (C)=NOC2C)C (=0)S1,21899842917,0K: No comment:No
comment, success,P 1,47 58 78 81 82
78,1.65,0.026,17.3,1.1,95.9,98.9,93.9,0.23141,0.25711,,,P 1,1 - Analysis Pending,

NUDT5A-x0835,COC (=0) C=1C=CC=C (NS (=0) (=0)C)C1,724758179,0K: No comment:No
comment, success,P 1,48 59 79 81 82
77,1.74,0.013,41.2,1.0,95.8,99.5,94.9,0.21938,0.24704,,,P 1,1 - Analysis Pending,

NUDT5A-x0836,C1CN (C1l)C=2N=CN=C3N=CNC23,72373221060,0K: No comment:Normal,success,P 1,48
59 79 80 82 76,1.83,0.011,27.7,1.1,96.3,98.8,95.1,0.21500,0.24703,,,P 1,1 - Analysis
Pending,

NUDT5A-x0837, CC=1C=CC=C (NC=2N=CN=C3N (C) N=CC23)C1,7256983806,0K: No comment :No
comment, success,P 1,48 59 78 81 82
77,1.81,0.028,26.3,1.1,96.3,97.4,95.2,0.22159,0.25178,,,P 1,1 - Analysis Pending,

NUDT5A-x0838,CC (C)N (C)C=1N=CN=C2N (C)N=CC12,72328695024,0K: No comment:Cracked, success,P
1,48 59 78 81 82 77,2.01,0.033,19.1,1.3,96.5,99.0,94.4,0.24356,0.28293,,,P 1,1 -
Analysis Pending,

NUDT5A-x0839, CC1OCCN (C1C)C2=NC (C)=NS2,721439422127,0K: No comment:Cracked, success,P 1,48
59 79 80 82 76,1.92,0.017,39.5,1.1,96.0,98.6,94.2,0.22576,0.26011,,,P 1,1 - Analysis
Pending,

NUDT5A-x0840,CC (C)C (=0)NC=1IN=NN(C)N1,757292369,0K: No comment:Cracked, success,P 1,48 59
79 80 82 76,1.78,0.017,40.5,1.2,96.4,98.5,95.0,0.22336,0.25375,,,P 1,1 - Analysis
Pending,

NUDT5A-x0841,CC1=NSC (=N1) N2CCCNCC2,71578665941,0K: No comment:No comment, success,P 1,48
59 79 80 82 76,1.72,0.026,39.8,1.2,96.6,98.2,95.8,0.22280,0.24852,,,P 1,1 - Analysis
Pending,
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NUDT5A-x0842,CCN (CC)C1=CC (C)=NC2=NC=NN12,7256791867,0K: No comment:No comment, success,P
1,48 59 79 80 82 76,1.80,0.013,51.0,1.1,95.8,99.1,94.7,0.22712,0.25411,,,P 1,1 -
Analysis Pending,

NUDT5A-x0843,CC (=0)N1ICCCC(C1l)C(=0)N,Z220816104,0K: No comment:No comment, success,P 1,48
59 79 80 81 76,1.82,0.016,36.2,1.3,96.1,98.9,94.1,0.22875,0.25459,,,P 1,1 - Analysis
Pending,

NUDT5A-x0844,COC (=0) NC=1SC (C)=NC1C=2C=CC=CC2,72979145504,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.91,0.025,27.8,1.2,96.4,98.5,94.7,0.21988,0.25128,,,P 1,1 - Analysis Pending,

NUDT5A-x0845,CNC (=0) C1=CN=C (C)S1,2969560582,0K: No comment:Cracked, success,P 1,48 59 79
80 82 76,1.73,0.015,48.7,1.1,96.1,97.2,95.0,0.22637,0.25328,,,P 1,1 - Analysis Pending,

NUDT5A-x0846,CC (C)C=1N=CC(C1l)=C(N1)C(=0)N,Z906021418,0K: No comment:No
comment, success,P 1,48 59 79 80 82
76,1.79,0.022,25.7,1.2,96.5,95.5,95.3,0.22533,0.25356,,,P 1,1 - Analysis Pending,

NUDT5A-x0847,CNC=1N=CC=C (OC)N1,Z281802060,0K: No comment:No comment,success,P 1,48 59
79 80 81 76,1.92,0.017,27.7,1.5,96.8,97.8,95.4,0.22626,0.25959,,,P 1,1 - Analysis
Pending,

NUDT5A-x0848, NC (=0)NICCN (CC1)C (=0)C2=CC=C02,7198194396,0K: No comment:No
comment, success,P 1,48 59 79 80 81
76,1.83,0.014,41.3,1.1,95.6,98.9,94.5,0.23641,0.26920,,,P 1,1 - Analysis Pending,

NUDT5A-x0849, [0O-]C (=0) C=1C=CC=CC10OC(F) (F)F,722856434778,0K: No comment:No comment,Failed
- unknown, None, None, None, None, None, None, None, None,None, , , ,,,,

NUDT5A-x0850,CN (C) S (=0) (=0)C=1C(C)=NNC1C,Z94597856,0K: No comment:No comment, success,P
1,48 59 79 80 81 76,1.77,0.012,50.9,1.2,96.2,98.8,94.5,0.22267,0.25096,,,P 1,1 -
Analysis Pending,

NUDT5A-x0851, CC (N)C=1C=CC (=CC1)C=2C=NC=NC2,721696822287,0K: No comment:No
comment, success,P 1,48 59 78 80 82
77,1.92,0.015,32.2,1.0,96.6,98.7,95.3,0.21910,0.25382,,,P 1,1 - Analysis Pending,

NUDT5A-x0852, CC1=NNC (C)=C1C=2C=CC=CC2N,71270312110,0K: No comment:No comment, success,P
1,48 59 78 80 82 77,2.09,0.015,25.6,1.0,96.2,98.9,95.3,0.22627,0.26396,,,P 1,1 -
Analysis Pending,

NUDT5A-x0853,C1=CSC (=N1) C2=NN=CN2,Z2027049478,0K: No comment:No comment, success,P 1,48
59 79 80 82 76,1.71,0.026,30.1,1.0,96.7,98.3,95.8,0.22334,0.25039,,,P 1,1 - Analysis
Pending,

NUDT5A-x0854,CNC=1N=CC=CN1,7254628578,0K: No comment:No comment, success,P 1,48 59 79 80
82 76,1.81,0.011,61.9,1.1,95.9,98.8,94.5,0.22778,0.25694,,,P 1,1 - Analysis Pending,

NUDT5A-x0855, CC (=0)NC1=CC (C)=NN1,7239136710,0K: No comment:No comment, success,P 1,48 59
79 80 82 77,1.78,0.028,23.7,1.4,96.7,98.1,95.9,0.21783,0.24529,,,P 1,1 - Analysis
Pending,

NUDT5A-x0856, CCNC (=0) NICCN (CC1)C(=0)C,Z44590919,0K: No comment:Cracked, success,P 1,48
59 78 80 82 77,1.71,0.025,28.3,0.9,96.6,97.7,95.7,0.22625,0.25330,,,P 1,1 - Analysis
Pending,

NUDT5A-x0857, CCNC=1C=CC (C)=NN1,Z1267773786,0K: No comment:No comment,success,P 1,48 59
79 80 81 76,1.69,0.015,46.9,1.1,95.9,97.5,94.3,0.23118,0.25633,,,P 1,1 - Analysis
Pending,

95



NUDT5A-x0858,CC=1C=CC(C(=0)N)=C(F)C1,21343633025,0K: No comment:No comment,success, P
1,48 59 79 80 82 76,1.80,0.013,42.8,1.2,96.1,98.9,94.6,0.22539,0.25596,,,P 1,1 -
Analysis Pending,

NUDT5A-x0859, CN1C=C (OC=2N=CN=CC2C1)C=N1,721918536193,0K: No comment:No comment, success,P
1,49 60 80 79 81 76,2.14,0.014,27.0,0.9,96.6,98.6,95.6,0.21414,0.25921,,,P 1,1 -
Analysis Pending,

NUDT5A-x0860,CCNCC1=CN(C)N=N1,271271660837,0K: No comment:No comment,success,P 1,48 59
79 80 81 76,1.70,0.016,44.7,1.0,96.2,97.7,95.2,0.22320,0.25050,,,P 1,1 - Analysis
Pending,

NUDT5A-x0861, COC=1C=CC=2C=NNC (=0) C2C10C,72102895082,0K: No comment:No comment, success,P
1,48 59 79 80 82 76,1.94,0.013,32.8,1.1,96.2,98.7,94.5,0.22126,0.25717,,,P 1,1 -
Analysis Pending,

NUDT5A-x0862,CN1C=C (C(=0)N)C (=N1)C2CCCNC2,72377835233,0K: No comment:No
comment, success,P 1,49 59 79 79 81
76,1.92,0.034,32.2,0.8,96.7,98.4,95.7,0.24424,0.28113,,,P 1,1 - Analysis Pending,
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SGC Dataset —- NUDT7A (csv format)

CrystalName, CompoundSMILES, CompoundCode,MountingResult,DataCollectionOutcome, DataProces
singSpaceGroup, DataProcessingUnitCell, DataProcessingResolutionHigh, DataProcessingRmerge
Low,DataProcessingIsigLow, DataProcessingIsigHigh, DataProcessingCompletenessOverall, Data
ProcessingCompletenessLow, DataProcessingCompletenessHigh, DimpleRcryst, DimpleRfree, Refin
ementRcryst, RefinementRfree, RefinementSpaceGroup, RefinementOutcome, Deposition PDB ID

NUDT7A-x0091, None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.08,0.025,56.2,1.4,99.1,96.8,97.5,0.19833,0.23044,0.19833,0.23044,p 3 2 1,1 -
Analysis Pending,None

NUDT7A-x0092, None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.93,0.069,23.4,1.7,98.7,97.8,93.6,0.21438,0.24036,0.21438,0.24036, 3 2 1,1 -
Analysis Pending, None

NUDT7A-x0093, None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.71,0.057,25.9,1.5,97.9,99.1,99.9,0.21709,0.28345,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0094, None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.08,0.033,44.4,0.1,99.3,96.8,92,0.19159,0.22091, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0095,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.28,0.015,114,1.8,99.9,95.8,99.4,0.17532,0.21088,None,None, None, 1 - Analysis

Pending, None

NUDT7A-x0096,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2,0.026,58.7,1.1,94.4,96.1,100,,,None,None,None, 1 - Analysis Pending,None

NUDT7A-x0097, None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.4,0.041,47.7,3.1,99.9,99.7,100,0.19947,0.24665,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0098, None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.04,0.017,86.8,1,96.2,96.7,99.7,0.20615,0.24865,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0099, None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.95,0.022,85.9,2.6,99.8,97.3,98.3,0.18486,0.21472,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0100,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.44,0.004,34.3,2.6,99.8,94.8,97.7,0.18148,0.22484,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0101,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.71,0.023,60.6,1.3,98.8,98.3,100,0.20269,0.22901,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0102,None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.95,0.023,81.8,2.6,99.9,97.4,98.4,0.18752,0.21793,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0103,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.47,0.034,53,2.4,99.7,94.6,97.3,0.17342,0.21688,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0104, None, None, None, success, P 3 2 1,127 127 41 90 90
120,1.94,0.026,62.6,2.5,99.5,96.9,94.4,0.19281,0.22239,None,None, None, 1 - Analysis

Pending,None
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NUDT7A-x0105,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.17,0.05,35.5,1.3,100,99.5,100,0.22254,0.26849,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0107, None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.18,0.02,83.6,2.2,99.8,96.4,98.1,0.17914,0.21349, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0108, None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.96,0.03,63.1,2.7,99.9,97.3,99.1,0.17524,0.20172,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0109, None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.62,0.034,65.5,2.4,99.9,98.5,98.9,0.1875,0.21051, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0110, None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.81,0.033,52.7,1.2,100,99.4,100,0.1865,0.21251, None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0111, None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.44,0.087,15.2,1.8,100,99.2,100,0.2086,0.24951, None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0112,None, None,None, success, P 3 2 1,125 125 41 90 90
120,2,0.018,91.2,2.1,99.7,97.2,96.8,0.18395,0.21527,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0113,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.02,0.032,62.5,2.3,99.9,96.7,99.5,0.17736,0.20476,None,None, None, 2 - PANDDA
model, None

NUDT7A-x0114,None, None,None, success, P 3 2 1,125 125 41 90 90
120,1.88,0.039,57.2,2.4,99.8,97,98.2,0.18078,0.2108,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0115,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.29,0.023,75.4,1.9,99.8,95.5,98.6,0.17929,0.21995,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0116,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.95,0.027,67.7,2.6,99.9,97.3,99.4,0.17673,0.20656,None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0118, COC (=0)Nclnnc (sl1l)CC2CCCC2,FMOPL000243a,None, success,P 3 2 1,126 126 41 90
90 120,1.8,0.023,65,1.5,97.7,97.9,100,0.20985,0.23892,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0119,COclcc (ccclN)Nc2ceccee2, FMOPL000626a,None, success,P 3 2 1,125 125 41 90 90
120,1.77,0.02,87.9,2.4,99.8,98,97.6,0.18353,0.21179,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0120,CCclccc (ccl)NC (=0)c2cncen2, FMOPL000244a,None, success,P 3 2 1,124 124 41 90
90 120,2.88,0.027,39.3,1.8,99.7,98.7,99.6,0.16231,0.22544,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0121,CCclc(c(onl)C)C(=0)Nc2cc(on2)C,FMOPL000245a,None, success,P 3 2 1,126 126 41
90 90 120,1.84,0.026,66.1,1.5,98.4,95.7,100,0.20285,0.22548,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0122,C[C@QH] (Cclccc(ccl)O) [NH+] (C)C, FMOPL000138a,None, success,P 3 2 1,125 125 41

90 90 120,1.7,0.029,73.1,2.4,99.8,98,98.1,0.18825,0.21264,0.18881,0.19166,P 3 2 1,3 - In
Refinement, None
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NUDT7A-x0123,Cclccc(sl)C(=0)Nc2cccecc20C, FMOPL000247a, None, success,P 3 2 1,125 125 41 90
90 120,2.46,0.026,57.1,1.4,99.9,90.8,100,0.17002,0.2125,0.17002,0.21250,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0124,clcc(scl)C[NH2+]Cc2ccncc?2, FMOPL000139%a,None, success,P 3 2 1,125 125 41 90
90 120,2.01,0.012,137.7,2.4,99.9,96,99,0.18628,0.21775,0.18628,0.21775,»p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0125,CC (=0)clcccc(cl)NC (=0)N2CCOCC2, FMOPL000248a,None, success,P 3 2 1,125 125 41
90 90 120,1.98,0.015,115.3,2.2,99.9,96.8,98.7,0.17594,0.20235,0.18092,0.18379,P 3 2 1,3
- In Refinement, None

NUDT7A-x0126,clcc (c2c(cl)c3c([nH]2)CCCC3)C#N, FMOPL000140a, None, success,P 3 2 1,125 125
41 90 90 120,2.28,0.035,46.4,1.1,99.9,89.8,100,0.17709,0.22017,0.17709,0.22017,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0127,clcc (ccclN2CCN(CC2)C (=0)C3CC3) F,FMOPL000249a,None, success,P 3 2 1,125 125
41 90 90 120,2.01,0.02,89.2,2.2,99.9,97.1,99.4,0.1739,0.20525,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0128,CclccccclCNe2nnnn2C, FMOPL000143a, None, success,P 3 2 1,125 125 41 90 90
120,2.54,0.025,65.5,2.6,99.8,94.4,98.4,0.16427,0.20763,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0129,C[CRQH] (C(=0) [0-]1)0Oclccc (ccl)c2ccecec?2, FMOPL000250a, None, success,P 3 2 1,125
125 41 90 90 120,2.45,0.021,77.1,2,99.9,94.8,99.2,0.17086,0.21515,0.17775,0.22737,P 3 2
1,3 - In Refinement,None

NUDT7A-x0130,CCC (=0)Nclccc (ccl) S (=0) (=0)N, FMOPL000O141a,None,success,P 3 2 1,126 126 41
90 90 120,1.87,0.06,30.1,1.5,100,99.8,100,0.23747,0.26861,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0131,clccc2c(cl) [nH]c (n2)NC (=0)C3CCCCC3,FMOPL000251a,None, success,P 3 2 1,125
125 41 90 90 120,2.55,0.023,77.4,2.1,99.7,94,96.8,0.16082,0.20176,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0132,clccc (ccl)OCC (=0)N2CCNC (=0) C2, FMOPL000730a,None, success,P 3 2 1,126 126 41
90 90 120,1.82,0.02,103.2,2.3,99.9,97.9,99.4,0.19375,0.22009,0.20057,0.23315,p 3 2 1,3
- In Refinement, None

NUDT7A-x0133,clc(c(=0) [nH]c (=0) [nH]1)N2CCCCC2, FMOPL000665a,None, success,P 3 2 1,126 126
41 90 90 120,1.98,0.036,53,2.6,99.9,97.2,98.6,0.17769,0.21037,0.17769,0.21037,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0135,Cclccc (ccl)CC(=0)NC[C@@H]2CCCO2,FMOPL000530a,None, success,P 3 2 1,125 125
41 90 90 120,2.34,0.029,46,1.7,98.4,99,99.8,0.21112,0.26033,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0136,C1CCC(C1)C (=0)N2CCNC (=0)C2,FMOPL000699%a,None, success,P 3 2 1,126 126 41 90
90 120,1.7,0.036,66.1,2.5,99.8,98,98,0.18981,0.21619,0.18981,0.21619,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0137,C[NH+]1CCC[C@H] (C1)0OC (=0) c2ccco2, FMOPL000668a,None, success,P 3 2 1,125 125
41 90 90 120,1.94,0.034,61.4,1.4,100,99.6,100,0.20123,0.23144,0.20123,0.23144,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0138, COC (=0)NCclcc2cc (ccc2[nH]1)Cl, FMOPL000405a,None, success,P 3 2 1,125 125 41
90 90 120,1.99,0.017,85.3,1.4,99.8,99.8,100,0.18688,0.21871,0.18688,0.21871,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0139,CCnlc2cccce2nclNC (=0)C, FMOPL000521a,None, success,P 3 2 1,125 125 41 90 90

120,2.43,0.062,28.8,1.3,99.9,98.6,100,0.17233,0.20952,None, None, None, 1 - Analysis
Pending, None
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NUDT7A-x0140,Cclccc (C[NH2+]CC(C)0O)sl,FMOPL0O00693a,None, success,P 3 2 1,125 125 41 90 90
120,1.91,0.034,62.5,2.4,99.9,97.6,99.4,0.18422,0.2159,0.19182,0.22359,P 3 2 1,6 -
Deposited, 50GG

NUDT7A-x0141,COCC (=0)NCcl[nH]c2cccece2nl, FMOPL000672a, None, success,P 3 2 1,124 124 41 90
90 120,2.6,0.029,59.8,2.4,99.9,93.7,99.4,0.1578,0.19981,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0142,CCOC (=0)Nclc(ccsl)C(=0)N,FMOPL0O00386a,None, success,P 3 2 1,125 125 41 90 90
120,1.91,0.023,75.5,2.1,99.9,97.2,98.6,0.18033,0.20832,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0143,COclccc (ccl)CNC (=0)c2csnn2, FMOPL000527a,None, success,P 3 2 1,125 125 41 90
90 120,1.95,0.02,88.6,2.4,99.8,97.3,97.5,0.17845,0.20956,0.17845,0.20956,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0144,clccc (ccl)CNC (=0)c2ccce (¢c2) F, FMOPL0O00727a,None, success,P 3 2 1,126 126 41
90 90 120,2.45,0.025,78.1,2,99.7,94.8,96.2,0.17116,0.21338,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0145,Cclcccc2clnec (s2)NC (=0)0C, FMOPL0O00395a, None, success,P 3 2 1,125 125 41 90 90
120,2.14,0.032,58.2,2.5,99.9,96.6,98.5,0.17665,0.2081, None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0146,clcc (scl)CCNC (=0)C2CCCCC2, FMOPL000523a,None, success,P 3 2 1,126 126 41 90
90 120,2.17,0.021,81.6,2,99.9,96.4,99.4,0.18123,0.21168,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0147,CCC (CC)C(=0)Nclnccsl, FMOPL000695a,None, success,P 3 2 1,124 124 41 90 90
120,2.91,0.026,57.8,2.3,99.4,91.2,93.8,0.15257,0.20248,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0148,CC1 (C[CQH] (CCO1) [NH2+]Cc2ccc(cc2)0)C,FMOPL0O00676a,None, success,P 3 2 1,126
126 41 90 90 120,1.97,0.029,48.7,1.5,95.5,97,94.6,0.23779,0.27081,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0149,CCC(C(=0)Nclcconl)clcccecel, FMOPL000420a,None, success,P 3 2 1,126 126 41 90
90 120,1.82,0.031,71.9,2.8,99.9,97.6,99.1,0.18147,0.21158,0.19267,0.21668,P 3 2 1,6 -
Deposited, 50GH

NUDT7A-x0150, C[NH+]1CCN (CC1l)C (=0)c2ccc3cc[nH]c3c2, FMOPL000532a,None, success,P 3 2 1,126
126 41 90 90 120,1.75,0.028,65.2,2,99.8,97.9,97.7,0.19051,0.21654,0.19051,0.21654,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0151,Cclcc(c(c(cl)C)NC(=0)C0OC)C,FMOPL000710a,None, success,P 3 2 1,126 126 41 90
90 120,1.95,0.026,86.5,3.4,99.8,97.1,98.4,0.18646,0.21539,0.19332,0.22358,p 3 2 1,6 -
Deposited, 50GI

NUDT7A-x0152,clcc (ocl)C (=0)N2CCN (CC2)C (=0)N, FMOPL0O00O670a,None, success,P 3 2 1,125 125 41
90 90 120,2.44,0.033,52.4,2.4,99.7,94.8,96.9,0.16875,0.21094,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0153,CCclccc(sl)C(=0)NCc2cnn (c2)C,FMOPL000421a,None, success,P 3 2 1,125 125 41
90 90 120,2.06,0.018,92.4,2.7,99.9,96.9,99.2,0.17232,0.20372,0.17232,0.20372,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0154,CC (C)NC (=0) clccc (ccl)NC (=0)NC, FMOPL000525a, None, success,P 3 2 1,126 126 41
90 90 120,1.75,0.029,74,2.4,99.8,98.1,97.9,0.18832,0.21576,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0155,CCCC (=0)NclccecnelCl, FMOPL000O696a, None, success,P 3 2 1,125 125 41 90 90

120,1.98,0.028,66.8,2.4,99.9,97.3,98.9,0.17907,0.21091,0.17907,0.21091,p 3 2 1,2 -
PANDDA model, None
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NUDT7A-x0156,C1CCC2 (CC1)OC[C@@H] (O2)C[NH+]3CCCCC3, FMOPL000674a,None, success,P 3 2 1,126
126 41 90 90 120,1.79,0.027,70.4,1.9,99.7,97.9,96.5,0.18672,0.21396,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0157,CCC (=0)Nclnnc (sl)c2ccncc?2, FMOPL000403a,None, success,P 3 2 1,126 126 41 90
90 120,1.85,0.036,64.5,2.6,99.9,97.4,98.8,0.18828,0.22159,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0158,C1C[C@H] (CC=C1)C[NH+]2CCC(CC2)C(=0)N, FMOPL000333a,None, success,P 3 2 1,126
126 41 90 90 120,1.96,0.06,39.6,1.5,99.9,99.6,100,0.18953,0.22163,0.18953,0.22163,P 3 2
1,2 - PANDDA model,None

NUDT7A-x0159,CCC (CC)C(=0)NclccecececlO, FMOPL0O00706a,None, success,P 3 2 1,126 126 41 90 90
120,1.95,0.024,76.2,2.6,99.7,97,96.5,0.18528,0.21879,0.18734,0.21436,P 3 2 1,6 -
Deposited, 50GJ

NUDT7A-x0160,CC (=0)Nclccc2c(cl)nsn2, FMOPL000664a,None, success,P 3 2 1,124 124 41 90 90
120,3.23,0.088,10.2,1.5,99.9,93.9,100,0.18179,0.24681,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0161,clcc(cc(cl)Cl)C(=0)Nc2ccon?2, FMOPL0O00399a,None, success,P 3 2 1,126 126 41 90
90 120,2.88,0.052,30.7,1.7,99.8,98.1,100,0.15864,0.2041,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0162,CCOclccc (ccl)C[NH+]2CCC (CC2)0,FMOPL000353a,None, success,P 3 2 1,125 125 41
90 90 120,2.46,0.038,56.6,2.3,99.9,94.8,99.9,0.16668,0.20765,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0163,COclccceclOC (=0) C2CCCC2, FMOPL000721a,None, success,P 3 2 1,125 125 41 90 90
120,1.8,0.016,111.5,2.9,99.9,97.8,99.4,0.18179,0.20828,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0166,CSclnnc (sl1l)NC (=0)c2ccco2, FMOPL0O00708a,None, success,P 3 2 1,125 125 41 90 90
120,1.94,0.026,64.5,2.4,99.7,97.3,97,0.19614,0.22176,0.19614,0.22176,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0168,C[CQQH] (clccc (ccl)N2CCOCC2) [NH3+], FMOPL000390a,None, success,P 3 2 1,126 126
41 90 90 120,2.02,0.021,86.2,2.7,100,97.1,99.8,0.17765,0.20907,0.17765,0.20907,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0170,CCCC (=0)Nclnnc(sl)SC,FMOPL0O00697a,None, success,P 3 2 1,126 126 41 90 90
120,1.87,0.021,70.9,1.6,99.7,97.3,96.1,0.18604,0.21846,0.18604,0.21846,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0171,C[NH+]1CCC[C@H] (C1)0OC(=0)c2cccc(c2)F,FMOPL000678a,None, success,P 3 2 1,126
126 41 90 90 120,2.02,0.016,106.3,2.3,99.8,96.7,98.1,0.17697,0.20831,None,None,None, 1 -
Analysis Pending,None

NUDT7A-x0172,clcc2c (cclCNC (=0) [CQ@H] 3CCCO03)0C02, FMOPL0O00436a, None, success,P 3 2 1,125
125 41 90 90 120,2.17,0.016,91.1,1.8,99.5,95.7,94.3,0.17402,0.20966,0.17948,0.17977,P 3
2 1,3 - In Refinement,None

NUDT7A-x0175,CN(C)clccc(ccl)CNn2cnnc?2,BDILV000151b, None, success,P 3 2 1,125 125 41 90 90
120,1.92,0.02,100.8,2.8,99.8,97,98.3,0.18125,0.21583,0.18125,0.21583,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0177,Cclc (nc (=0) [nH]nl)Nc2ccc (cc2)N(C)C,FMOPL0O00371a,None, success,P 3 2 1,124
124 41 90 90 120,2.83,0.022,77.6,1.9,99.7,91.5,96.6,0.15296,0.21558,None, None,None,1 -
Analysis Pending, None

NUDT7A-x0178,CN (clccc(ccl)C(=0)N) S (=0) (=0)C, FMOPL000142a,None,success,P 3 2 1,124 124 41

90 90 120,2.47,0.067,16.7,1.1,100,99.5,100,0.21447,0.27681,None,None,None, 1 - Analysis
Pending, None
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NUDT7A-x0179,CC(C)Sclnnc(sl)NC(=0)C,FMOPL000027a,None, success,P 3 2 1,126 126 41 90 90
120,1.75,0.027,75.6,2.2,99.6,97.8,94.5,0.18869,0.21503,0.18869,0.21503,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0181,C[NH+] (C)Cclccc (ccl)C#N, FMOPL000137a,None, success,P 3 2 1,124 124 41 90 90
120,3.4,0.038,25.5,1.7,88.3,98.8,66.8,0.17001,0.26116,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0182,CC(C) [NH+]1CCN(CC1l)c2ccc(cc2)0,FMOPL000145a,None, success,P 3 2 1,126 126 41
90 90 120,1.8,0.019,101.9,2.6,99.9,97.9,98.9,0.18449,0.21241,0.18449,0.21241,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0184,COC (=0) clcccecclNC (=0) N2CCCC2, FMOPL000253a,None, success,P 3 2 1,123 123 41
90 90 120,3.29,0.025,58.2,1.8,99.6,86.7,96.6,0.14766,0.22704,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0185,CC(C)C(=0)Nclnnc(sl) [CRRH]2CCCO2, FMOPL000144a,None, success,P 3 2 1,125 125
41 90 90 120,1.91,0.023,83.1,2.3,99.8,97.2,98,0.18317,0.21065,0.18317,0.21065,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0186,clcc2c (cclc3cec[nH]n3)0CO2, FMOPL000029%a,None, success,P 3 2 1,124 124 41 90
90 120,2.38,0.027,75.9,2.3,99.5,94.9,94.4,0.17577,0.20899,0.17577,0.20899,Pp 3 2 1,2
PANDDA model, None

NUDT7A-x0187,CN (CCclcccenl)C (=0)c2ccececc?2, FMOPL000254a, None, success,P 3 2 1,124 124 41 90
90 120,2.99,0.042,44.2,1.3,99.4,89,93.6,0.1595,0.24192,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0189,CCN (CC) S (=0) (=0)clccc(ccl)C,FMOMB000142b, None, success,P 3 2 1,126 126 41 90
90 120,1.8,0.024,60.5,1.4,99.1,98,100,0.19843,0.22488,0.19843,0.22488,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0191,COclccc(ccl) [CRRH] (C(=0) [O-]) [NH3+], FMOPL000076a,None, success,P 3 2 1,125
125 41 90 90 120,2.36,0.029,48.7,1.1,99.5,99.3,99.9,0.19905,0.25311,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0192, CNC (=0) Nclnc2ccc (cc2s1)0OC, FMO3D000631b, None, success,P 3 2 1,125 125 41 90
90 120,2.31,0.026,64.1,1.6,99.4,94.9,93.5,0.18645,0.22693,None,None,None,1l - Analysis
Pending, None

NUDT7A-x0193,clccc (ccl)CC2CCN(CC2)C (=0) CC#N, FMOPL000256a, None, success,P 3 2 1,126 126 41
90 90 120,1.87,0.025,59.2,1.1,98.6,97.5,99.9,0.20802,0.24005,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0195, COC (=0) clccc (ccl)NC (=0)C(F) (F)F,FMOPL000149a,None, success,P 3 2 1,124 124
41 90 90 120,2.97,0.047,40.3,1.5,99.5,90.4,95.3,0.1629,0.21421,None, None, None, 1 -
Analysis Pending,None

NUDT7A-x0196,clccc (ccl)CC[NH+]2CCC(CC2)0,FMOPL0O00030a,None, success,P 3 2 1,126 126 41 90
90 120,2.28,0.019,89.3,0,99.5,95.6,94.1,0.18102,0.21927,0.18102,0.21927,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0197,clccc(ccl)c2cec (cc2)NC (=0)N, FMOPL000257a, None, success,P 3 2 1,126 126 41 90
90 120,3.02,0.074,16.7,1.8,95.7,91.6,99.6,0.27887,0.32941,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0198,Cclc (=0)n (c(nnl)Nc2ccccc20C)N, FMOPL000049%a, None, success,P 3 2 1,126 126 41
90 90 120,2.01,0.021,81.5,1.9,99.7,97.2,96.7,0.18495,0.21576,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0199,Cclc (nc2c(nl)c(nc(n2)N)OC(C)C)C,FMOPL000147a,None, success,P 3 2 1,126 126

41 90 90 120,2.15,0.044,34.1,0.6,98.9,96.5,86.2,0.18946,0.21964,None,None,None,1 -
Analysis Pending, None
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NUDT7A-x0200,CS (=0) (=0)N (CC (=0)N)ClCcCCCCl,FMOPL0O00032a,None,success,P 3 2 1,126 126 41
90 90 120,1.97,0.02,86.7,2,99.8,96.9,97.2,0.18295,0.21376,0.18295,0.21376,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0201, CCC (=0)NC (=S)N1CCCc2clcccec?2, FMOPL000148a, None, success,P 3 2 1,126 126 41 90
90 120,1.83,0.018,101.6,2.3,99.9,97.8,99.1,0.19463,0.22689,0.19463,0.22689,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0202,CC (=0)Nclcc(cc(cl)C(=0)N)C (=0)N,FMOPL0O00034a,None, success,P 3 2 1,125 125
41 90 90 120,2.55,0.024,54.7,1.4,99.8,98.4,100,0.16519,0.21282,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0203,clccc (ccl)N(CCC#N)CC,FMOPL000540a,None, success,P 3 2 1,127 127 41 90 90
120,2.44,0.032,41.4,1.3,99.7,96,100,0.18694,0.23144,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0205,CC(C) (CO)NC (=0)Nclccc(cecl)Cl,FMOPL0O00033a,None, success,P 3 2 1,126 126 41
90 90 120,1.94,0.022,68.7,1.2,99.7,96.9,96.8,0.18533,0.21923,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0206, clcc (ccclCCC (=0) [0-])c2ccc (cc2)0,FMOPL000151a,None, success,P 3 2 1,124 124
41 90 90 120,3.14,0.027,57.1,1.4,99.1,89,91.9,0.18152,0.24266,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0207,Cclccc (ccl)CC (=0)Nc2nces2, FMOPL000037a,None, success,P 3 2 1,126 126 41 90
90 120,2.38,0.028,61.8,2.1,99.4,94.8,93.4,0.1815,0.21816,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0208,CC1 ([CRQRH] (SC (=S)N1C)NO)C, FMOPL000152a,None, success,P 3 2 1,126 126 41 90
90 120,2.02,0.024,84,2.8,99.9,97.1,98.9,0.18587,0.21577,0.18587,0.21577,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0209,clccc(ccl)c2cecsc2, FMOPL0O00153a, None, success,P 3 2 1,126 126 41 90 90
120,2.31,0.025,77.1,1.8,99.5,95.1,94.5,0.18237,0.22168,None, None, None, 1 N Analysis
Pending, None

NUDT7A-x0210, C[NH+] (Cclcccccel)Cc2ccccc2, FMOPL0O00036a, None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.018,94.5,2.4,99.8,97.3,97.6,0.18102,0.2135,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0211,Cclccc (cclO)NC (=0) c2cccc (c2)F, FMOPL000756a,None, success,P 3 2 1,126 126 41
90 90 120,2.28,0.022,79.2,2.7,99.5,95.8,93.9,0.17043,0.20498,0.17043,0.20498,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0212,CS (=0) (=0)N1CC[NH+] (CC1l)Cc2ccco2, FMOPL000340a,None, success,P 3 2 1,125 125
41 90 90 120,2.69,0.021,77.3,2.2,99.6,92.4,95.8,0.15843,0.2089, None, None, None, 1 -
Analysis Pending,None

NUDT7A-x0213,CN(C)clccc (ccl)NCc2cccecc20, FMOPL000682a, None, success,P 3 2 1,126 126 41 90
90 120,2.62,0.043,31,0.9,97.1,98.3,94.8,0.27606,0.31785,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0214,clccc(c(cl)C(=0)N)NC (=0)C[NH+]2CCCC2,FMOPL000365a,None, success,P 3 2 1,125
125 41 90 90 120,2.7,0.078,26.3,1.9,99.6,93.2,97.9,0.20429,0.26175,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0215,clcc(c(ncl)Cl)C(=0)Nc2nc[nH]n2, FMOPL0O00712a,None, success,P 3 2 1,126 126 41
90 90 120,1.96,0.032,50,1.4,97.2,99.3,99.8,0.21076,0.24475,None,None,None,1 - Analysis

Pending, None

NUDT7A-x0216,Cnlnc (nnl)NC (=0)c2ccc(cc2)F,FMOPL0O00673a,None, success,P 3 2 1,124 124 41 90
90 120,3.66,0.048,33.4,2.9,98.9,80.4,93.2,,,None,None,None,1 - Analysis Pending,None
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NUDT7A-x0217,CC(C)COclccc(ccl)C(=0)N2CCCC2, FMOPL000440a,None, success,P 3 2 1,126 126 41
90 90 120,1.95,0.026,84.6,2.5,99.9,97,99.1,0.18842,0.22033,0.19619,0.20007,P 3 2 1,3 -
In Refinement, None

NUDT7A-x0218,CclccccclOCC (=0)Nc2cececec?2, FMOPL000380a,None, success,P 3 2 1,126 126 41 90
90 120,2.02,0.021,91.2,2.3,99.7,97.1,98,0.19259,0.22295,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0219, clcnccclCNC (=0) CC#N, FMOPL000694a,None, success,P 3 2 1,125 125 41 90 90
120,2.19,0.029,51.4,1.5,99.9,91.8,100,0.17391,0.20376,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0220,Cclccc (ccl)Nc2c3cen[nH]c3ncn2, FMOPL000679%a,None, success,P 3 2 1,126 126 41
90 90 120,1.81,0.022,70,1.2,97.4,99.3,100,0.22226,0.2477,0.22733,0.25547,p 3 2 1,6 -
Deposited, 5QGK

NUDT7A-x0221,Cclc (ccol)C(=0)Nc2ccncc?2, FMOPL000393a, None, success,P 3 2 1,126 126 41 90 90
120,2.28,0.037,38.1,1.4,96,96.1,77.9,,,None,None,None,1 - Analysis Pending, None

NUDT7A-x0222,clccc(ccl)C(=0)Nc2ccc(cc2)C(=0)N,FMOPL000381a,None, success,P 3 2 1,126 126
41 90 90 120,2.32,0.027,67,1.9,99.4,95.2,93,0.18608,0.22799,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0223,clcc(cncl)C(=0)0Cc2ccc(cc2)Cl, FMOPL000726a,None, success,P 3 2 1,126 126 41
90 90 120,2.31,0.025,61.4,1.2,99.5,94.6,95,0.18718,0.22603,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0224,CCC (=0)0Cclcc2cc (ccc2[nH]cl=0)C,FMOPL000681a,None, success,P 3 2 1,126 126
41 90 90 120,3.47,0.339,8.8,3.7,100,98.8,100,0.16411,0.22719,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0225,clcc (ccclNC(=S)N)OC (F) (F)F, FMOPL000276a,None, success,P 3 2 1,126 126 41 90
90 120,2.3,0.04,61,0.6,96.7,98.6,93.3,0.27535,0.34037,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0226,CC1 (CC(CC(N1O) (C)C)NC(=0)N(C)C)C,FMOPL0O00350a,None, success,P 3 2 1,126 126
41 90 90 120,1.95,0.023,84,2.6,99.9,97.4,99,0.18418,0.21456,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0227,CC(C) (C)CC(=0)Nclccc(cclF)F,FMOPL0O00718a,None, success,P 3 2 1,126 126 41 90
90 120,2.46,0.029,59.1,2,98.8,94.5,95.6,0.17051,0.20738,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0228,clccc (ccl)C[NH2+] [C@H]2CS (=0) (=0)C=C2, FMOPL000666a, None, success, P 3 2
1,125 125 41 90 90
120,1.79,0.023,88.3,2.2,99.8,97.4,98.2,0.18134,0.21028,0.18134,0.21028,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0229,COclccc(ccl)C(=0)C2CC[NH2+]CC2, FMOPL000277a,None, success,P 3 2 1,126 126 41
90 90 120,1.77,0.018,108.6,2.5,99.9,97.5,99.1,0.18968,0.21512,0.18968,0.21512,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0230,clccc (ccl) SCC[NH+]2CCOCC2, FMOPL000323a,None, success,P 3 2 1,126 126 41 90
90 120,1.94,0.038,35.6,0.7,99.2,97.8,95.2,0.19743,0.22442,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0231,CclccccclOCC (=0)Nec2nceen2, FMOPL000757a,None, success,P 3 2 1,125 125 41 90
90 120,2.59,0.046,40.2,1.9,99.3,93,91.9,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0232,Cclcccc (cl)Nc2c3cnn (¢c3ncn2)C, PKTTA024495b,None, success,P 3 2 1,126 126 41

90 90 120,1.82,0.017,96.8,2.3,99.9,97.2,98.5,0.18254,0.20572,0.18254,0.20572,p 3 2 1,2
- PANDDA model,None
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NUDT7A-x0233,clccc(ccl)C(c2cccecc?) [NH+]3CC(C3)0, FMOPL0O00279a, None, success,P 3 2 1,126
126 41 90 90 120,2.79,0.072,39.1,1.6,99.3,91.8,92.4,0.23799,0.29951,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0234,Cclccc(c([nH+]1)CCc2ccc (cc2)0C) [0-],FMOPL000378a,None, success,P 3 2 1,126
126 42 90 90 120,2,0.026,59.8,1.6,99.1,97.7,100,0.20187,0.23644,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0235,Cclccc (c(cl)Q)NC (=0)c2cccecc2C, FMOPL000755a, None, success,P 3 2 1,126 126 41
90 90 120,2.29,0.02,93.9,2.3,99.8,95.7,98.4,0.17566,0.20875,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0236, COC (=0)N1ICCN (CC1l)c2ccc (cc2) F,FMOPL000423a,None, success,P 3 2 1,126 126 41
90 90 120,1.97,0.02,89,1.9,99.8,96.9,99.2,0.18658,0.21402,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0237,clccc(ccl)C(=0)N[C@H]2CS (=0) (=0)C=C2,FMOPL000671a,None, success,P 3 2 1,125
125 41 90 90 120,2.33,0.023,72.8,1.8,99.7,95.4,96.9,0.1782,0.21116,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0238,Cclcc (nc(nl)Nc2ccc(cc2)N)C,FMOPL0O00278a,None, success,P 3 2 1,125 125 41 90
90 120,2.84,0.026,65.6,2,99.8,91.8,98.7,0.15419,0.2002,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0239,clcc (ccclC[NH+]2CCOCC2)C(F) (F)F,FMOPL000345a,None, success,P 3 2 1,125 125
41 90 90 120,1.8,0.018,104.4,2.1,99.7,97.8,97.6,0.19468,0.22756,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0240,clccc(ccl)N2[CQRH]3CC[CQRRH] (02)C=C3,FMOPL000700a,None, success,P 3 2 1,126
126 41 90 90 120,2.33,0.023,81.1,2.1,99.8,95.5,97.7,0.17343,0.20661,None,None,None,1 -
Analysis Pending,None

NUDT7A-x0241,CCOC (=0) C[NH+]1CCS (=0) (=0)CC1l, FMOPL000O614a,None,success,P 3 2 1,126 126 41
90 90 120,1.82,0.026,50,1.3,97.5,98.3,100,0.20944,0.23325,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0242,clcnc (ncl)N2CCC(CC2)CO, FMOPL000274a,None, success,P 3 2 1,126 126 41 90 90
120,2.03,0.025,68.4,3.3,99.6,99.8,100,0.20269,0.23131,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0243,COclccc (cclO)C[NH+]2CCCCCC2, FMOPL0O00356a,None, success,P 3 2 1,126 126 41 90
90 120,1.94,0.021,95.8,1.7,99.8,96.7,98.4,0.19179,0.22035,0.19179,0.22035,p 3 2 1,2
PANDDA model, None

NUDT7A-x0244,CCclccccclNC (=0)c2c (nns2)C, FMOPL000736a,None, success,P 3 2 1,126 126 41 90
90 120,2.3,0.031,50.2,0.9,99.5,98.8,99.5,0.19052,0.23225,0.19052,0.23225,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0245,CCOC (=0) CICCN (CCl) c2ccc (cc2)N, FMOPL000615a, None, success,P 3 2 1,126 126 41
90 90 120,2.02,0.036,39.8,0.7,97.1,95.2,97.9,0.21987,0.24854,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0247,CC[C@H] (C#CC[NH+]1lCCCCC1l)OC (=0)C, FMOPL000337a,None, success,P 3 2 1,126 126
41 90 90 120,2.11,0.02,72.6,1.6,94.9,99.1,100,0.19147,0.2284,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0248,Cclccc (ccl)N2CCN (CC2)C (=0)N, FMOPL0O00723a,None, success,P 3 2 1,126 126 41 90
90 120,3.03,0.038,41.4,1.9,99.7,78.5,100,0.15314,0.20224,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0249,CCOC (=0)clcc2c ([nH]1)ccs2, FMOPL000613a,None, success,P 3 2 1,126 126 41 90

90 120,2.53,0.022,77.6,2.1,99.6,94.4,95.2,0.16096,0.20392,0.16096,0.20392,P 3 2 1,2
PANDDA model, None
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NUDT7A-x0251,CN (CCO) S (=0) (=0)clccc(ccl)N,FMOPL0O00328a,None, success,P 3 2 1,125 125 41 90
90 120,2.19,0.04,41,1.3,100,99.4,100,0.18378,0.21721,0.18378,0.21721,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0252,clcc (ccclN2CCN(CC2)C (=0)N)F, FMOPL0O0OO716a,None, success,P 3 2 1,124 124 41 90
90 120,2.66,0.023,67.2,2.1,99.7,93.2,96.9,0.15875,0.21001,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0253,clcc(scl)C[NH2+]Cc2ccc(cc2)0,FMOPL000619%a,None, success,P 3 2 1,125 125 41
90 90 120,2.01,0.023,69.2,1.9,99.8,96.4,98.6,0.18457,0.22179,0.18457,0.22179,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0254,COclcc (cc(cl0C)0C)C (=0) [0-],FMOPL0O00275a,None, success,P 3 2 1,125 125 41 90
90 120,2.27,0.019,81.1,3.6,99.6,95.8,95.4,0.19466,0.24422,0.20154,0.24945,p 3 2 1,6 -
Deposited, 50GL

NUDT7A-x0255,CC (=0)N1CCC(CC1) [NH2+]CCc2ccccc2, FMOPL000369%9a,None, success,P 3 2 1,125 125
41 90 90 120,2.53,0.052,34.8,1.3,100,99.2,100,0.17075,0.21559,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0256,C[CQRQRH] 1CCCCNI1C (=0) c2cnccn?2, FMOPL000391a, None, success,P 3 2 1,126 126 41 90
90 120,1.95,0.046,45.9,1.2,99.5,97.1,100,0.19115,0.22461,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0273,CC1l=NN=C2N1N=C (NC (C)CN (C)C)C3=CC=CC=C32,BD065150b, None, success,P 3 2 1,126
126 41 90 90 120,3.07,0.203,4.1,0.4,99.9,98.4,100,,,None,None,None,1 - Analysis
Pending, None

NUDT7A-

x0274,0=C1[C@]2(C) [CQ] (C2) (C(OCC)=0) [CRI3([H])CCC[CRE@]31[H],FM01072%a,None, success,P 3
2 1,126 126 41 90 90
120,3.12,0.03,44.3,1.1,90.6,85.6,91.5,0.30445,0.40384,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0276, [H] [CQ@]12[CRR] (C2) (C(OCC)=0) [CQA]3([H])CCC[C@R]3([H]) [CRRH] 1INCC4=CC=CC=C4,FM010693
a,None, success, P 3 2 1,125 125 41 90 90
120,2.14,0.027,62,1.2,98.2,95.5,100,0.20286,0.24414,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0278,C=C (C(OCC)=0)CC(C1l=CC=C(N(C)C)C=C1l)NC2=CC=C(0OC)C=C2,FM010696a,None, success,P 3 2
1,126 126 41 90 90

120,2.16,0.025,63.2,1.9,99.3,95.6,92.1,0.18506,0.21793,0.18506,0.21793,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0279,C=C (C (OCC)=0)CC (C1l=CC=CC=C1lF)NC2=CC=C (0C)C=C2,FM010697a,None, success,P 3 2
1,126 126 41 90 90 120,2.2,0.078,16.6,0.7,100,99.7,100,0.32985,0.36639,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0280, 0=C (N (C1=CC=C (OC)C=C1l)C (C2=CC=CC=C2)C3)C3=C,FM010699a, None, success,P 3 2
1,128 128 41 90 90 120,3.31,0.047,32.6,1.6,98,89.6,99.7,0.24032,0.31447,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0281,0=C1CC[CRR] (C) (CCC2=CC=C(0C)C=C2)C1,FM010700a,None, success,P 3 2 1,126 126
41 90 %0 120,2.02,0.023,73.5,1.5,97.7,97.1,100,0.19852,0.23167,None, None,None,1 -
Analysis Pending, None

NUDT7A-x0282,C[C@]1 (OC)0OC2=CC (N)=CC=C20[C@]1(C)0OC,FM010701a,None,success,P 3 2 1,126 126

41 90 90 120,1.97,0.015,97.4,2.3,99.8,96.8,97.6,0.18391,0.21139,0.18391,0.21139,P 3 2
1,2 - PANDDA model,None
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NUDT7A-x0283,0C (CCNC1=CC=NC (C2=NNC=C2)=N1)=0,KD001536b,None, success,P 3 2 1,125 125 41
90 90 120,2.06,0.044,43.6,1.4,99.5,96,100,0.22163,0.25193,0.22163,0.25193,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0284,S=C1C (0) =CC=CN1C, FM000368b,None, success,P 3 2 1,126 126 41 90 90
120,2.42,0.049,39.1,3.2,100,99.9,100,0.17952,0.22115, None, None, None, 1 - Analysis
Pending, None

NUDT7A-
x0285,0=C1CN=C (C2=CC=CC=C2C3=C (F) C=CC=C3)C4=CC (Cl)=CC=C4N1,BD067750b,None, success,P 3 2
1,126 126 41 90 90

120,2.02,0.025,69.7,2.6,99.9,99.8,100,0.19945,0.22642,0.19945,0.22642,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0286,COclccc (-c2cccccec2N2CCCC2=0)ccl,FM010686a,None, success,P 3 2 1,126 126 41 90
90 120,1.95,0.021,97.6,2.3,99.9,96.7,99.2,0.19314,0.22726,0.19198,0.22061,P 3 2 1,6 -
Deposited, 50GM

NUDT7A-x0287,CC (C=CC=C1)=C1C2=C (SC3=CC=CC=C3) N=CN=C2NCCO, PK010474b,None, success,P 3 2
1,126 126 41 90 90
120,1.83,0.017,103.2,2.7,99.9,97.5,99.5,0.18863,0.21622,0.18863,0.21622,p 3 2 1,2 -
PANDDA model, None

NUDT7A-

x0289,N#C[C@@] 1 (C2=CC=CC=C2) [C@RH] (C3=CN=CC=C3)NC4=CC=CC=C41,FM010704a,None, success,P 3
2 1,126 126 41 90 90
120,2.02,0.031,52.1,0.4,95,98.6,99.3,0.24909,0.27971,None, None,None, 1 - Analysis

Pending, None

NUDT7A-x0290,COC1=CC=C(C(C#N)N(C)C)C=C1,FM010705a,None, success,P 3 2 1,126 126 41 90 90
120,2.01,0.059,44.8,1.6,96.8,96.8,99.9,0.19483,0.22949,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0291, N#CC1CCOCCN1CC2=CC=CC=C2,FM010706a,None, success,P 3 2 1,126 126 41 90 90
120,1.77,0.025,76.7,1.1,99.7,95.6,100,0.19211,0.21747,0.19211,0.21747,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0292,N#C[C@Q@H] (N1CCC[C@H]1C (0OC)=0)C2=CC=CC=C2,FM010707a,None, success, P 3 2
1,127 127 41 90 90 120,2.7,0.031,54.6,1.5,98.6,93.3,88.4,0.2663,0.31808, None, None, None, 1
- Analysis Pending,None

NUDT7A-
x0293,0=C ([CQERH]1CCCN1 [C@H] (C#N) [CRQH] (NC(OC(C) (C)C)=0)C(C)C)0OC,FM010708a,None, success,
P 3 2 1,126 126 41 90 90

120,2.07,0.05,40.3,1.7,97.2,99.7,100,0.20271,0.23943,0.20271,0.23943,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0295, CN (C (C1=NNN=N1) C2=CC=CC=C2)C,FM010710a,None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.022,79.3,1.9,99.7,97,96.6,0.19249,0.2204,None, None, None, 2 - PANDDA
model, None

NUDT7A-

x0296,0=S ([C@H]1C[CRH] (C2=CC=CC=C2) NC3=CC=C (0C) C=C31) (C4=CC=CC=C4)=0,FM010711a,None, suc
cess, P 3 2 1,126 126 41 90 90
120,1.97,0.026,65.6,1.5,98.1,99.4,100,0.20568,0.23769, None,None, None, 1 - Analysis

Pending, None

NUDT7A-x0297,0=P (OCC) (OCC) C (CC (NC1=CC=C (0OC)C=Cl)C2=CC=CC=C2)=C,FM010712a,None, success, P
3 2 1,126 126 41 90 90
120,1.95,0.023,92.2,3.4,99.8,96.9,98.2,0.18398,0.21562,None,None, None, 1 - Analysis
Pending, None

107



NUDT7A-x0298,CC (NC1=CC(B(0)0)=CC(C(0)=0)=C1l)=0,FM010713a,None, success,P 3 2 1,127 127 41
90 90 120,2.32,0.038,41.6,1,99.3,94.5,91.1,0.17398,0.20396,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0299, 0=C (CC1=CC=CS1)NC2=CC (B (0)0)=CC(C(0)=0)=C2,FM010687a,None, success, P 3 2
1,126 126 41 90 90 120,1.95,0.03,71.1,3.3,99.9,97.4,99,0.19151,0.2173,0.19234,0.21118,P
32 1,6 - Deposited, 50GN

NUDT7A-x0300, COC (=0) C12CC (=C) c3ccccc3CN1ICC2,FM009905b, None, success,P 3 2 1,124 124 41 90
90 120,2.63,0.059,29,1.1,99.4,94.8,99.1,0.19566,0.2391,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0303,0[CRERH]1C[CRH] (c2ccccc?2) [CRH]3C[CRRH]4CNC[CR]41N3,NU0O00598b, None, success, P
3 2 1,126 126 41 90 90
120,1.82,0.022,93.8,2.3,99.9,97.6,99.3,0.19367,0.21948,0.2016,0.22347,P 3 2 1,6 -
Deposited, 50GO

NUDT7A-x0304,0[C@H]1C[C@H] (c2ccccc?) [CRH]3C[CRRH]4CNC[CR]41N3,NU000598¢c, None, success, P
3 2 1,126 126 41 90 90
120,2.09,0.02,86.6,2.3,99.8,96.4,97.6,0.18179,0.2136,0.18831,0.22383,P 3 2 1,6 -
Deposited, 50GP

NUDT7A-x0305,C1lc2[nH]c[n]c2[CRRH]2C[CRH]3CNC[CQRQ]3102,FM010716a,None, success, P 3 2
1,126 126 41 90 90
120,2.28,0.02,85.2,1.5,99.4,94.7,93.2,0.18401,0.21529,0.18401,0.21529,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0306,CC(C)C1 (CC(=0)c2ccccc2CNl)C(=0)NC1CC1l,FM010717a,None, success,P 3 2 1,126
126 41 90 90 120,2,0.04,39.6,1.4,99.4,97,93.2,0.18592,0.21242,None, None, None, 1 -
Analysis Pending,None

NUDT7A-

x0307,0[C@H]1[CQ@WEH] (C(C)=C2)C[CRH] (CC1)N23 (C3=CC=C(C)C=C3) (=0)=0,FM010694a,None, success
, P 3 2 1,126 126 41 90 90
120,1.98,0.02,74.9,0.9,96,99.6,99.8,0.21592,0.25507, None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0308,0=C1[CQRQ@H]2C[CQH] (C(C)=C1l)NC[C@H]2C,FM010698a,None, success,P 3 2 1,126 126
41 90 90 120,1.98,0.023,82.8,2.7,99.8,97.3,97.9,0.18961,0.21773,0.18961,0.21773,P 3 2
1,2 - PANDDA model,None

NUDT7A-x0309,0=C1C[CR]2 (CCC#C[Si] (C) (C)C)CCC[CR]2([H])O1l,FM010702a,None, success,P 3 2
1,126 126 41 90 90
120,2.27,0.018,98.6,4.4,99.8,95.9,97.5,0.18016,0.21212,0.18016,0.21212,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0310,0C1CCCC12CC/C(C2C(0C)=0)=C\[Si] (C) (C)C,FM010718a,None, success,P 3 2 1,126
126 41 90 90 120,1.97,0.019,88.9,2.2,99.5,96.9,93.8,0.1837,0.21154,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0311, FC1=CC=C (S (N2CCN (CC2)C) (=0)=N)C=C1,FM010719a,None, success,P 3 2 1,126 126
41 90 90 120,2.39,0.046,56.3,1.7,99.6,92.5,100,0.19668,0.23951, None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0312, FC1=CC=C (S (=NCCC#N) (N)=0)C=C1,FM010720a,None, success,P 3 2 1,126 126 41 90
90 120,1.84,0.028,69.9,1.4,98.9,96.9,100,0.19601,0.22261,0.19601,0.22261,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0313,0=S (C1CC1l) (N2CCN (CC2)C (0OCC3=CC=CC=C3)=0)=N,FM010721a,None, success, P 3 2
1,126 126 41 90 90
120,1.81,0.03,62.8,1.9,99.7,96.7,96.5,0.18504,0.21006,0.18504,0.21006,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x0314,0=C1[CEQ@]2 ([H]) [CRE] (C(C=C(SC)C=C3)=C302) (C)CCC1,FM010722a,None, success, P
3 2 1,126 126 41 90 90
120,1.76,0.041,49.7,1.4,99.1,98.5,100,0.22764,0.25965,None, None,None, 1 - Analysis
Pending, None

NUDT7A-
x0315,0=C1[CR@QR]2 ([H]) [CRR] (C(C=CC(N(C)C)=C3)=C302) (C)CCC1,FM010723a,None, success,P 3 2
1,126 126 41 90 90

120,2.28,0.018,86,0.3,99.5,95.6,94.7,0.17692,0.21513,0.17692,0.21513,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0316,0=C1[CRQR]2 ([H]) [CRE] (C(C=CC=C3C1)=C302) (C)CCC1,FM010724a,None, success,P 3
2 1,126 126 41 90 90
120,1.84,0.02,84.9,1.9,99.7,97.5,96.6,0.19155,0.22014, None,None, None, 1 - Analysis
Pending,None

NUDT7A-x0317,BrC(C(0)01l)=C (0C2=CC=CC=C2)C1=0,FM010725a,None, success,P 3 2 1,126 126 41
90 90 120,2.29,0.031,82.1,3.2,99.7,94.6,97.4,0.18021,0.21534,0.18021,0.21534,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0318,CC (CC1)=C (0C2=CN=CC=C2)C1=0,FM010688a,None, success,P 3 2 1,126 126 41 90 90
120,1.95,0.022,75.7,3,99.7,97.4,96.6,0.1888,0.21662,0.20312,0.22688,P 3 2 1,6 -
Deposited, 50GQ

NUDT7A-x0319, OC1=NN=C (0) C2=CC=NC=C21,FM010726a,None, success,P 3 2 1,126 126 41 90 90
120,1.93,0.025,56,2.5,96.6,97.8,77.9,0.22907,0.26251,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0320,CC1=NN=C2N1N=C (N (CC3)CC3N(C)C)C4=CC=CC=C42,BD066070b, None, success, P 3 2
1,126 126 41 90 90
120,2.02,0.024,87.4,2.3,99.7,96.8,97.6,0.17986,0.21043,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0321,0C1=NN=C (0O) C2=CC (F)=C (F)C=C21,FM010727a,None, success,P 3 2 1,126 126 41 90
90 120,1.93,0.026,72.3,2.1,99.5,96.9,94.4,0.1856,0.21313,0.18560,0.21313,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0322,CC1=NN=C2N1N=C (Cl)C3=CC=CC=C32,FM010728a,None, success,P 3 2 1,127 127 41 90
90 120,2.47,0.051,26.5,1.4,95.1,92.5,95.5,0.2067,0.26114,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0323, CC1=NN=C2N1N=C (NC (C)CN (C)C)C3=CC=CC=C32,BD065150b, None, success,P 3 2 1,126
126 41 90 90 120,3,0.412,20.8,0,99.7,99.2,100,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-

x0324,0=C1[C@]2(C) [C@] (C2) (C(OCC)=0) [CQR]I3([H])CCC[CR@]31[H],FMO01072%a,None, success,P 3
21,126 126 41 90 90 120,2.33,0.026,69.9,2,99.8,95.5,98,0.17021,0.20404,None,None,None, 1
- Analysis Pending,None

NUDT7A-
x0325,0=C1[CR]2([H]) [CQR] ([C@H]2C3=CC=CC (F)=C3) (C(OCC)=0) [CR]4 ([H])CCC[CQ@]41[H],FM01073
0a,None, success, P 3 2 1,126 126 41 90 90

120,2.32,0.03,61.5,1.4,99.5,95,94.6,,,None,None,None,1 - Analysis Pending,None

NUDT7A-
x0326, [H] [CRR]12[CRR] (C2) (C(OCC)=0) [CRI3([H])CCC[CR]3([H]) [CRRH]1INCC4=CC=CC=C4,FM010693
a,None, success, P 3 2 1,126 126 41 90 90 120,2.29,0.02,84.2,-

0.3,99.8,95.8,97.6,0.17636,0.21453,None, None,None,1 - Analysis Pending,None
NUDT7A-x0327,C=C (C(OCC)=0) CC (C1=CC=CN=C1)NC2=CC=C (0C)C=C2,FM010695a,None, success,P 3 2

1,126 126 41 90 90 120,1.94,0.022,80.8,2.1,99.5,96.8,94.2,0.184,0.21428,None,None, None, 1
- Analysis Pending,None
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NUDT7A-

x0328,C=C (C(OCC)=0)CC(C1l=CC=C(N(C)C)C=C1l)NC2=CC=C(0OC)C=C2,FM010696a,None, success,P 3 2
1,126 126 41 90 90
120,1.95,0.023,86.4,2.6,99.8,97,98.4,0.18918,0.21668,0.18918,0.21668,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0329,C=C (C (OCC)=0)CC (C1l=CC=CC=C1lF)NC2=CC=C (0C)C=C2,FM010697a,None, success,P 3 2
1,126 126 41 90 90
120,1.97,0.029,70.8,0.9,96.9,99.8,97.5,0.26284,0.29862,None,None, None, 1 - Analysis
Pending,None

NUDT7A-x0330,0=C (N (C1=CC=C (0C)C=C1l)C (C2=CC=CC=C2)C3)C3=C,FM010699a,None, success,P 3 2
1,125 125 41 90 90 120,2.66,0.034,48.5,1.7,99.4,93.3,93,0.19888,0.25783,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0331,0=C1CC[CRRQ] (C) (CCC2=CC=C(0C)C=C2)C1,FM010700a,None, success,P 3 2 1,126 126
41 90 90 120,2.08,0.026,72.3,3.3,93.5,95.5,88.6,,,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0332,C[C@]1(OC)0C2=CC (N)=CC=C20[C@]1(C)0OC,FM010701a,None, success,P 3 2 1,126 126
41 90 90 120,1.78,0.018,91.7,1.5,99.9,98,100,0.18855,0.21597,0.18855,0.21597,p 3 2 1,2
- PANDDA model,None

NUDT7A-x0333,0C (CCNC1=CC=NC (C2=NNC=C2)=N1)=0,KD001536b, None, success,P 3 2 1,126 126 41
90 90 120,1.96,0.021,74.1,1.7,96.9,97.8,96.2,0.22132,0.2439,0.22429,0.262,P 3 2 1,3 - In
Refinement, None

NUDT7A-x0334,S=C1C (0)=CC=CN1C,FM000368b, None, success,P 3 2 1,126 126 41 90 90
120,2.01,0.036,48.8,1.6,99.4,96.5,94.1,0.18338,0.2152,None, None, None, 1 - Analysis
Pending, None

NUDT7A-
x0335,0=C1CN=C (C2=CC=CC=C2C3=C (F) C=CC=C3)C4=CC (Cl)=CC=C4N1,BD067750b,None, success,P 3 2
1,126 126 41 90 90

120,1.83,0.026,78.9,2.9,99.8,97.5,98.2,0.18799,0.21715,0.18799,0.21715,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0336,COclccc (-c2ccccec2N2CCCC2=0)ccl,FM010686a,None, success,P 3 2 1,125 125 41 90
90 120,1.66,0.043,55.3,2.8,99.9,98.1,99.6,0.18918,0.21038,0.18918,0.21038,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0337, CC (C=CC=C1)=C1C2=C (SC3=CC=CC=C3)N=CN=C2NCCO, PK010474b,None, success,P 3 2
1,126 126 41 90 90 120,1.64,0.054,39.1,1.1,99.5,99.9,100,, ,None,None,None,1 - Analysis

Pending, None

NUDT7A-x0338,0=C1C2=C (C=CC=C2) CC (C3=CC=CC=C3N4C) 1C4=0,FM010703a,None, success, P 3 2

1,127 127 41 90 90
120,2.33,0.015,94.8,0.7,99.8,92.9,100,0.18149,0.22022,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0339,N#C[CRR]1 (C2=CC=CC=C2) [CRRH] (C3=CN=CC=C3)NC4=CC=CC=C41,FM010704a,None, success,P 3
2 1,127 127 41 90 90 120,3.29,0.039,45,2.1,99,86,96.9,,,None,None,None,1 - Analysis

Pending, None

NUDT7A-x0340,COC1=CC=C (C(C#N)N(C)C)C=C1,FM010705a,None, success,P 3 2 1,126 126 41 90 90
120,1.98,0.02,91.5,2.4,99.8,96.9,97.9,0.17901,0.20844,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0341,N#CC1CCOCCN1CC2=CC=CC=C2,FM010706a,None, success,P 3 2 1,126 126 41 90 90

120,1.89,0.024,76.3,1,99.6,94.6,98.9,0.18802,0.2179,0.18802,0.21790,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x0342,N#C[CQRQRH] (N1CCC[CRH]1C (OC)=0)C2=CC=CC=C2,FM010707a,None, success, P 3 2
1,126 126 41 90 90 120,1.95,0.03,68.3,2.4,99.7,97,96.4,0.1836,0.21372,None, None, None, 1
- Analysis Pending,None

NUDT7A-
x0343,0=C([C@EH]1CCCN1[C@H] (C#N) [CRQRH] (NC(OC(C) (C)C)=0)C(C)C)0OC,FM010708a,None, success,
p 3 2 1,126 126 41 90 90

120,1.92,0.034,51.6,1.6,97.5,99.6,81.9,0.20477,0.22488,0.20477,0.22488,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0345,CN (C (C1=NNN=N1)C2=CC=CC=C2)C,FM010710a,None, success,P 3 2 1,126 126 41 90
90 120,2.15,0.021,63.6,1.3,99.4,96.8,100,0.19284,0.23143,0.19284,0.23143,p 3 2 1,2 -
PANDDA model, None

NUDT7A-

x0346,0=S ([C@H]1C[C@H] (C2=CC=CC=C2) NC3=CC=C (0OC) C=C31) (C4=CC=CC=C4)=0,FM010711a,None, suc
cess, P 3 2 1,127 127 41 90 90
120,2.8,0.035,47,1.3,99.5,92.6,96.8,0.22955,0.28603,None, None,None, 1 - Analysis

Pending, None

NUDT7A-x0347,0=P (OCC) (OCC)C (CC(NC1=CC=C (0OC)C=C1l)C2=CC=CC=C2)=C,FM010712a,None, success, P
3 2 1,126 126 41 90 90
120,1.81,0.031,50.4,1.3,99.5,97.2,93.9,0.18836,0.2204,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0348,CC (NC1=CC(B(0)0)=CC(C(0)=0)=C1l)=0,FM010713a,None,success,P 3 2 1,126 126 41
90 90 120,2.33,0.026,56.3,0.3,95.8,99,100,0.27537,0.30592,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0349, 0=C (CC1l=CC=CS1)NC2=CC (B (0)0)=CC(C(0)=0)=C2,FM010687a,None, success, P 3 2
1,126 126 41 90 90
120,1.67,0.028,78.9,1.1,99.8,97.6,99.9,0.19657,0.21828,None,None, None, 2 - PANDDA
model, None

NUDT7A-x0350, COC (=0) C12CC (=C) c3ccccc3CN1CC2,FM009905b, None, success,P 3 2 1,125 125 41 90
90 120,1.95,0.027,80.1,2.6,99.9,97.1,98.7,0.18753,0.23167,0.18753,0.23167,P 3 2 1,2
PANDDA model, None

NUDT7A-x0351,C[C@R]120C(=0O)N[C@H]1C[CRQR]13CNC[C@@H]1C[CR@H]203,FM010715a,None, success, P
3 2 1,126 126 41 90 90
120,1.98,0.024,79.9,2.4,99.9,97.3,98.4,0.18297,0.21408,0.18297,0.21408,»p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0352,0[CQRH]1C[CRH] ([CRRH]2C[CRH]3CNC[CRQ@]31N2)clcccecel,NU0O00598b, None, success, P
3 2 1,126 126 41 90 90
120,1.94,0.02,93.2,1.9,99.1,97.1,88,0.19467,0.22357,0.19467,0.22357,P 3 2 1,2 - PANDDA
model, None

NUDT7A-

x0353,0[C@H]1[C@E@H] (C(C)=C2)C[CRH] (CCL)N2S (C3=CC=C(C)C=C3) (=0)=0,FM010694a,None, success
, P 3 2 1,126 126 41 90 90
120,1.94,0.02,86,1.4,99.8,96.9,97.7,0.1886,0.21775,None, None, None, 1 N Analysis

Pending, None

NUDT7A-x0354,0=C1[CRQRH]2C[CRH] (C(C)=C1)NC[C@H]2C,FM010698a,None, success,P 3 2 1,126 126
41 90 90 120,1.88,0.022,60.1,0.6,98.2,97.8,93.1,0.21469,0.25042,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0356,0C1CCCC12CC/C(C2C(0C)=0)=C\[Si] (C) (C)C,FM010718a,None, success,P 3 2 1,125

125 41 90 90 120,1.71,0.021,80.7,1.1,99.8,99.4,100,0.19063,0.21879,None,None,None,1 -
Analysis Pending,None
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NUDT7A-x0357,FC1=CC=C (S (N2CCN (CC2)C) (=0)=N)C=C1,FM010719a,None, success,P 3 2 1,126 126
41 90 90 120,1.96,0.02,77.8,1.4,98.9,97.7,99.6,0.20816,0.23855,0.20816,0.23855,Pp 3 2 1,2
- PANDDA model,None

NUDT7A-x0358, FC1=CC=C (S (=NCCC#N) (N)=0)C=C1,FM010720a,None, success,P 3 2 1,126 126 41 90
90 120,1.81,0.031,42.9,1.2,98.3,96.2,100,0.20347,0.22482,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0359,0=S (C1CC1l) (N2CCN (CC2)C (0OCC3=CC=CC=C3)=0)=N,FM010721a,None, success, P 3 2
1,126 126 41 90 90 120,2.04,0.059,17.8,2.1,100,99.8,100,0.3066,0.34567,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0360,0=C1[CRQR]2([H]) [CRQ] (C(C=C(SC)C=C3)=C302) (C)CCC1,FM010722a,None, success, P
3 2 1,126 126 41 90 90
120,1.84,0.022,71.6,1.3,99.9,98,100,0.19263,0.22453,0.19263,0.22453,P 3 2 1,2 - PANDDA
model, None

NUDT7A-
x0361,0=C1[CQ@Q@]2([H]) [C@QAR] (C(C=CC(N(C)C)=C3)=C302) (C)CCC1,FM010723a,None, success,P 3 2
1,126 126 41 90 90 120,2,0.028,54.5,1.6,99.6,97.2,95,0.18292,0.21472,None, None,None,1 -
Analysis Pending, None

NUDT7A-x0362,0=C1[CRQR]2([H]) [CQ@E] (C(C=CC=C3C1l)=C302) (C)CCC1,FM010724a,None, success,P 3
2 1,126 126 41 90 90
120,1.81,0.031,43.7,1.4,99.8,96.5,99.8,0.19174,0.21519,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0363,BrC (C(0)01)=C (0C2=CC=CC=C2)C1=0,FM010725a,None, success,P 3 2 1,126 126 41
90 90 120,2.07,0.09,50.5,2.1,100,99.7,100,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0364,CC (CC1l)=C(0C2=CN=CC=C2)C1=0,FM010688a,None, success,P 3 2 1,126 126 41 90 90
120,2.57,0.327,4.7,2.1,100,99.5,100,0.31381,0.36336,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0365, OC1=NN=C (0O) C2=CC=NC=C21,FM010726a,None, success,P 3 2 1,126 126 41 90 90
120,1.81,0.021,68,1.5,99.8,97.9,97.1,0.18839,0.21597,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0366, CC1=NN=C2N1N=C (N (CC3)CC3N(C)C)C4=CC=CC=C42,BD066070b, None, success, P 3 2
1,126 126 41 90 90
120,2.51,0.039,52.2,0.9,97.9,95.2,99.2,0.2426,0.29489, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0367,0C1=NN=C (0O) C2=CC (F)=C (F)C=C21,FM010727a,None, success,P 3 2 1,127 127 41 90
90 120,2.79,0.037,44.5,0.8,94.9,91.8,82.2,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0368, CC1=NN=C2N1N=C (Cl)C3=CC=CC=C32,FM010728a,None, success,P 3 2 1,126 126 41 90
90 120,1.84,0.023,69.6,2,99.6,97.1,95.3,0.1836,0.21086,None,None,None, 1 - Analysis
Pending, None

NUDT7A-x0369,Clc2[n]lcc[n]c2[CRRH]2C[CRH]3CNC[CQ@R]3102,FM010714a,None, success, P 3 2
1,126 126 41 90 90
120,3.19,0.055,22.3,1.4,87.3,96.9,99.1,0.28455,0.42321,None,None, None, 1 - Analysis
Pending, None

NUDT7A-

x0370,0[CQRRH]1C[C@H] ([CRRH]2C[CRH]3CNC[CRR]31IN2)clcccecel,NUOO0O598¢c, None, success,P 3 2
1,126 126 41 90 90 120,2.22,0.045,15,5.6,99.2,99.4,95.2,0.74899,0.66987,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0371,Clc2[nH]c[n]c2[CRRH]2C[CRH]3CNC[CQ@Q@]3102,FM010716a,None, success, P 3 2
1,126 126 41 90 90



120,1.79,0.026,61.6,1.9,99.7,97.7,96.4,0.18496,0.20913,0.18496,0.20913,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0372,CC(C)C1 (CC(=0)c2ccccc2CN1l)C(=0)NC1CC1,FM010717a,None, success,P 3 2 1,126
126 42 90 90 120,2.28,0.022,33.6,4.9,91.2,94,64.4,0.35244,0.40035,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0373,clcnc (cnl)c2ncc (¢ (n2)N)C#N, FMOPL000086a, None, success,P 3 2 1,125 125 41 90
90 120,2.71,0.026,54.5,1.3,99.5,92.1,95,0.18792,0.24858,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0374,clccnc (cl)c2cecc(s2)C(=S)N,FMOPL000022a,None, success,P 3 2 1,126 126 41 90
90 120,1.96,0.017,84,1.6,97.6,97.6,99.9,0.21088,0.24249,0.21419,0.24384,p 3 2 1,6 -
Deposited, 50GR

NUDT7A-
x0375,CC(C) (C)NC (=0)clccec2c(cl)nns2, FMOPL0O00178a,None, None, None, None, None, None, None, Non
e,None, None, None, , ,None,None,None, 1 - Analysis Pending,None

NUDT7A-x0376,clcc (ccclc2ccc (02)CO)N, FMOPL0O00551a, None, success,P 3 2 1,126 126 41 90 90
120,2.28,0.03,52.6,0.8,99.6,95.9,95.1,0.17787,0.21795,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0377,CC(C)NC(=0O)N[CQQH]1CCCCNC1=0,FMOPL000087a,None, success,P 3 2 1,125 125 41
90 90 120,2.42,0.036,42.3,1,99.1,95,88.4,0.17985,0.2217,0.17985,0.22170,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0378,clcc (ccclc2ecec (c(s2)C#N)N)F,XST00000578b, None, success,P 3 2 1,125 125 41 90
90 120,2.37,0.034,52.9,0.2,98.2,94.7,86.3,0.2551,0.299,0.25510,0.29%900,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0379,clcc (cncl)C[NH2+] [C@H]2CS (=0) (=0)C[CQQ@H] 20, FMOPL000179%a,None, success,P 3 2
1,126 126 41 90 90
120,2.37,0.078,24.7,2.3,99.9,99.8,99.7,0.30794,0.35984,None, None, None, 1 N Analysis
Pending, None

NUDT7A-x0380,Cclccc(ccl)c2cc (on2)C#N, FMOPL0O00556a,None, success,P 3 2 1,126 126 41 90 90
120,2.01,0.026,59.6,1.7,99.6,96.4,95.2,0.18149,0.21657,0.18149,0.21657,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0381, COC (=0) clcccc (cl)NS (=0) (=0)C, FMOPL000089%a,None, success,P 3 2 1,126 126 41
90 90 120,2.76,0.059,16.3,0.8,94.9,95.1,97.9,0.30496,0.32979,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0382,clccc (ccl)COc2cccc(c2)N, FMOPL0O00023a,None, success,P 3 2 1,126 126 41 90 90
120,2,0.018,85.1,1.2,96.1,95.6,100,0.21477,0.24085,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0383,C[NH+]1CCC(CC1l) [NH+]2CCC[CRQH] (C2)C(=0) [O-],FMOPL000180a,None, success,P 3 2
1,126 126 41 %0 %0 120,1.77,0.02,73.5,1.5,99.8,98.2,100,0.19276,0.2175,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0384,C[CQRQRH] (C[NH2+]Cclc(ccceclCl)Cl)O, FMOPL0O00555a,None, success,P 3 2 1,126 126
41 90 90 120,1.99,0.036,61.3,1.2,98.8,97.9,99.5,0.23257,0.27258,0.24831,0.29199,P 3 2
1,3 - In Refinement,None

NUDT7A-x0385,clcsc (cINC (=0)C(F) (F)F)C(=0)N, FMOPL000092a,None, success,P 3 2 1,125 125 41
90 90 120,2.92,0.029,67,1.6,99.2,90.8,94.6,0.21921,0.29119,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0386,clccc(ccl)C[NH+]2CCO[CRQH] (C2)CO, FMOPL000024a,None, success,P 3 2 1,126 126

41 90 90 120,2.15,0.015,98.3,1.2,97.9,97.2,100,0.19408,0.22864,None, None, None, 1 -
Analysis Pending, None
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NUDT7A-x0387,C[NH+]1CCN (CC1l)C (=0)c2ccc(c(c2)F)F,FMOPL000181a,None, success,P 3 2 1,125
125 41 90 90 120,1.97,0.019,88.6,2,99.7,97.1,96.3,0.17809,0.20839,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0389,clcc(scl)c2ccc(s2)c3cen[nH] 3, FMOPL0O00091a,None, success,P 3 2 1,125 125 41
90 90 120,1.77,0.021,62.4,1.3,98.8,98,100,0.1997,0.23156,0.20029,0.22739,P 3 2 1,3 - In
Refinement, None

NUDT7A-x0390,CC(C) (C)OC (=0)N1CCC (CC1) [NH2+]C2CC2,FMOPL000025a,None, success,P 3 2 1,125
125 41 90 90 120,1.88,0.024,82.6,1.2,99.9,96.7,99.9,0.18381,0.21362,0.18381,0.21362,P 3
2 1,2 - PANDDA model, None

NUDT7A-x0391,clccc(ccl)COCc2c[nH]c (=0) [nH]c2=0, FMOPL000182a,None, success,P 3 2 1,126 126
41 90 90 120,2.31,0.027,49.6,0.6,99.6,95.4,100,0.18661,0.23506,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0392,Cclccc2c(cl)c3c([nH]2) [CQH] (CCC3) [NH3+],FMOPL000564a, None, success, P 3 2
1,126 126 41 90 90
120,2.82,0.035,41.4,1.1,88.2,89.4,77.1,0.26189,0.32446,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0393, COC (=0)NNclcc (ccnl)C(F) (F)F, FMOPL0O00096a, None, success,P 3 2 1,126 126 41 90
90 120,2.34,0.026,72.1,1.3,99.3,92.8,100,0.1963,0.2351,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0394,clccc(c(cl)CNc2ccec(cec2)F)CO, FMOPL0O00183a,None, success,P 3 2 1,126 126 41 90
90 120,2.3,0.023,66.8,1,99.5,95.8,99.6,0.19104,0.23753,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0395, clccc (ccl)C[NH+]2CC (=0)NC (=0)C2,FMOPL000558a,None, success,P 3 2 1,126 126
41 90 90 120,1.97,0.023,62.8,1,98.8,99.4,99.5,0.20261,0.23505,0.20261,0.23505,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0396,COclcccc(cl)c2nec (c(02)N)C#N, FMOPL0O00097a, None, success,P 3 2 1,126 126 41 90
90 120,2.32,0.025,55.7,1.1,99.6,96.4,100,0.18864,0.23717,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0397,clcc (ccclNNC (=S)N) F, FMOPL000055a, None, success,P 3 2 1,125 125 41 90 90
120,2.45,0.044,35.5,1.2,99.2,92.4,99.9,0.19253,0.23483,0.19253,0.23483,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0398, clcc (ccclCC (=0)NC2CCCCC2) F, FMOPL000184a,None, success,P 3 2 1,125 125 41 90
90 120,2.86,0.036,37.6,1.5,97.9,93.3,100,0.22748,0.29131,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0399,CCOclcccc (cl)c2nnc (s2)N, FMOPL000560a, None, success,P 3 2 1,126 126 41 90 90
120,2,0.021,67.1,1.3,98.4,97.9,100,0.20952,0.23727,0.21479,0.24721,p 3 2 1,3 - 1In
Refinement, None

NUDT7A-x0401,clcc (ccclNC (=0)CC#N)Cl, FMOPL0O00056a,None, success,P 3 2 1,126 126 41 90 90
120,2.23,0.045,32.8,0.7,98.4,96.6,90.4,0.23021,0.27454,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0402,CC(C)CC (=0)NCclccc2c(cl)0C02,FMOPL000185a,None, success,P 3 2 1,126 126 41
90 90 120,2.61,0.034,49.5,0.4,99.1,92.2,92.8,0.20767,0.26606,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0403,clccc (ccl)CH#CC[NH+]2CCCCC2, FMOPL0O0055%9a, None, success,P 3 2 1,126 126 41 90

90 120,1.85,0.021,73.9,1.7,99.7,97.8,95.9,0.18492,0.21659,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x0404,Cclc(c(c([nH]1)C)C(=0)0C)c2cc[nH]n2,FMOPL000098a,None, success,P 3 2 1,127
127 41 90 90 120,2.36,0.029,42.3,1.4,96.8,95.7,100,0.25541,0.30154,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0405,clccc(ccl)c2cc(on?2)C[NH3+], FMOPL000057a, None, success,P 3 2 1,126 126 41 90
90 120,1.81,0.019,81,1.4,96.9,97.2,100,0.21661,0.24413,0.21661,0.24413,» 3 2 1,2 -
PANDDA model, None

NUDT7A-x0406, CC (=0)Nclccc (ccl)Nc2cceec2, FMOPL000186a, None, success,P 3 2 1,126 126 41 90
90 120,1.78,0.016,109.9,1.5,97.2,99.3,100,0.20974,0.23515,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0407,clcc(cc(cl)Cl)NC (=0)C[NH+]2CCCC2, FMOPL000567a,None, success,P 3 2 1,126 126
41 90 90 120,2.1,0.029,51.1,1.3,99,97.2,99.1,0.19675,0.23422,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0408,CC (=0)clccc(ol)c2ccc (cc2F)F, FMOPL0O00095a, None, success,P 3 2 1,124 124 41 90
90 120,2.66,0.031,54.7,1.1,98.9,92.4,92.8,0.30181,0.37036,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0409, clcc (cccln2cc (nn2)CO)Cl, FMOPL0O00058a, None, success,P 3 2 1,126 126 41 90 90
120,2.35,0.049,22.6,1.1,100,99.3,100,0.27005,0.32976,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0410,CC (=0)Nclcc (ccclO)c2ccecec?2, FMOPL000187a,None, success,P 3 2 1,126 126 41 90
90 120,2.24,0.033,46.3,1.6,98.3,96.9,90.5,0.22273,0.27365,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0411,CC (=0)Nclccc (ccl)c2csc (n2)N, FMOPL0O00568a, None, success,P 3 2 1,126 126 41 90
90 120,1.69,0.022,79.1,1.2,99.9,96.2,100,0.19142,0.21506,0.1925,0.22113,P 3 2 1,3 - In
Refinement, None

NUDT7A-x0412,clcc(scl)c2nc (no2)N3CCCCC3, FMOPL000093a,None, success,P 3 2 1,126 126 42 90
90 120,2.24,0.031,42.9,2.9,94.5,97.1,51.9,0.25305,0.30579,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0413,CC (=0)Nclccc(ccl)OCC (=0) [0-],FMOPL000059%a,None, success,P 3 2 1,125 125 41
90 90 120,2.55,0.037,43.3,1,98.4,94.3,95,0.20474,0.25823,0.20474,0.25823,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0414,Cclnc (c(s1l)NC (=0)0C)c2cccecc?2, FMOPL000188a,None, success,P 3 2 1,126 126 41
90 90 120,1.78,0.083,28.1,1.5,99.3,96.9,100,0.19777,0.2214,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0415,Cclcc (nnlc2cceccc?2)NC (=0) 0OC, FMOPL000105a, None, success,P 3 2 1,126 126 41 90
90 120,1.94,0.109,49.3,1.9,98.3,97.4,82,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0416,clcc (ocl)CNC (=0)Nc2ccc(cc2)F,FMOPL000189%a,None, success,P 3 2 1,126 126 41
90 90 120,1.62,0.02,76.2,1.3,99,98.4,100,0.20282,0.22557,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0417,None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.82,0.024,85.1,2.5,99.8,97.9,98.2,0.18248,0.21079,0.18248,0.21079,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0418,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.78,0.024,59.2,1.3,99.2,98.1,100,0.20194,0.23268,0.20194,0.23268,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0419,None, None, None, success, P 3 2 1,126 126 41 90 90

120,1.95,0.024,83.7,2.4,99.9,97,99.1,0.18556,0.2142,0.18556,0.21420,Pp 3 2 1,2 - PANDDA
model, None
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NUDT7A-x0420,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.24,0.034,46.7,1.3,98.9,94.4,85.7,0.19632,0.23144,None,None,None, 1 - Analysis
Pending, None

NUDT7A-x0422,None, None, None, success, P 3 2 1,127 127 41 90 90
120,1.85,0.026,77.3,2,99.7,97.2,95.8,0.18488,0.21306, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0423,None, None, None, success, P 3 2 1,127 127 42 90 90
120,2.8,0.037,38.4,0.9,94.6,97.8,96.3,0.2678,0.34222,None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0424,C[CQRQRH] (CNC (=0)Nclcccececl) O, FMOPL000464a,None, success,P 3 2 1,126 126 41 90
90 120,1.81,0.063,36.3,2.3,99.9,97.9,98.3,0.18123,0.20778,0.18123,0.20778,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0425, None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.97,0.023,68.4,2,99.6,96.9,95.4,0.18148,0.21423,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0426,None, None, None, success, P 3 2 1,124 124 41 90 90
120,3.12,0.055,29,0.9,90.8,85.2,76.9,0.26722,0.33717,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0427,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.46,0.137,26.5,1.5,99.7,98.9,100,0.2516,0.30497,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0428,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.15,0.022,59.1,1.5,99.5,97.2,100,0.18681,0.22532,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0429,None, None, None, success, P 3 2 1,126 126 41 90 90
120,2.32,0.027,61.8,1.1,99.4,95.5,93.4,0.22327,0.28365,None, None,None, 1 N Analysis
Pending, None

NUDT7A-x0430,None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.92,0.028,52.3,2.1,97.9,97.9,85.5,0.21574,0.24837,None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0431,None, None, None, success, P 3 2 1,125 125 41 90 90
120,2.42,0.037,48.7,1,99.2,95.9,100,0.22208,0.26477,0.22208,0.26477,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0432,None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.84,0.019,94,1.6,97.5,96,100,0.20265,0.22557,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0434,CC(C)C (=0)Nclnnn(nl)C,FMOPL000547a,None, success,P 3 2 1,126 126 41 90 90
120,2.13,0.115,44.5,1.4,100,99.6,100,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0435,clccc (ccl)NS (=0) (=0)c2ccc(cc2)N, FMOPL0O00432a,None, success,P 3 2 1,126 126
41 90 90 120,1.95,0.017,86.2,1.2,95.5,98.2,90.5,0.21544,0.25557,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0436,CC[C@H] (CO)NC (=0)Nclccc(ccl)Cl, FMOPL0O0O0O476a,None, success,P 3 2 1,125 125 41
90 90 120,1.55,0.047,46.2,1.1,99.9,98.9,99.9,0.19793,0.21942,0.16575,0.19511,P 3 2 1,6
- Deposited, 5QGS

NUDT7A-x0437,COclcccc(cl)C[NH+]2CCC(CC2)C(=0)N, FMOPL0O00305a,None, success,P 3 2 1,125 125

41 90 90 120,1.85,0.028,75.4,2.6,99.8,97.7,97.5,0.18498,0.21372,0.18498,0.21372,P 3 2
1,2 - PANDDA model, None
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NUDT7A-x0438,clccc (ccl)COc2ccccc2C (=0) NN, FMOPL0O00587a, None, success,P 3 2 1,126 126 41 90
90 120,1.98,0.028,60.7,1.3,98.8,97.5,99.7,0.21607,0.24873,0.22011,0.24757,Pp 3 2 1,3 - In
Refinement, None

NUDT7A-x0439,clc(c(=0) [nH]c (=0) [nH]1)NC2CCCCC2, FMOPL000388a,None, success,P 3 2 1,126 126
41 90 90 120,1.68,0.026,62.1,1.9,99.7,98.1,96.1,0.18274,0.20647,0.18274,0.20647,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0440,C[CQ@H] (C[NH2+]C1CCCCC1)0O,FMOPL0O00461a,None, success,P 3 2 1,127 127 41 90 90
120,2.4,0.021,73.2,1.9,99.3,93.7,94.8,0.18825,0.24319,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0441,clc (nnsl)C (=0)N2CCOCC2, FMOPL000281a,None, success,P 3 2 1,126 126 41 90 90
120,2.14,0.029,63.5,0.5,94,96.6,99.4,0.27266,0.31552,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0442,C[C@QH] (C(=0)0OC)NC (=0)N1CCOCC1, FMOPL0O00563a,None, success,P 3 2 1,126 126 41
90 90 120,1.77,0.016,116.6,2.4,99.9,97.5,98.7,0.18265,0.21138,0.18265,0.21138,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0445,clcc(c(cclC(F) (F)F)N)N2CCCCC2, FMOPL000263a,None, success,P 3 2 1,126 126 41
90 90 120,2.14,0.029,50.1,1.4,99.7,97.1,100,0.18862,0.22577,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0446,COclcc (cc(cl)OC)C (=0)Nn2cnnc2, FMOPL000451a,None, success,P 3 2 1,126 126 41
90 90 120,2.65,0.029,48.6,2.2,95.7,93.2,93,0.26369,0.29632,None,None,None, 1 - Analysis
Pending, None

NUDT7A-x0447,clccnc (cl)NC (=0) c2cncecn?2, FMOPL000469a,None, success,P 3 2 1,127 127 41 90 90
120,3.19,0.058,31.6,1.6,99.2,89,95.2,0.28632,0.34633,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0448, COC (=0) clcccc2cl-c3cceccc3C2=0, FMOPL000264a,None, success,P 3 2 1,126 126 41
90 90 120,2.01,0.024,68.7,1.7,99.6,97.2,95.8,0.18452,0.21703,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0450,Cclc(sc(nl)NC(=0)0C)C(=0)N(C)C,FMOPL000409a,None, success,P 3 2 1,126 126 41
90 90 120,2.34,0.021,71.3,1.1,99.1,96.9,100,0.21103,0.25957,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0451,COclccc2c(cl)sc(n2)NC(=0)C3CC3,FMOPL000487a,None, success,P 3 2 1,126 126 41
90 90 120,2.94,0.054,9.1,1.9,100,98.7,100,0.27613,0.32556,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0452,CCOC (=0)Nclcccc(cl)Cl,FMOPL0O00260a,None, success,P 3 2 1,126 126 41 90 90
120,1.76,0.021,73.6,1.9,99.6,97.7,95.7,0.18382,0.20913,0.18531,0.20932,p 3 2 1,3 - 1In
Refinement, None

NUDT7A-x0453,clcc (cncl)Nc2nnc (s2)C(F) (F)F,FMOPL000643a,None, success,P 3 2 1,125 125 41
90 90 120,1.96,0.028,57.6,1.5,99.5,97.3,93.3,0.19084,0.22052,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0454,CC(C)C (=0)N1CCC(CC1l)Cc2cccce2, FMOPL000438a,None, success,P 3 2 1,126 126 41
90 90 120,2.38,0.09,7.4,1.1,100,99.6,100,0.40388,0.4596,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0455,CC (C)NC (=0) clccc2ccecec2nl, FMOPL000474a,None, success,P 3 2 1,126 126 41 90
90 120,1.8,0.023,83.9,2.9,99.9,97.6,99.3,0.17933,0.2059,0.17933,0.205%0,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0456,Cclccc(ol)C[NH+] (C)C,FMOPL000259%a,None, success,P 3 2 1,126 126 41 90 90

120,2.02,0.032,53,1.5,96.9,99.6,100,0.20139,0.23812,None,None, None, 1 - Analysis
Pending, None
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NUDT7A-x0457,CN(C) C (=0)NclcnccclC(F) (F)F, FMOPL0O0O641a,None, success,P 3 2 1,126 126 41 90
90 120,1.68,0.033,60.5,2.4,99.8,98.2,97.7,0.18347,0.20824,None,None,None,1l - Analysis
Pending, None

NUDT7A-x0458, C[NH+]1CCN (CC1l)C (=0)Nc2cccce2, FMOPL000408a, None, success,P 3 2 1,126 126 41
90 90 120,1.66,0.026,71.3,1.3,99.9,96.7,100,0.19035,0.21268,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0459, CCC (=0)Nclccc2c(cl) [nH]c (=0) [nH]2, FMOPL000468a,None, success,P 3 2 1,126 126
41 90 90 120,1.84,0.023,64.3,1.2,99.3,97.3,91.5,0.18995,0.22063,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0460,C1CC[NH+] (C1)C[C@QH] (CO)0O, FMOPL000258a,None, success,P 3 2 1,126 126 41 90 90
120,1.55,0.027,80.5,2.6,99.8,98.3,97.8,0.1837,0.2041,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0461,COC (=0)clc (ccsl)NC(=0)C2CC2,FMOPL0O00637a,None, success,P 3 2 1,126 126 41 90
90 120,2.67,0.456,8.5,2.9,100,99.4,100,0.30772,0.35423,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0462,COCclnnc (sl)NC (=0)c2cccecc2, FMOPL000424a,None, success,P 3 2 1,126 126 41 90
90 120,1.77,0.023,78.2,2,99.6,97.6,95.2,0.18445,0.21146,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0463,CC(C)C (=0)NCcl[nH]c2cccece2nl, FMOPL0O00473a,None, success,P 3 2 1,126 126 41
90 90 120,2,0.031,54.2,1.6,99.3,97.2,91.3,0.18858,0.22189,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0464,clcc(cc(cl)Cl)C[NH+]2CCOCC2,FMOPL000312a,None, success,P 3 2 1,126 126 41 90
90 120,1.69,0.024,72,2,99.6,98.1,94.8,0.18457,0.21027,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0465,CC (=0)Nclccc(ccl)C[NH+]2CCOCC2, FMOPL000349a,None, success,P 3 2 1,126 126 41
90 90 120,1.7,0.035,66,2.5,99.9,98.2,98.8,0.18232,0.20467,0.18232,0.20467,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0466,Cclcccc (cl)C[NH+]2CCOCC2,FMOPL000319%a,None, success,P 3 2 1,126 126 41 90 90
120,1.97,0.029,73.6,2.4,99.7,97,96.4,0.18268,0.21732,0.18268,0.21732,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0467,CC(C) (C)CLCCC(CC1l) [NH2+]Cc2ccncc2, FMOPL000368a,None, success,P 3 2 1,126 126
41 90 90 120,1.83,0.026,63.4,1.2,98.8,96.8,100,0.20242,0.22651,None, None, None, 1 -
Analysis Pending,None

NUDT7A-x0468,Cclcc (cc(clINC)C) [N+] (C) (C)C,FMOPL0O00318a,None, success,P 3 2 1,126 126 41 90
90 120,1.82,0.039,43.5,1.1,95.9,98.4,100,0.2477,0.27499,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0469, clcc (ccclOCC (=0)N2CCCC2) F, FMOPL000332a,None, success,P 3 2 1,126 126 41 90
90 120,1.77,0.038,57.9,2.7,99.9,98,98.3,0.17973,0.20867,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0470,COCC (=0)Nclnc (csl)c2cccec2, FMOPL0O00355a, None, success,P 3 2 1,126 126 41 90
90 120,1.67,0.032,59.2,1.2,99.7,96.4,99.9,0.18973,0.21141,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0471,clccc (ccl)CCC (=0)Nc2ccce (cc2)0, FMOPL000363a,None, success,P 3 2 1,126 126 41
90 90 120,1.93,0.03,71.4,1.8,99.8,97.3,97.4,0.20577,0.24352,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0472,clccc2c(cl)OC[C@E@H] (02)C (=0)N3CCOCC3,FMOPL000366a,None, success,P 3 2 1,125

125 41 90 90 120,2.13,0.028,72.9,2.2,99.6,96.6,94.4,0.18727,0.23534,0.18727,0.23534,P 3
2 1,2 - PANDDA model,None
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NUDT7A-x0473,clccc(ccl)CNc2ccc (cc2)C (=0) [0-],FMOPL0O00343a,None, success,P 3 2 1,125 125
41 90 90 120,1.62,0.026,80.5,2.5,99.8,98.5,97.8,0.18009,0.20232,0.18009,0.20232,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0474,clccc (ccl) SCC (=0)NC2CCCCC2, FMOPL000344a,None, success,P 3 2 1,125 125 41 90
90 120,1.8,0.033,57.6,2.5,99.9,97.9,98.6,0.17805,0.2039,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0475,COCC (=0)NclcceceeclC(=0)N, FMOPL000329a,None, success,P 3 2 1,125 125 41 90 90
120,1.53,0.031,71.9,3.1,99.9,98.2,98.3,0.17983,0.20236,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0476,clccc (ccl)COc2ccc(cc?2)C (=0)N, FMOPL000099%a,None, success,P 3 2 1,125 125 41
90 90 120,1.94,0.026,66.2,1.1,99.9,99.6,99.9,0.19557,0.23806,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0477,CCOclccc (ccl)NC(=0)NC(C) (C)C,FMOPL0O00041a,None, success,P 3 2 1,125 125 41
90 90 120,1.75,0.024,93.1,2.4,99.8,97.8,97.2,0.19112,0.22596,0.19112,0.2259%96,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0478,CC[NH+]1CCN (CC1l)C (=0)NC2CCCCC2, FMOPL000190a,None, success,P 3 2 1,125 125 41
90 90 120,1.8,0.033,67.9,2.5,99.9,97.6,98.3,0.18786,0.22292,0.18786,0.22292,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0479,COclccc2cc (ccec2cl)c3ecec[nH]In3,FMOPL000102a,None, success,P 3 2 1,127 127 41
90 90 120,2.23,0.029,50.5,1.3,99.2,96.8,93.3,0.19284,0.23716,0.19284,0.23716,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0480,CC1 (CC(=CC(=0)C1l)Nc2cccc (c2)0)C,FMOPL000040a,None, success,P 3 2 1,126 126
41 90 90 120,2.03,0.029,50.5,1.1,100,99.5,99.9,0.19173,0.22455,None, None, None, 1 -
Analysis Pending,None

NUDT7A-x0481, clcnccclc2nc (on2) C3CCCCC3, FMOPL000191a,None, success,P 3 2 1,125 125 42 90
90 120,2.23,0.033,40.8,1.2,99.1,96.4,90.5,0.19274,0.23114,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0482,CCCnlc (nnnl)NC (=0)c2cccs?2, FMOPL000569%a,None, success,P 3 2 1,125 125 41 90
90 120,2.07,0.035,40,0.5,98.9,96.5,85.4,0.17747,0.20808,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0484,C[CQRH]1CC[C@H] (C1l) [NH2+]Cc2ccc3c(c2)0C03, FMOPL0O00043a, None, success,P 3 2
1,127 127 41 90 90 120,2.34,0.049,47.1,1.3,99,95.2,95.3,0.25245,0.30386,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0485,clccn(cl)c2ccec(cc?2)N3CCOCC3, FMOPL0O00192a, None, success,P 3 2 1,127 127 41 90
90 120,2.02,0.019,80.3,1.3,99.4,97.1,95.6,0.19791,0.23092,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0486,COclccccclN2CC [NH+] (CC2) CC#N, FMOPL000103a,None, success,P 3 2 1,127 127 41
90 90 120,2.29,0.026,58.7,-2,99.5,95.7,94.1,0.18586,0.23003,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0487,clcc (ocl)C (=0)N2CC[NH+] (CC2)CC (=0)N, FMOPL000038a,None, success,P 3 2 1,126
126 41 90 90 120,2.45,0.029,52.2,1.3,99.4,93.3,92.7,0.17606,0.2168,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0488, CCLCCN (CC1l)c2ccc (cc2N)C (=0) [0-],FMOPL000193a,None, success,P 3 2 1,125 125
41 90 90 120,2.48,0.052,27,1.1,98.8,93.5,99.5,0.21242,0.25059,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0489,Cclccc(ccl) S (=0) (=0)N(C) CCC#N, FMOPL000571a,None, success,P 3 2 1,126 126 41

90 90 120,1.99,0.022,64.6,1.4,97.5,99.2,100,0.20442,0.23657,None, None,None,1 - Analysis
Pending, None
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NUDT7A-x0490,Cclcc (nol)c2nc (on2)c3ccecec3, FMOPL0O00106a, None, success,P 3 2 1,126 126 41 90
90 120,1.73,0.023,65.2,1.3,99.4,97.1,98.8,0.19266,0.21438,None,None,None,1l - Analysis
Pending, None

NUDT7A-x0491,Cclccc (ccl)C(=0)n2cnc3c2cccec3, FMOPL000194a,None, success,P 3 2 1,126 126 41
90 90 120,1.89,0.021,86.6,1.5,99.8,97.8,99.6,0.19978,0.22861,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0492,Cclcc (nol)C(=0)NNc2ccccc2F, FMOPL000104a, None, success,P 3 2 1,126 126 41 90
90 120,2.13,0.025,62.4,1.8,99.3,96.7,93.2,0.17819,0.21899,0.17819,0.21899,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0493, clccc2c (cl)ccec (c20)C[NH+]3CCOCC3, FMOPL000195a,None, success,P 3 2 1,125 125
41 90 90 120,2.17,0.027,47.5,1.2,99.6,96.9,100,0.19266,0.23052,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0494,clcc (ccclC (=0) [0-])0Oc2ccc (cc2)N, FMOPL0O00584a,None, success,P 3 2 1,125 125
41 90 90 120,2.32,0.035,46.4,0.8,98.7,95.5,88.6,0.21673,0.25816,0.21673,0.25816,P 3 2
1,2 - PANDDA model,None

NUDT7A-x0495, clcc2c (cclNC (=0)NCC3CC3)CCO2,FMOPL000100a,None, success,P 3 2 1,125 125 41
90 90 120,2.46,0.029,62.6,1.4,99.5,95.8,99.9,0.1957,0.24767,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0496,CC (C) (C)NC (=0)NclccceeclC (=0)N, FMOPL000039%9a,None, success,P 3 2 1,126 126 41
90 90 120,3.47,0.059,22.5,2.3,92.7,85.8,74.2,0.2661,0.34042,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0497,clcc2c (cclC[NH2+]Cc3ccnece3)0C02, FMOPL000196a,None, success,P 3 2 1,126 126
41 90 90 120,1.97,0.019,80,2,99.7,96.6,97,0.18182,0.21447,0.18814,0.2162,P 3 2 1,3 - In
Refinement, None

NUDT7A-x0498, CC1CC[NH+] (CCl)Cc2c[nH]c3c2cccc3, FMOPL0O00576a,None, success,P 3 2 1,126 126
41 90 90 120,2.2,0.026,64.7,1.8,100,99.2,100,0.2117,0.24173,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0499, COclccc (cnl)NC (=0)Nc2cccs2, FMOPL000101a,None, success,P 3 2 1,125 125 41 90
90 120,3.31,0.078,14.9,1.3,91.2,91,93.4,0.34913,0.3731,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0500, clcc (ccclN2C (=0)CCC2=0)0CC (=0) [0-],FMOPL000045a, None, success,P 3 2 1,126
126 41 90 90 120,1.95,0.024,59.7,1.2,99.9,94.2,99.7,0.18763,0.21463,None,None,None, 1 -
Analysis Pending,None

NUDT7A-x0501,CclccccclOCC (=0)Nc2ceenc?2, FMOPL000197a,None, success,P 3 2 1,126 126 41 90
90 120,1.86,0.032,43.8,1.2,99.6,98.4,99.8,0.20395,0.23509,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0502, clccc2c (cl)ncn2Cc3ccc(cec3)F, FMOPL0O00574a, None, success,P 3 2 1,126 126 41 90
90 120,2.08,0.061,45.3,1.6,98.8,97.5,96.2,0.22129,0.25131,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0503,Cclnccc (nl)c2cccc (c2)NC (=0)NC, FMOPL000110a, None, success,P 3 2 1,125 125 41
90 90 120,2.9,0.092,21.4,2,99.9,92.8,100,0.18172,0.23751,0.18771,0.25895,P 3 2 1,3 - In
Refinement, None

NUDT7A-x0504, clccc (ccl) CCNC (=0) NC2CCCCC2, FMOPL0000O46a, None, success,P 3 2 1,125 125 41 90
90 120,2.27,0.03,56.5,0.5,99.7,95.3,96.6,0.17891,0.21454,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0505,Cclcccc (clC)NC (=0) C[NH+]2CCOCC2, FMOPL000198a,None, success,P 3 2 1,126 126

41 90 90 120,2.27,0.035,49.8,1.3,99.5,95.8,93.7,0.16931,0.20721,None,None,None,1 -
Analysis Pending, None

120



NUDT7A-x0506, CCOC (=0) clcc (nol)c2ccc(cc2)C,FMOPL0O00579%a,None, success,P 3 2 1,127 127 41
90 90 120,2.33,0.041,35.7,0.5,99.4,95.1,93,0.18319,0.23127,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0507,clcc (ccclCNC (=0)N2CCOCC2) C#N, FMOPL000108a, None, success,P 3 2 1,126 126 41
90 90 120,1.91,0.027,68.7,0.8,97.8,97.6,86.4,0.21517,0.24156,0.21517,0.24156,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0510,clc (cncclC(=0) [O-])C#CCC2CCCCC2, FMOPL00010%a, None, success,P 3 2 1,125 125
41 90 90 120,2.23,0.041,53.8,1.3,98.9,93.9,94.4,0.2317,0.26977,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0511,clccc (ccl)NC (=0)N2CCC (CC2)C (=0)N, FMOPL000200a,None, success,P 3 2 1,124 124
41 90 90 120,2.58,0.034,46.8,1,99.4,93,99.4,0.18942,0.24169,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0512,CC(C)COclccc(ccl)c2csc (n2)N, FMOPL0O0O0575a, None, success,P 3 2 1,126 126 41 90
90 120,2.06,0.024,55.5,1.5,97.1,96.8,91.4,0.22621,0.25907,0.22621,0.25907,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0515,clcc (cncl)CNc2ccc (cc2N) C (=0) [0-], FMOPL000201a,None, success,P 3 2 1,126 126
41 90 90 120,2.01,0.028,53.2,1.6,99.7,97.3,100,0.20248,0.23734,0.20248,0.23734,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0516, CCC (=0)Nclc2ccccc2oclC (=0)N, FMOPL0O0O0577a, None, success,P 3 2 1,124 124 41 90
90 120,2.63,0.026,44.4,1.7,98.4,96.1,98.6,0.20585,0.26874,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0517,clcc(cc(cl)c2ccc (cc2)0)C#N, FMOPL000261a, None, success,P 3 2 1,125 125 41 90
90 120,2.4,0.025,69.8,1.6,99.5,95,98.5,0.20435,0.25285,0.20435,0.25285,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0519,Cclcc (nc(cl)NC(=0)Nc2ccccc?2)C, FMOPL000454a, None, success,P 3 2 1,125 125 41
90 90 120,2.44,0.037,37.2,1.1,99.1,94.8,89.4,0.16849,0.2135,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0520,CCCnlc (nnnl)NC (=0)c2ccco?2, FMOPL000475a,None, success,P 3 2 1,125 125 41 90
90 120,2.08,0.026,63.3,2.2,97.9,94.6,92.1,0.20895,0.23297,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0521,clcc (cc(cl)c2ccecc(c2)0)C#N, FMOPL0O00262a,None, success,P 3 2 1,129 129 41 90
90 120,2.77,0.105,42.4,1.6,100,99,100,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0522,CCOC (=0) clc(nc(sl)c2cncen?2)C, FMOPL0O00O647a, None, success,P 3 2 1,127 127 41
90 90 120,2.37,0.021,67.9,1.1,98.1,92.7,99.1,0.20942,0.25232,None,None,None, 1 - Analysis
Pending, None

NUDT7A-x0523,CC(C)Oclccc(ccl) [C@@H] 2CC (=0)NC2, FMOPL000402a,None, success,P 3 2 1,126 126
41 90 90 120,2.17,0.028,72.8,1.5,99.8,98.4,99.9,0.20368,0.24779,None,None,None,1 -
Analysis Pending,None

NUDT7A-x0524,CC (=0)Nclccc(ccl)OC (=0)N2CCCC2, FMOPL000494a, None, success,P 3 2 1,126 126 41
90 90 120,2.46,0.034,54.2,1.5,99.6,94.7,95.7,0.17067,0.21711,0.17067,0.21711,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0525,C[NH+] (C)Cclc[nH]c2clcc (cc2)0C, FMOPL0O00690a, None, success,P 3 2 1,125 125 41
90 90 120,2.43,0.071,49.3,1.8,99.2,94.6,90.8,0.2328,0.2797,0.23280,0.27970,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0526,C1COCC[NH+]1Cc2c (snn2)Cl, FMOPL0O00627a,None, success,P 3 2 1,126 126 41 90 90

120,3.45,0.03,51.2,6.8,98.7,86.3,88.6,0.20176,0.25188,None, None,None, 1 - Analysis
Pending, None
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NUDT7A-x0527,CCclnnc (sl)NC (=0)c2cnccn?2, FMOPL000404a,None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.026,67.5,1.4,99.7,97,97.9,0.19504,0.22501,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0528, clccc(ccl)CC[NH+]2CCC(CC2)C(=0)N, FMOPL000481a,None, success,P 3 2 1,126 126
41 90 90 120,1.94,0.024,70.7,3,99.8,99.8,99.3,0.20303,0.23045,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0529,CC (=0)clccc(ccl)OCC (=0) [0-],FMOPL000688a,None, success,P 3 2 1,126 126 41 90
90 120,1.93,0.028,47,1.1,100,98.9,99.8,0.19533,0.22147,0.19533,0.22147,»p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0531,CC (=0)Nclnc2ccc (cc2sl)C (=0)NC, FMOPL000419%9a,None, success,P 3 2 1,126 126 41
90 90 120,3.16,0.076,17.9,2.2,98.6,93.4,96.7,0.20151,0.26918,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0532,Cclc(sc2clc(ncn2)N(C)C)C,FMOPL0O00466a,None, success,P 3 2 1,126 126 41 90 90
120,2.22,0.02,67.7,4.5,95.2,95.7,73.8,0.25368,0.28971,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0533,COclccc2c(cl)non2, FMOPL0O00686a, None, success,P 3 2 1,125 125 41 90 90
120,2.34,0.028,66.4,1.4,99.7,95.4,97.4,0.17397,0.21289,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0534,clccc (ccl) [CQRH] (C[NH+]2CCC(CC2)C (=0)N)O, FMOPL000653a,None, success,P 3 2
1,126 126 41 90 90
120,2.46,0.025,60.9,1.7,99.5,94.8,93.6,0.16853,0.21635,None,None, None, 1 - Analysis
Pending,None

NUDT7A-x0535,clcc (ocl)C (=0)NCCc2ccc (cc2)F,FMOPL000411a,None, success,P 3 2 1,126 126 41
90 90 120,2.29,0.018,74.8,0.8,99.6,95.7,99.5,0.18668,0.22424,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0536,CC(C)clccc(ccl)C(=0)NC[CR@H]2CCC0O2,FMOPL000493a,None, success,P 3 2 1,126
126 41 90 90 120,2.45,0.028,57.1,1.7,99.7,94.2,97.3,0.1744,0.22303,0.17440,0.22303,P 3
2 1,2 - PANDDA model, None

NUDT7A-x0537,clccc (ccl)COC (=0)NO, SDOOA000888b, None, success,P 3 2 1,126 126 41 90 90
120,2.27,0.025,63,1.4,99.7,95.3,96.1,0.18184,0.22397,0.18184,0.22397,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0538,COC (=0) clccc(sl)c2ccecen?2, FMOPL0O00638a,None, success,P 3 2 1,125 125 41 90 90
120,2.32,0.025,70,1.5,99.5,94.9,94.2,0.17875,0.21566,0.17875,0.21566,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0539,CCnlcc (cnl)CNC (=0) c2cccnc2, FMOPL000422a,None, success,P 3 2 1,126 126 41 90
90 120,2.01,0.027,56.1,1.3,99.5,97.2,93.6,0.18576,0.21112,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0540,CC (=0)clccc (ccl)N2CCC(CC2)C(=0)N, FMOPL000495a,None, success,P 3 2 1,126 126
41 90 90 120,2.57,0.029,71.5,1.4,99.4,92.6,96.1,0.24783,0.31027,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0541,CCN (CCO)clccc(c(cl)C)N,FMOPL000689%a,None, success,P 3 2 1,126 126 41 90 90
120,2.32,0.032,48.2,1.2,99.5,95.5,94,0.1761,0.21426,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0543,clcc (ocl)C (=0)NC (=S)N2CCOCC2,FMOPL000401a,None, success,P 3 2 1,126 126 41

90 90 120,1.83,0.028,57,1.2,99.5,97.8,94.3,0.18885,0.2217,0.18885,0.22170,P 3 2 1,2 -
PANDDA model, None
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NUDT7A-x0545,clccc (ccl)COC (=0)N2CCC[C@H]2CO, FMOPL000691a,None, success,P 3 2 1,126 126 41
90 90 120,2.08,0.033,49.5,1.5,98.8,97.1,93.9,0.19822,0.2272,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0546,Cclccc (ccl)C(=0)0O[CQ@ERH]2C[NH+]3CCC2CC3,FMOPL000661a,None, success, P 3 2
1,125 125 41 90 90 120,2.32,0.025,69,1.8,99.6,95.5,97.6,0.19481,0.23997,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0548,CC (=0)Nclnc(nsl)SC,FMOPL000460a,None, success,P 3 2 1,122 122 39 90 90
120,1.6,1.127,1,0.1,36,96.4,6,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0550,C[C@H]ICN(C[CRQH] (01)C)c2ccc(cc2C (=0) [0-])N, FMOPL000658a,None, success,P 3 2
1,125 125 41 90 90 120,2.98,0.079,20.7,1.4,98.1,98,99.9,0.2143,0.28475,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0552, clccc (ccl)CCCC (=0)N2CCOCC2, FMOPL000501a, None, success,P 3 2 1,127 127 41 90
90 120,2.28,0.205,16.5,1.3,99.7,96.4,98.6,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0553,COclccc (cclN)N, FMOPL0O00685a,None, success,P 3 2 1,120 126 41 90 90
120,2.6,0.045,34.4,0.8,98.6,94,98.5,0.22746,0.2765,0.22746,0.27650,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0554,Cclc(c(n(nl)C)C)NC(=0)CC#N, FMOPL000633a,None, success,P 3 2 1,126 126 41 90
90 120,1.96,0.023,68.6,1.8,95.7,97.3,97.8,0.28589,0.32666,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0556, COCC (=0)Nclccceccecl, FMOPL0O0O0O504a, None, success,P 3 2 1,126 126 41 90 90
120,1.84,0.044,37.6,1,99.5,97.7,94.1,0.18857,0.21791,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0557,clccc (ccl)NO, FMOPL000684a,None, success, P 3 2 1,126 126 41 90 90
120,1.97,0.019,89.4,2,99.8,97.3,97.9,0.1855,0.21474,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0558, clcc (ocl)C[NH+]2CCS (=0) (=0)CC2, FMOPL000629a, None, success,P 3 2 1,126 126 41
90 90 120,2.28,0.055,33.7,1.3,99.3,95.8,91.8,0.1863,0.22671,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0559,COclccc (ccl)NCc2cccecc20, FMOPL000426a, None, success,P 3 2 1,126 126 41 90 90
120,2.02,0.02,74.4,2.1,99.7,96.6,96.8,0.18564,0.21883,0.18564,0.21883,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0560,clccc(c(cl)NC(=S)N)OC(F) (F)F,FMOPL000512a,None, success,P 3 2 1,126 126 41
90 90 120,1.98,0.023,78.1,1.9,99.7,96.6,97.6,0.19232,0.22435,0.19232,0.22435,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0561,Cclccc (ccl)CNC (=0)Cc2cccs2, FMOPL000743a,None, success,P 3 2 1,127 127 41 90
90 120,2.73,0.089,52.4,2,100,99.3,100,0.28886,0.35374,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0562,CC (=0)NclccccelC (=0) NN, FMOPL000631a,None, success,P 3 2 1,126 126 41 90 90
120,1.81,0.021,71.3,1.7,99.7,97.4,96.4,0.19072,0.21661,0.19072,0.21661,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0563,CCOclccc(ccl)NC (=0)c2cncen?2, FMOPL0O00O446a, None, success,P 3 2 1,126 126 41 90
90 120,2.51,0.054,40,1.1,98.8,94.5,86.1,0.18901,0.22552,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0564,CC (=0)NCCclccc (ccl) S (=0) (=0)N, FMOPL000513a, None, success,P 3 2 1,126 126 41

90 90 120,2.01,0.018,93.2,1.5,99.6,96.1,96,0.18702,0.22013,None,None,None, 1 - Analysis
Pending, None
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NUDT7A-x0565,Cclccc (c(cl)Q)NC2=CC (=0)CC(C2) (C)C,FMOPL0O00379a,None, success,P 3 2 1,126
126 41 90 90 120,2.32,0.023,60.4,1.1,99.4,95.3,93.1,0.18025,0.2248,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0567,clccc(c(cl)C(=0)NCCc2ccncc?)F, FMOPL000361a,None, success,P 3 2 1,126 126 41
90 90 120,2.02,0.024,70.5,1.9,99.7,96.5,97,0.18089,0.21274,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0568,CC (=0) NICCNC (=0) [C@@H]1CC (=0)0C, FMOPL000325a,None, success,P 3 2 1,126 126
41 90 90 120,1.84,0.022,60.4,1.4,99.5,97.7,94.1,0.1912,0.21601,None, None,None,1 -
Analysis Pending, None

NUDT7A-x0569, CCCC (=0)Nclnnn(nl)CC,FMOPL0O00O311a,None,success,P 3 2 1,126 126 41 90 90
120,1.84,0.028,65.4,1.3,99.7,97.6,96.4,0.18901,0.2164,0.18901,0.21640,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0570, CCNC (=0) clccc (ccl)NS (=0) (=0)C, FMOPL000335a,None, success,P 3 2 1,126 126 41
90 90 120,1.85,0.021,90.6,1.5,99.9,96.6,99.2,0.19043,0.21747,0.19043,0.21747,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0571,clcc (cc(cl)NC (=0)CCC2CCCC2)C#N, FMOPL000364a,None, success,P 3 2 1,126 126 41
90 90 120,2.1,0.023,64.5,1.4,99.5,96.7,93.5,0.18637,0.21986,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0572,CN (C)C (=0)Oclccc (ccl)c2nnco2, FMOPL000354a,None, success,P 3 2 1,127 127 41
90 90 120,2.14,0.034,44.2,1.5,99.5,96.3,94.3,0.17802,0.21129,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0573,CC1CCN(CC1)C (=0) c2cc3ccecec302, FMOPL000372a, None, success,P 3 2 1,126 126 41
90 90 120,2.57,0.066,34.6,1,98.2,95,100,0.25276,0.30692,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0574,CC(C) (CO)NC(=0)clcccc(cl)Cl,FMOPL0O00324a,None, success,P 3 2 1,127 127 41 90
90 120,2.04,0.028,57,1.5,99.8,94.7,99.9,0.20321,0.23552,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0575,Cclc(nc[nH]1)C[NH+]2CCCCCC2, FMOPL0O00317a,None, success,P 3 2 1,126 126 41 90
90 120,2.09,0.025,71.1,1.4,99.2,96.5,92,0.19562,0.22963,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0576,CC[NH+]1CCC(CCl)Nc2ccccc?2F, FMOPL000339%a, None, success,P 3 2 1,125 125 41 90
90 120,1.96,0.025,63.9,1.2,99.5,97.4,93.7,0.19224,0.22292,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0577,clccc (ccl)CH#Cc2ccc(cc2)c3cen[nH] 3, FMOPL000111a,None, success,P 3 2 1,126 126
42 90 90 120,2.28,0.022,79.6,1,99.7,95.2,97.5,0.17797,0.21696,None, None,None, 1 -
Analysis Pending,None

NUDT7A-x0578,CCOclccc(ccl)C(=0)Nc2cceece?2, FMOPLO0O0050a, None, success,P 3 2 1,127 127 41 90
90 120,2.54,0.039,45.1,1.3,98.8,95.5,98.9,0.21005,0.26522,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0579,Cclccc (ccl)OCC (=0)N2CC[NH+] (CC2)C, FMOPL000202a,None, success,P 3 2 1,126 126
41 90 90 120,1.88,0.074,52.6,0.5,99,97.6,97.7,0.24304,0.27256,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0580,Cclcccccle2ne (¢ (02)N(C)C)C#N, FMOPL0O00583a, None, success,P 3 2 1,126 126 41
90 90 120,2.01,0.031,48.1,1.1,99.6,97,95.1,0.1856,0.21023,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0581,CC (=0)N1CCC (CC1)C#N,XST00000907b, None, success,P 3 2 1,126 126 41 90 90

120,2.5,0.064,12,2.6,100,99.2,100,0.28266,0.33276,None, None, None, 1 - Analysis
Pending, None
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NUDT7A-x0582,CC (=0)NclccccclOCc2ccccc?2, FMOPL000047a,None, success,P 3 2 1,127 127 41 90
90 120,2.08,0.024,61,1.4,98.6,97.5,90.8,0.20129,0.23809,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0583,CCclccc(ccl)OCC (=0)N2CCCCC2, FMOPL0O00203a, None, success,P 3 2 1,125 125 41 90
90 120,2.31,0.051,30.4,1.2,99.5,95.5,94.3,0.19619,0.22539,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0584,Cclccc (sl)CNc2cccc(c2)C (=0) [0-],FMOPL0O00582a,None, success,P 3 2 1,126 126
41 90 90 120,1.97,0.026,75,1.9,99.7,96.9,97,0.1839,0.21817,0.18390,0.21817,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0585, C[NH2+]Cclccc (ccl)C(F) (F)F, FMOPL000112a,None, success,P 3 2 1,126 126 41 90
90 120,1.84,0.032,53.6,1.5,99.4,97,92.1,0.1884,0.21589,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0586,COclccc2c(cl)cc([nH]2)CI[NH3+],FMOPL000053a,None, success,P 3 2 1,126 126 41
90 90 120,2.11,0.044,54.6,1.6,99.8,92.9,100,0.19584,0.21979,0.19584,0.21979,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0587,CCOclcccc (cl)C(=0)Nc2nnn (n2)C, FMOPL000204a,None, success,P 3 2 1,127 127 41
90 90 120,2.33,0.026,55.2,1.4,99.5,94.6,93.6,0.16971,0.20127,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0588, CCNC (=0) NICCNC (=0) [CRH] 1CC (=0) OC, FMOPL000578a,None, success,P 3 2 1,126 126
41 90 90 120,1.99,0.022,58.4,1.1,94.8,99.4,100,0.22395,0.26457,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0589,clccc (ccl)CONC (=0)N,XST00001145b, None, success,P 3 2 1,126 126 41 90 90
120,1.83,0.028,58,1.6,99.8,97.7,97.2,0.18759,0.21488,0.18759,0.21488,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0590,COclccc (ccl)C#CC(=0) [0-], FMOPL000052a,None, success,P 3 2 1,126 126 41 90 90
120,2.02,0.021,84.2,1.3,99.7,96.8,96.1,0.1927,0.22379,0.19270,0.22379,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0591,CCOclccc(ccl) [CRRH] (C) [NH3+],FMOPL000205a, None, success,P 3 2 1,126 126 41
90 90 120,2.19,0.057,31.7,1.6,99.8,97.1,99.8,0.21683,0.25686,0.21683,0.25686,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0592,COclcccc(cl)Nc2c3c([nH]cn3)ncn2, FMOPL0O00596a, None, success,P 3 2 1,127 127
41 90 90 120,2.97,0.037,43.9,1.4,95,91,100,0.25506,0.31146,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0593, clccc (ccl)Nc2nnes?2, FMOPL000113a,None, success,P 3 2 1,126 126 41 90 90
120,2.2,0.073,33.1,1,99.4,96.3,99.4,0.29715,0.35024,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0594, clcc2c (ccc (c2ncl)O) C[NH+]3CCOCC3, FMOPL000054a,None, success,P 3 2 1,126 126
41 90 90 120,2.27,0.02,77.4,1.1,99.6,94.7,95,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0595,clcc2c (cclC[NH2+]C[C@H]3CCCO3)0C0O2, FMOPL000206a,None, success,P 3 2 1,126
126 41 90 90 120,1.75,0.023,79,2.2,99.8,97.9,97.3,0.18372,0.21006,0.18372,0.21006,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0596, clccc (ccl)NC (=0) NCCN2CCCC2=0, FMOPL000589%a,None, success,P 3 2 1,126 126 41
90 90 120,1.7,0.027,57.6,1.3,99.8,98.5,100,0.19424,0.21982,0.19424,0.21982,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0597,clccc(c(cl)N)Nc2cceen2, FMOPL000114a,None, success,P 3 2 1,127 127 41 90 90

120,2.09,0.02,84.7,2.3,99.7,96.7,96.6,0.18424,0.22374,0.18424,0.22374,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x0598,COC (=0) C#Cclccc(ccl)Cl, FMOPL000060a,None, success,P 3 2 1,126 126 41 90 90
120,1.87,0.022,64.6,1.1,99.6,94.9,99.5,0.19346,0.21955,0.19346,0.21955,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0599,CCnlc (ccnl)C[NH2+]C, FMOPL000221a,None, success,P 3 2 1,126 126 41 90 90
120,1.89,0.026,57.1,0.7,99.1,99.6,96.1,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0602,CCNC (=0)N1CCN (CC1)C(=0)C, FMOPL000061a,None, success,P 3 2 1,127 127 41 90 90
120,2.47,0.023,62.6,1.2,98.1,94.8,100,0.24003,0.28672,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0603,CS (=0) (=0)NC1CCCC1l,FMOPL0O00222a,None,success,P 3 2 1,126 126 41 90 90
120,1.96,0.019,77.3,1.4,97.6,99.8,98.5,0.21388,0.24405,0.21388,0.24405,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0604,CN (C)clccc(ccl)c2cc(on2)C(=0)0C, FMOPL0O00595a,None, success,P 3 2 1,126 126
41 90 90 120,2.7,0.021,77.9,1.1,99.4,92.4,94.5,0.2008,0.25502,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0605,clcc(cc(cl)F)Nc2[nH]c (=0)ccn2, FMOPL000115a,None, success,P 3 2 1,126 126 41
90 90 120,2.3,0.043,36.3,1.3,99.9,95.4,99.9,0.18435,0.22055,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0606,COC (=0) C#Cclccc2cccecc2el, FMOPL0O00062a, None, success,P 3 2 1,126 126 41 90 90
120,2.44,0.081,49.2,1.1,100,99.1,100,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0607,CC (=0)clccc(ccl)OC(F)F,FMOPL000223a,None, success,P 3 2 1,125 125 41 90 90
120,2.46,0.097,6.9,1.2,100,99.6,100,0.37269,0.41697,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0608, clccc2c(cl) [nH]c (n2)CNC (=0) c3ccco3, FMOPL0O00588a, None, success,P 3 2 1,126
126 41 90 90 120,1.85,0.023,80.5,1.6,99.8,97.8,97.3,0.18264,0.21215,0.18264,0.21215,P 3
2 1,2 - PANDDA model,None

NUDT7A-x0611,CCSclnnc (sl)NC (=0)0C, FMOPL000224a,None, success,P 3 2 1,125 125 41 90 90
120,2.4,0.053,26.5,1.4,99.7,96.7,99.3,0.19694,0.24349,0.19694,0.24349,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0612,CC(C) (C(=0)NNclccc2cececeec2cel)O, FMOPL000590a, None, success,P 3 2 1,125 125 41
90 90 120,2.42,0.037,37.9,1,98.7,94.7,82.5,0.17329,0.2062,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0613,Cclc (nc (=0) [nH]nl)Nc2cccc(c2)0, FMOPL0O00117a,None, success,P 3 2 1,126 126 41
90 90 120,2.37,0.072,21.6,0.8,99.9,97.5,99.7,0.20305,0.25106,0.20305,0.25106,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0614,clcc (ccclCO)c2ccc(cc?2)CO, FMOPLO00064a, None, success,P 3 2 1,126 126 41 90 90
120,3.49,0.083,12,2,99.8,97,100,0.26631,0.38121,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0615,COclcccecclOCC (=0) NN, FMOPL000225a, None, success,P 3 2 1,126 126 41 90 90
120,3.19,0.037,34.7,1,94.6,88.3,93.3,0.22029,0.30843,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0616,CC (=0)clccc(ccl)NC(=0)CI[NH+]2CCCC2,FMOPL0O00591a,None, success,P 3 2 1,126
126 41 90 90 120,2.32,0.036,24.1,1.8,100,99.6,100,0.20003,0.24222,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0617,CS (=0) (=0)Nclccc(ccl)c2cececec2, FMOPL00O121a, None, success,P 3 2 1,126 126 41

90 90 120,2.35,0.026,53.4,1.4,99.5,95.4,94.3,0.17687,0.21527,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x0618,CS (=0) (=0)Nclccc(ccl)C(=0)N, FMOPL000226a,None, success,P 3 2 1,126 126 41 90
90 120,2,0.024,62.4,0.8,99.8,95.8,99.9,0.20693,0.24173,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0619,CC1 (C[CRW@H] (CCO1)C (=0)NCc2ccccc?2)C,FMOPL0O00592a, None, success,P 3 2 1,127
127 41 90 90 120,2.88,0.029,54.2,2.1,99.5,91.8,95.5,0.17629,0.24918,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0620,CCCclnnc(sl)NC (=0)c2cccen2, FMOPL000119%9a,None, success,P 3 2 1,125 125 41 90
90 120,2,0.025,58.1,1.4,99.6,97.2,95.2,0.18338,0.20872,0.18338,0.20872,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0621,CCclnnc (s1l)NC (=0)C(F) (F)F, FMOPL000227a,None, success,P 3 2 1,126 126 41 90
90 120,2.45,0.031,57.6,2,99.8,94.4,98.8,0.17511,0.21365,0.17511,0.21365,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0622,Cclcc (n2c (nl)ncn2)Nc3ccec (cc3)0, FMOPL0O00597a, None, success,P 3 2 1,126 126 41
90 90 120,1.85,0.024,69.1,1.2,99.5,96.5,99.9,0.19792,0.22689,0.19792,0.22689,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0623,CCC[C@H] (C)C(=0)Nclc (ccececlC)C, FMOPL000720a,None, success,P 3 2 1,126 126 42
90 90 120,2.52,0.095,20.9,0.9,99.3,94.2,91.1,0.21582,0.27203,0.21582,0.27203,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0624,CCOC (=0)NCclccccel, FMOPL000628a,None, success,P 3 2 1,127 127 41 90 90
120,1.97,0.027,66.8,1.8,99.7,97.1,97,0.18112,0.21532,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0625,COclccc (ccl)CNC (=0)c2cncen?2, FMOPL000452a, None, success,P 3 2 1,126 126 41 90
90 120,3.01,0.078,23.1,2.5,98.2,90.6,99.2,0.17978,0.23695,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0626,clcscclC[NH+]2CCC (CC2)0,FMOPL0O00505a,None, success,P 3 2 1,126 126 41 90 90
120,1.66,0.024,77.1,2.3,99.7,97.9,97.1,0.18661,0.21133,0.18661,0.21133,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0627,CC(C)CC (=0)Nclccc(ccl)NC(=0)C,FMOPL000731a,None, success,P 3 2 1,126 126 41
90 90 120,1.97,0.026,79.3,2.3,99.5,97.3,93.9,0.19287,0.22908,0.19287,0.22908,p 3 2 1,2
- PANDDA model,None

NUDT7A-x0629, clcnc (cnl)C(=0)NCCC2=CCCCC2, FMOPL000415a,None, success,P 3 2 1,126 126 41 90
90 120,1.9,0.016,102,1.9,98.5,97.9,91.9,0.20219,0.23149,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0630,Cclccc (ccl)CNC (=0)COC, FMOPL0O00511a,None, success,P 3 2 1,128 128 41 90 90
120,2.09,0.021,81.8,1.6,99.6,96.2,95.5,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0631,CCOclccc(ccl)C(=0)Nc2cc (on2)C, FMOPL000749%9a,None, success,P 3 2 1,126 126 41
90 90 120,2.59,0.033,38.2,0.8,98.3,94.3,83.3,0.18193,0.22553,0.18193,0.22553,p 3 2 1,2
- PANDDA model, None

NUDT7A-x0633,clccc (ccl)CCC (=0)NN2CCOCC2, FMOPL000413a,None, success,P 3 2 1,126 126 41 90
90 120,2.33,0.037,39.8,1.1,99.3,98.8,99.9,0.20867,0.25744,None,None,None,1l - Analysis
Pending, None

NUDT7A-x0635,clcc(c(c(cl)F)C(=0)N2CCCCCC2)F,FMOPL0O00729a,None, success,P 3 2 1,126 126 41
90 90 120,1.77,0.025,66.4,1.9,99.7,97.8,95.9,0.18112,0.20756,0.18112,0.20756,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0637,CC(C)C (=0)Nclccc (ccl)N2CCCCC2, FMOPL000439%a,None, success,P 3 2 1,126 126 41

90 90 120,2.32,0.026,60.3,0.8,99.7,95.1,97,0.18581,0.22476,None, None,None,1 - Analysis
Pending, None
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NUDT7A-x0639,Cclccc (ccl)CNC (=0) c2ccc (cc2)C, FMOPL000754a, None, success,P 3 2 1,126 126 41
90 90 120,2.31,0.034,52,1.2,98.9,94.3,87.9,0.20552,0.24825,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0640,clcc(cc(cl)NC (=0)c2ccno?2)C(=0) [0-],FMOPL000648a,None, success,P 3 2 1,126
126 41 90 90 120,1.82,0.024,60.8,1.3,96.1,96.6,100,0.2309,0.24793,0.23090,0.24793,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0641,C1CCC (CC1l)CCC (=0)N2CCOCC2, FMOPL000400a,None, success,P 3 2 1,125 125 41 90
90 120,1.6,0.036,70.5,2.8,99.9,98,99.3,0.18336,0.20276,None,None,None, 1 - Analysis
Pending, None

NUDT7A-x0642,C[NH+]1CCC (CC1l)0OC (=0)c2cccc(c2)F,FMOPL000739%9a,None, success,P 3 2 1,126 126
41 90 90 120,1.6,0.044,48.5,1.1,99.9,98.7,100,0.19369,0.21644,0.19369,0.21644,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0643,clcc (ccclNNC (=0)C2CCC2)F, FMOPL0O00636a,None, success,P 3 2 1,126 126 41 90 90
120,2.08,0.038,24.8,1.5,100,99.7,100,0.29425,0.32549,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0644,clccc (ccl)NC (=0)NCc2ccc (cc2)F, FMOPL000434a,None, success,P 3 2 1,126 126 41
90 90 120,1.87,0.034,62.4,2,99.8,97.4,97.7,0.19295,0.22489,0.19295,0.22489,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0645, CCC (=0)Nclccc (cclO)C, FMOPLO0O0O506a, None, success,P 3 2 1,126 126 41 90 90
120,1.77,0.031,60,1.2,100,96.9,100,0.19447,0.21888,0.19447,0.21888,Pp 3 2 1,2 - PANDDA
model, None

NUDT7A-x0646,clccc2c(cl)nc (s2)N3CCOCC3, FMOPL000705a,None, success,P 3 2 1,126 126 41 90
90 120,1.99,0.179,30.1,2,99.9,97.2,99.7,,,None,None,None,1 - Analysis Pending, None

NUDT7A-x0647,clccc (c (cl)NNC (=0)c2ccno?)F, FMOPL000644a,None, success,P 3 2 1,125 125 41 90
90 120,1.68,0.07,37.6,2.6,99.9,98.1,99.3,0.18109,0.20381,0.18109,0.20381,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0648, COC (=0)Nclccce (cl)NC (=0)0C, FMOPL000406a,None, success,P 3 2 1,125 125 41 90
90 120,1.66,0.041,62.7,2.8,99.6,98.1,98.3,0.186,0.20424,0.18600,0.20424,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0649,CNC (=0) CCC1CCCCC1, FMOPL000503a,None, success,P 3 2 1,126 126 41 90 90
120,1.7,0.023,102.9,2.5,99.9,97.9,98.8,0.18761,0.2144,0.18761,0.21440,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0650,Cclcccc (cl)NC (=0)Nc2nc (¢cs2)C, FMOPL000O744a,None, success,P 3 2 1,125 125 41
90 90 120,1.76,0.029,73.5,2.5,99.6,98.1,94.7,0.1834,0.2069,0.18340,0.20690,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0651,clccc(ccl)C(=0)NNc2ccccc2F, FMOPL000649%a, None, success,P 3 2 1,126 126 41 90
90 120,1.7,0.021,96,2.5,99.8,97.8,97.8,0.18899,0.21276,0.18899,0.21276,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0652,COclccc(ccl)CNC (=0) [CQQRH]2CCCO2, FMOPL000425a,None, success,P 3 2 1,128 128
41 90 90 120,1.93,0.035,79.5,1.5,98.2,96.7,85.4,0.25689,0.3029,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0653,COC (=0) COclccc (ccl) C#N, FMOPL000510a,None, success,P 3 2 1,126 126 41 90 90
120,2.18,0.022,80.1,2,99.6,95.9,94.8,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0655,CC (=0)Nclccc (cnl)NC (=0)c2ccco2, FMOPL000656a,None, success,P 3 2 1,125 125 41

90 90 120,2.35,0.034,49.4,1.1,99.1,95,89.1,0.17801,0.22056,None,None,None, 1 - Analysis
Pending, None
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NUDT7A-x0656, COC (=0) clccc (ccl)NC (=0)C2CCCC2, FMOPL000450a, None, success,P 3 2 1,126 126 41
90 90 120,2.54,0.024,80.2,1.4,99.7,94,97.7,0.18057,0.23342,0.18057,0.23342,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0658,Cclcc (nol)NC (=0)c2ccc(cc2)N(C)C,FMOPL0O00753a,None, success,P 3 2 1,126 126
41 90 90 120,3.18,0.028,46.4,1.1,93,86.2,97.9,0.28905,0.38199,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0659,Cclcc (nol)C(=0)Nc2ccc3c(c2)cc[nH]3,FMOPL0O00659%9a, None, success,P 3 2 1,126
126 41 90 90 120,2.28,0.03,49.8,1.3,99.5,95.8,93.6,0.17242,0.20899,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x066,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.91,0.028,80.2,2.3,99.9,97.5,98.5,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0660,clccc(ccl)CCNc2c[nH]c (=0) [nH]c2=0, FMOPL000412a,None, success,P 3 2 1,126 126
41 90 90 120,2.28,0.03,60.3,2.2,99.5,94.8,94.7,, ,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0661,CC(C) (C) [NH+]1CC(C1l)0O,FMOPL0O00515a,None, success,P 3 2 1,127 127 41 90 90
120,1.97,0.026,64.2,1.8,98.5,97.1,95.2,0.18303,0.21205,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0662,COclcc (ccclO)C[NH2+]C2CCCCC2,FMOPL000737a,None, success,P 3 2 1,126 126 41
90 90 120,2.91,0.039,27.8,1.9,93.7,86.7,100,0.37757,0.41411,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0663,Cclccc (ccl)C[NH+]2CCS (=0) (=0)CC2,FMOPL000642a,None, success,P 3 2 1,126 126
41 90 90 120,2.35,0.027,55.6,0.9,98.4,96.9,98.5,0.22115,0.25733,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0664,CCCC (=0)NCcl[nH]c2cccece2nl, FMOPL000518a, None, success,P 31 2 1,126 126 41 90
90 120,2.05,0.113,63.5,2.6,99.9,98.9,99.8,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0665, CC (=0)NCC1 (CCOCC1l) c2cccecec2, FMOPL000733a, None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.024,55,1.3,99.6,98.2,99.6,0.18858,0.22064,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0666,clcc(c(cclCl)N)Nc2cc[nH+]cc2,FMOPL000639%a,None, success,P 3 2 1,125 125 41
90 90 120,3.06,0.081,17,1.5,98.2,92.8,99.9,0.3036,0.35228,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0667,Cclccc (c(cl)NC(=0)Nn2cnnc2)0C, FMOPL000455a, None, success,P 3 2 1,126 126 41
90 90 120,2.09,0.018,94.8,1.9,99.7,96.7,97,0.18083,0.21246,0.18083,0.21246,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0668,clcc2c (ccc (c2ncl)O)C[NH+]3CCCC3,FMOPL000519a, None, success,P 3 2 1,125 125
41 90 90 120,2.27,0.027,52.1,0.8,95.7,98.8,70.6,0.25686,0.31304,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0669, clcc (cncl)NC (=0)CC2CCCCC2, FMOPL000331a,None, success,P 3 2 1,126 126 41 90
90 120,2.2,0.038,55.9,1.2,99.9,94.6,99.9,0.18086,0.21595,0.18086,0.21595,»p 3 2 1,2 -
PANDDA model, None

NUDT7A-x067,None, None, None, success, P 6 2 2,125 125 41 90 90
120,1.68,0.104,28.9,1.5,100,99.9,100,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0670, clnncnlNC (=0) CC2CCCCC2, FMOPL000321a,None, success,P 3 2 1,126 126 42 90 90
120,2.39,0.017,84.3,1.2,97.5,98.6,93.7,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0671,clccnc (cl)C(=0)NCCc2ccc (cc2)0, FMOPL000362a,None, success,P 3 2 1,126 126 41

90 90 120,2.01,0.022,87,1.8,99.8,96.8,98.3,0.1847,0.21656,0.18470,0.21656,P 3 2 1,2 -
PANDDA model, None
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NUDT7A-x0673,clccc(c(cl)c2ccc(cc2)N)C(=0) [0-],FMOPL000342a,None, success,P 3 2 1,126 126
41 90 90 120,2.6,0.03,50.7,1,99.5,93.9,94.3,0.17907,0.22522,0.17907,0.22522,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0674,clccc(c(cl)C[NH+]2CCOCC2)0, FMOPL000382a,None, success,P 3 2 1,126 126 41 90
90 120,2.4,0.06,32,1,97.8,95.8,95.7,0.247,0.28505,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0675,clccc(c(cl)CNc2[nH]c3ccecee3n2)0, FMOPL0O00383a,None, success,P 3 2 1,127 127
41 90 90 120,2.8,0.087,41.4,1.7,99.8,92.6,99.4,0.20372,0.27493,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0676,C[NH+]1CCS (=0) (=0)CC1l,FMOPL000267a,None, success,P 3 2 1,126 126 41 90 90
120,2.28,0.02,77.8,1.6,99.6,95.5,94.9,0.17757,0.21242,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0677,clccc (ccl)COc2ccc (cc2)C (=0) [0-],FMOPL0O00270a,None, success,P 3 2 1,125 125
41 90 90 120,2.18,0.027,49,0.6,94.7,99,99.2,0.2417,0.2877,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0678,CC (=0)Oclccc2c (cl)nsn2, FMOPL000268a,None, success,P 3 2 1,126 126 41 90 90
120,2.3,0.022,56.2,0.9,99.8,97.1,100,0.17919,0.22783,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0680,C1COCC[NH+]1CCO, FMOPL000265a,None, success,P 3 2 1,126 126 41 90 90
120,2.27,0.027,61,1.1,99,95.7,87.4,0.17054,0.2036,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0682,CS (=0) (=0)NCCclccc(ccl)F, FMOPL000228a,None, success,P 3 2 1,126 126 41 90 90
120,2.09,0.025,68.7,1.7,98.2,97.4,92.7,0.21162,0.24936,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0683, clccc (ccl)CONC (=0)Nc2cccec2, FMOPL0O00O122a, None, success,P 3 2 1,126 126 41 90
90 120,2.28,0.021,78.2,0.1,99.6,95.2,95.3,0.17383,0.21332,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0684,COclcc (nc(nl)N)c2ccccec2, FMOPL000229a, None, success,P 3 2 1,127 127 41 90 90
120,2.73,0.051,30.2,-0.2,92.5,94,92,0.39309,0.41329,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0685,C[NH+]1CCN(CCl)c2ccc(cc2)C#N, FMOPL000230a, None, success,P 3 2 1,126 126 41
90 90 120,2.31,0.023,57.1,0.7,99.1,97.1,100,0.20684,0.25294,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0686,COclccc2c(cl)nc(s2)N, FMOPL0O00602a,None, success,P 3 2 1,126 126 41 90 90
120,2.39,0.041,45.2,1,96.8,96.1,100,0.282,0.31426,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0687,Cclc (nc (=0) [nH]nl)Nc2ccc(cc2)C(C)C,FMOPL0O00125a,None, success,P 3 2 1,126
126 41 90 90 120,2.47,0.088,23.3,1.6,99,92.5,100,0.19062,0.23012,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0688,CCclccc(ccl)c2c(sc(n2)N)C,FMOPL000231a,None, success,P 3 2 1,126 126 41 90
90 120,2.34,0.043,50,1.6,99.5,95.4,94.8,0.18262,0.21734,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0689,COclccc (cclOC)C[NH3+],FMOPL0O00601a,None, success,P 3 2 1,126 126 41 90 90
120,2.19,0.027,59.3,1.1,99.7,97.1,100,0.1921,0.2333,0.19210,0.23330,P 3 2 1,2 - PANDDA

model, None

NUDT7A-x069,None, None,None, success, P 3 2 1,125 125 41 90 90
120,1.95,0.017,113.2,2.7,99.9,97.3,99.1,, ,None,None,None,1 - Analysis Pending, None
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NUDT7A-x0690,COclccc (ccl)NC (=0)Nc2ccnecc2, FMOPL0O00127a, None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.025,64.3,1.7,99.5,97.3,94.2,0.18475,0.21516,0.18475,0.21516,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0691,Cnlcc(c(nl)C (=0)NC2CCCC2)Cl,FMOPL000232a,None, success,P 3 2 1,125 125 41 90
90 120,2.38,0.029,44.1,1,98,99,99.9,0.24646,0.29214,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0692,CCOclccc(ccl)CC(=0) [0-],FMOPL000603a,None, success,P 3 2 1,126 126 41 90 90
120,2.71,0.055,36.1,0.6,99.3,93.2,94.4,0.21477,0.26036,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0693,clcc (ocl)C (=0)N2CCN (CC2)C (=0)C3CC3,FMOPL000123a,None, success,P 3 2 1,126
126 41 90 90 120,1.91,0.028,57.9,0.3,98.6,96.1,86.9,0.20271,0.23049,0.20271,0.23049,P 3
2 1,2 - PANDDA model, None

NUDT7A-x0694,CC (=0)clcccc(cl)NC(=0)C(F) (F)F, FMOPL000233a,None, success,P 3 2 1,126 126 41
90 90 120,2.05,0.023,73.2,1.3,99.4,94.6,98.1,0.18467,0.20871,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0695, clcc (ccclec2nne (s2)N) O, FMOPL0O00605a, None, success,P 3 2 1,126 126 41 90 90
120,1.72,0.025,88.8,2.4,99.9,98.1,98.4,0.18877,0.20819,0.18877,0.20819,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0696,CC (C) (C)C (=0)NCCcl[nH]c2cccece2nl, FMOPL000124a,None, success,P 3 2 1,126 126
41 90 90 120,2.1,0.021,78.9,2.4,99.7,96.3,97.3,0.17948,0.21111,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0697,clccc (ccl)NC (=0)Nc2ccenc?2, FMOPL000234a,None, success,P 3 2 1,125 125 41 90
90 120,2.34,0.023,70.9,1.1,98.7,93.4,99.8,0.21686,0.25971,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0698,COclccc (ccl)NC (=0)C[NH3+],FMOPL000604a,None, success,P 3 2 1,126 126 41 90
90 120,2.23,0.055,32.2,1.6,96,96.2,83.4,,,None,None,None,1 - Analysis Pending, None

NUDT7A-x0699, Cclnc2ccc (cc201)0, FMOPL0O00128a,None, success,P 3 2 1,126 126 41 90 90
120,2.26,0.024,65.8,1.7,99,95.3,88.1,0.19073,0.2271,0.19073,0.22710,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0700,CCS (=0) (=0)NCclccc2c(cl)0C02,FMOPL000235a,None, success,P 3 2 1,126 126 41
90 90 120,2.18,0.029,63.9,2.1,99.6,96.2,95.6,0.17811,0.20933,0.17811,0.20933,Pp 3 2 1,2
- PANDDA model,None

NUDT7A-x0702,Cclccc (cclC)c2c(sc(n2)N)C,FMOPL000129a,None, success,P 3 2 1,127 127 41 90
90 120,2.16,0.02,70.9,0.5,95.4,99.1,100,0.22695,0.26544,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0703,CCOclccccclN2CC[NH2+]CC2, FMOPL0O00609%a, None, success,P 3 2 1,126 126 41 90 90
120,1.97,0.024,74.3,2.1,99.6,97,95.2,0.18049,0.20879,0.19033,0.21387,P 3 2 1,6 -
Deposited, 5QGT

NUDT7A-x0704,COclccc(ccl)N2C[CQ@H] (CC2=0)C (=0)N, FMOPL000131a,None, success,P 3 2 1,124
124 40 90 90 120,3.12,0.064,26.8,1.3,90.5,89,99.2,0.36647,0.44442,None,None,None, 1
Analysis Pending, None

NUDT7A-x0706,CC1 (C[C@H] (CCO1) [NH2+]Cc2ccco02)C, FMOPL000607a,None, success,P 3 2 1,126 126
41 90 90 120,1.93,0.021,85.2,1.8,98.4,98.9,88,0.19994,0.2306,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0707,clcc (ccclC (=0) [O-])Nc2cn[nH]c (=0)n2, FMOPL000130a,None, success,P 3 2 1,126

126 41 %90 90 120,2.09,0.019,81.2,1.4,99.5,95.6,95,0.1874,0.22047,0.18740,0.22047,P 3 2
1,2 - PANDDA model, None
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NUDT7A-x0708,clccc (ccl)Nc2cecce (cc2N) C#N, FMOPL000238a,None, success,P 3 2 1,126 126 41 90
90 120,1.97,0.025,80.7,2.5,99.8,97.3,98.1,0.18848,0.21852,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0709, CC1CCN (CC1l)c2ccc (cc2Cl)N, FMOPL0O00608a, None, success,P 3 2 1,126 126 41 90 90
120,2.17,0.026,56,1.3,99.3,96,95.1,0.20974,0.2463,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x071,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.91,0.021,82.7,2.5,99.7,97,97.3,,,None,None,None,1 - Analysis Pending, None

NUDT7A-x0710,clccc2c (cl)CCI[NH+] (C2)Cc3ccc(cc3)0,FMOPL0O00132a,None, success,P 3 2 1,126
126 41 90 90 120,1.86,0.021,83.4,1.6,97.8,96.2,100,0.20842,0.23729,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0711,CC (=0)NICCN(CCl)c2ccc(cc2)Cl,FMOPL000239%a,None, success,P 3 2 1,126 126 41
90 90 120,2.33,0.02,85,1.8,99.7,95.5,96.1,0.17982,0.21746,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0712,CC(C)C (=0)N1CCN (CC1l)c2ccc(cc2)N,FMOPL0O00610a,None, success,P 3 2 1,125 125
41 90 90 120,2.85,0.04,29.3,1.5,93,93.4,94.6,0.2997,0.33627,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0713,CC (=0)clccc(ccl)OC (=0)c2cccs2, FMOPL000735a,None, success,P 3 2 1,126 126 41
90 90 120,2.32,0.031,46.7,1.3,99.5,94.1,94.4,0.17302,0.20668,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0714,clccc2c(cl)c(cs2)NC (=0)NC3CC3, FMOPL000640a,None, success,P 3 2 1,126 126 41
90 90 120,3.22,0.042,30.7,1.4,92.6,93.8,98.2,0.25184,0.3446,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0715,CC1 (CC (=CC (=0)C1l)Nc2c[nH]c (=0) [nH]c2=0)C, FMOPL000444a,None, success,P 3 2
1,126 126 41 90 90
120,1.93,0.029,50.6,1.1,99.8,97.4,98.1,0.1918,0.21937,0.19180,0.21937,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0716,COclccc(ccl)C[NH2+]C2CCCC2, FMOPL000707a,None, success,P 3 2 1,126 126 41 90
90 120,2.06,0.016,104.2,1.9,96.8,94.2,99.2,0.19802,0.22998,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0717,CC (=0)Nclccc (ccl)NC (=0) [CAH]2CC2 (C)C, FMOPL000655a, None, success,P 3 2 1,126
126 41 90 90 120,2.54,0.027,66.7,1.9,99.6,93.9,96.3,0.17814,0.22499,None,None,None,1 -
Analysis Pending,None

NUDT7A-x0719, C1CN (CCC1C (=0)N)C (=0) CC#N, FMOPL000517a,None, success,P 3 2 1,126 126 41 90
90 120,2.7,0.04,33.2,2.9,99.6,99.8,99.2,0.21321,0.26246,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0720,clcc(cc(cl)F)C[NH2+]Cc2ccco2, FMOPL0O00703a,None, success,P 3 2 1,126 126 41
90 90 120,2.29,0.019,77.9,-1.4,98.4,95.8,95,0.30983,0.36955,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0722,CC[CQH] (C)NC (=0)clcc(onl)c2ccccc2, FMOPL000448a,None, success,P 3 2 1,125 125
41 90 90 120,2.7,0.023,53.6,0.4,97.2,93.2,93,0.21061,0.2666,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0723,C[NH2+]CCC1CCCCCl, FMOPLOOO516a,None, success,P 3 2 1,127 127 41 90 90
120,2.33,0.036,50.5,1.2,99.1,95.7,89.4,0.18133,0.21792,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0724,COclcccc(cl)C (=0)Nc2cccecc?2F, FMOPL0O00752a, None, success,P 3 2 1,125 125 41 90

90 120,2.34,0.046,42.5,1,98.2,99.3,99.7,0.28981,0.34343,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x0725,Cnlc (cc (=0) [nH]1)Nc2cccece2, FMOPL000632a,None, success,P 3 2 1,126 126 41 90
90 120,2.79,0.068,25.7,4.4,99.7,92.6,98.2,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0726,CCLCCN (CC1)C (=0)CCCc2ccccc?2, FMOPL000445a, None, success,P 3 2 1,126 126 41 90
90 120,2.19,0.037,46.6,1.6,99.6,95.5,96.3,0.18888,0.22326,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0727,CCLCCC(CC1) [NH2+]C2CCC(CC2)0,FMOPL000520a,None, success,P 3 2 1,124 124 41
90 90 120,2.55,0.044,30.7,1.1,99.3,94,100,0.18051,0.23922,0.18051,0.23922,p 3 2 1,2
PANDDA model, None

NUDT7A-x0728,CCC (=0)Nclnnc (sl)C2CCCCC2,FMOPL000719a,None, success,P 3 2 1,126 126 41 90
90 120,2.27,0.033,44.2,2.2,98.4,96.4,80.5,0.21345,0.25578,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0730,Cclcc (nol)NC (=0)c2ccc3c (c2)non3, FMOPL0O00660a,None, success,P 3 2 1,126 126
41 90 90 120,2.38,0.023,51.2,1.2,97.2,95.6,97.8,0.23699,0.28483,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0731,Cnlcc (cnl)CNC (=0)c2ccco2, FMOPL000397a, None, success,P 3 2 1,126 126 41 90 90
120,1.6,0.035,63.1,2.4,99.8,98.1,98,0.18472,0.20401,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0732,clccc(ccl)C(=0)Nc2ccec3c(c2)cecen3, FMOPL000534a,None, success,P 3 2 1,126 126
41 90 90 120,1.7,0.024,92,2.4,99.8,98,97.8,0.18657,0.20909,0.18657,0.20909,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0733,Cclccc (c(cl)OC (=0)c2ccnecec2)C,FMOPL0O00742a,None, success,P 3 2 1,126 126 41
90 90 120,1.82,0.02,87.3,2,99.6,97.2,94.8,0.18465,0.2132,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0734,clcc2c (cclC(=0)N3CCOCC3)nns2, FMOPL000645a,None, success,P 3 2 1,126 126 41
90 90 120,1.98,0.034,54.7,2.4,99.9,97.3,98.7,0.18061,0.21079,0.18061,0.21079,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0735,Cnlccc(nl)C (=0)NC[CW@@H]2CCCO2, FMOPL000398a,None, success,P 3 2 1,126 126 41
90 90 120,1.97,0.027,64.8,1.5,99.6,97,95.8,0.18773,0.21784,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0736,clccc2c(cl) [nH]c (n2)C[NH+]3CCOCC3, FMOPL000717a,None, success,P 3 2 1,126 126
41 90 90 120,1.8,0.019,99.9,2.6,99.9,97.5,98.5,0.18272,0.21124,0.18272,0.21124,P 3 2 1,2
- PANDDA model,None

NUDT7A-x0737,CC (=0)N1CCC(CCl)c2c[nH]c3c2ccecc3,X3TXX051512¢,None, success,P 3 2 1,126 126
41 90 90 120,1.6,0.029,84.4,2.8,99.9,98.2,98.8,0.18358,0.20633,0.18358,0.20633,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0738,CCnlcc (cnl)C (=0)NCc2ccc (cc2)F, FMOPL000449%a,None, success,P 3 2 1,125 125 41
90 90 120,1.77,0.044,52.1,2.4,99.9,97.8,98.5,0.17828,0.20367,0.17828,0.20367,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0739,Cclc(c(nol)c2ccc(cc2)F)C(=0)NC, FMOPL0O00529a,None, success,P 3 2 1,126 126 41
90 90 120,1.94,0.026,57,1.7,99.6,96.8,95,0.18333,0.21641,None,None,None,1 - Analysis
Pending, None

NUDT7A-x074,None, None,None, success, P 3 2 1,124 124 41 90 90
120,1.85,0.021,99.1,2.7,99.9,97.6,99.1,, ,None,None,None,1 - Analysis Pending,None

NUDT7A-x0740,CC(C) (C)C1CCN (CC1)C(=0)c2ccccec?2, FMOPL0O00747a,None, success,P 3 2 1,126 126

41 90 90 120,1.71,0.026,66,2.1,99.8,98.2,97.2,0.18856,0.21525,0.19975,0.22055,P 3 2 1,6
- Deposited, 5QGU
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NUDT7A-x0741,clcc (ccclC[NH+]2CCOCC2)CO, FMOPL000663a,None, success,P 3 2 1,126 126 41 90
90 120,1.67,0.069,29.7,1.3,100,99.9,100,0.20984,0.24038,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0742,Cnlc (ccnl)C(=0)NCc2cccs2, FMOPL000396a, None, success,P 3 2 1,126 126 41 90 90
120,2.04,0.12,41.1,1.5,99.3,97.1,95.6,0.23744,0.26419,0.23744,0.26419,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0743,CC (CO) (CO)NC (=0)Nclcccecel, FMOPL000524a,None, success,P 3 2 1,127 127 41 90
90 120,1.95,0.024,76.7,1.8,99.8,97.1,97.7,0.19126,0.22095,0.19126,0.22095,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0744,CC (=0)Nclcccc (cl)NC (=0)N, FMOPL0O00701a,None, success,P 3 2 1,126 126 41 90 90
120,2.45,0.245,32.9,2.3,100,99.2,100,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0745,COclccc (ccl)Nc2c3c([nH]lcn3)ncn2, PKTTA033042b,None, success,P 3 2 1,126 126
41 90 90 120,1.95,0.019,73.2,1.4,97.9,97.9,96.1,0.20365,0.24308,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0746,CC(C) (C)clccc(ccl)C(=0)Nc2ccon2, FMOPL0O00437a,None, success,P 3 2 1,126 126
41 90 90 120,2.05,0.024,75.9,2.3,99.8,96.8,98.1,0.17998,0.2168,0.17998,0.21680,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0747,clcc (ocl)c2nnc (s2)NC (=0)C3CC3, FMOPL000522a,None, success,P 3 2 1,127 127 41
90 90 120,2.09,0.029,172.9,3.2,99.9,99.7,100,0.47102,0.46422,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0748,Cnlc(c(cnl)Cl)C(=0)N2CCCCC2,FMOPL0O00711a,None, success,P 3 2 1,126 126 41 90
90 120,1.95,0.028,63.5,1,99.4,96.9,92.4,0.18424,0.21433,0.18424,0.21433,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0749,COC (=0)Nclccc (ccl)Cc2ccnecc?2, FMOPL0O00683a, None, success,P 3 2 1,126 126 41 90
90 120,2.1,0.023,77.5,2.4,99.8,96.8,98.2,0.18292,0.21646,0.18292,0.21646,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x075,None, None, None, success, P 3 2 1,127 127 41 90 90
120,2.32,0.025,69.5,1.8,99.2,95.6,90.2,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0750,CC[C@H] (clccceel)C(=0)Nc2cneen?2, FMOPL000447a,None, success,P 3 2 1,126 126
41 90 90 120,1.81,0.026,61.6,1.4,98.9,97.9,100,0.20426,0.23637,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0751,CC (=0)Nclccc (ccl)N2CC[NH+] (CC2)C, FMOPL000526a,None, success,P 3 2 1,126 126
41 90 90 120,1.82,0.029,68.4,2.6,99.9,97.9,99.5,0.18403,0.21068,0.18403,0.21068,P 3 2
1,2 - PANDDA model,None

NUDT7A-x0752,clccc (ccl)OCC (=0)NC2CCCCC2, FMOPL000728a,None, success,P 3 2 1,125 125 41 90
90 120,1.66,0.023,100.6,2.9,99.9,98,98.9,0.18146,0.20357,0.18146,0.20357,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0753,C1CCC2 (CC1)OC[C@@H] (0O2)C[NH+]3CCCC3,FMOPL000669%a,None, success,P 3 2 1,125
125 41 90 90 120,1.82,0.018,99.1,2.4,99.9,97.6,98.5,0.1801,0.20781,0.18010,0.20781,P 3
2 1,2 - PANDDA model, None

NUDT7A-x0754,Cclc (c(onl)C)C (=0)NCCC2=CCCCC2,FMOPL000453a,None, success,P 3 2 1,125 125 41
90 90 120,2.02,0.02,87.7,2.6,99.9,97,98.6,0.17721,0.2083,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0755,COclccc (ccl)NCc2ccc(cc?2)F, FMOPL000528a,None, success,P 3 2 1,125 125 41 90

90 120,1.72,0.038,56.7,2.7,99.8,98.2,98.2,0.18349,0.21064,0.18349,0.21064,P 3 2 1,2 -
PANDDA model, None
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NUDT7A-x0756,CC (C)Oclcc(c(cclCl)Cl)N,FMOPL000269a,None, success,P 3 2 1,125 125 41 90 90
120,1.8,0.031,71.1,2.8,99.9,97.9,98.5,0.17732,0.20383,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0757,clccc (c(cl)N)N2CCOCC2,XST00000046b,None, success,P 3 2 1,125 125 41 90 90
120,1.72,0.038,58.1,2.3,99.6,98.1,94.7,0.18322,0.20307,0.18322,0.20307,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0758, clccc (ccl)COC (=0)N2CCC (CC2)0,FMOPL000543a,None, success,P 3 2 1,125 125 41
90 90 120,2.53,0.037,50.5,2.1,99.6,94.4,95.8,0.16909,0.21778,0.16909,0.21778,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0759, COC (=0) C1CC1l, FMOPL000535a, None, success, P 3 2 1,125 125 41 90 90
120,1.7,0.044,54.7,2.5,99.9,98.3,99.5,0.17783,0.20118,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x076,None, None, None, success, P 3 2 1,126 126 41 90 90
120,1.93,0.015,127.4,2.6,99.9,97.5,98.9,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0760,CCOC (=0) clccocl, FMOPL000537a,None, success,P 3 2 1,126 126 41 90 90
120,1.6,0.028,72,2.3,99.6,98.4,95,0.18579,0.20829,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0761,C[NH+]1CCC[CQRQRH]1CO,FMOPL000536a,None, success,P 3 2 1,125 125 41 90 90
120,1.64,0.06,43.1,1.6,100,96.9,100,0.22151,0.24442,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0762,clccc (ccl)COCC (=0) [0-],FMOPL000539%9a,None, success,P 3 2 1,125 125 41 90 90
120,1.91,0.042,50,2,99.9,97.2,98.4,0.18019,0.20616,0.18019,0.20616,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0763,CCN (CCO)clccc(ccl)N, FMOPL000541a,None, success,P 3 2 1,126 126 41 90 90
120,1.64,0.024,92,2.7,99.9,98,99.2,0.17952,0.20456,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0764,Cclcc (nc(nl)Nc2ccccec?2)C, FMOPL000542a,None, success,P 3 2 1,125 125 41 90 90
120,1.68,0.055,42.3,1.2,100,98.3,100,0.21297,0.23793,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0765,CNC (=0) clcc(ccnl)Cl, FMOPL000538a, None, success,P 3 2 1,125 125 41 90 90
120,1.7,0.028,82.1,2.6,99.8,98.1,98,0.17766,0.1995,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0766,clccnc (cl)c2c[nH]nc2, FMOPL000133a,None, success,P 3 2 1,125 125 41 90 90
120,1.64,0.044,37.5,1.1,100,99.9,100,0.19493,0.21898,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0767,CC(C)C (=0)N1CCN (CC1l)c2ccccce2N, FMOPL000O611a,None, success,P 3 2 1,126 126 41
90 90 120,1.95,0.035,58,2.8,99.8,97.4,97.5,0.18311,0.21189,0.18311,0.21189,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0768,CC (=0)N1CCC(CC1l) [NH2+]CCOC, FMOPL000134a,None, success,P 3 2 1,126 126 41 90
90 120,2.28,0.025,67.7,-0.1,99.4,95.8,92.9,0.18571,0.21933,0.18571,0.21933,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x077,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.89,0.045,36.6,1.3,100,99.9,100,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0770,COclccc2c (cc (=0)oc2cl)CC(=0) [0-],FMOPL000612a,None, success,P 3 2 1,125 125

41 90 90 120,3.44,0.038,38.8,4.5,95.8,82.7,92.2,,,None,None, None, 1 - Analysis
Pending, None
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NUDT7A-x0771,CNclccccclC(F) (F)F,FMOPL000136a,None, success,P 3 2 1,126 126 41 90 90
120,2.13,0.017,89.4,2.1,99.5,95.7,93.7,0.1816,0.21527,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0772,CC (=0)Nclcccc (cl)NC (=0)COC, FMOPL000242a,None, success,P 3 2 1,125 125 41 90
90 120,2.17,0.027,51,1.2,99.7,96.2,100,0.18778,0.22382,0.18778,0.22382,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0774,CCLl ([C@H]2CC=C ([C@@H]1C2)C[NH+]3CCC[CQRQH]3CO)C,FMOPL0O00351a,None, success, P
3 2 1,126 126 41 90 90
120,2.71,0.031,53.9,1,99.6,92.2,96.4,0.17781,0.22869,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0775,C[CQ@H]1CC[C@H] (C1) [NH+]2CCN (CC2)c3cccece3, FMOPL000376a,None, success, P 3 2
1,120 126 41 90 90
120,2.67,0.03,42.1,0.9,99.2,93.9,98.5,0.19274,0.24138,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0776,clcc (ccclC[NH+]2CC[C@H] (C2)0)Cl,FMOPL000314a,None, success,P 3 2 1,126 126
41 90 90 120,2.32,0.025,72.5,1.8,99.6,94.9,95.6,0.17191,0.20962,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0777,CclccsclC[NH+]2CCC[C@@H]2CO, FMOPL000320a,None, success,P 3 2 1,127 127 41 90
90 120,2.6,0.057,20.4,1.1,98,94.7,97.9,0.22442,0.27592,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0778,C[C@@H] 1CCCC[NH+]1Cc2ccc (cc2)C (=0)0C, FMOPL000375a,None, success,P 3 2 1,126
126 41 90 90 120,2.52,0.042,39.8,1,99.1,94.5,89,0.17318,0.22111,0.17318,0.22111,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0779,Cclcc (c(cclOC)C)C[NH+]2CC[C@H] (C2)0,FMOPL000359a,None, success,P 3 2 1,126
126 41 90 90 120,2.7,0.095,26.4,3,100,99.5,99.9,0.16744,0.21598,None,None,None,1 -
Analysis Pending, None

NUDT7A-x078,None, None,None, success, P 3 2 1,126 126 41 90 90
120,2.02,0.025,66.6,1.9,99.7,97.1,95.9,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0780,clccc2c (cl)CCI[NH+] (C2)Cc3cceccec30, FMOPL000367a,None, success,P 3 2 1,126 126
41 90 90 120,3.11,0.036,35.3,1.4,97.5,89.6,99.9,0.24835,0.341,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0781,CCC1CCC (CC1) [NH+]2CCOCC2, FMOPL000315a,None, success,P 3 2 1,126 126 41 90 90
120,2.33,0.03,49.2,1.3,99.5,94.9,93.3,0.16983,0.20571,0.16983,0.20571,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0782,CCCICCC(CC1) [NH2+]C[C@H]2CCC0O2, FMOPL000326a,None, success,P 3 2 1,126 126 41
90 90 120,2.08,0.031,57.4,1.8,99.5,96.2,94.1,0.18186,0.2084,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0783,CC (=0)N1ICC[NH+] (CCl)CCCc2ccccc?2, FMOPL000370a,None, success,P 3 2 1,126 126
41 90 90 120,2.27,0.021,66.9,1.1,99.6,95.3,96.1,0.16932,0.19926,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0784,Cclc(nc[nH]1)C[NH+]2CCc3ccccec3C2, FMOPL0O00358a,None, success,P 3 2 1,126 126
41 90 90 120,2.26,0.029,48.8,0.9,99,95.9,88.1,0.19015,0.23307,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0785,Cclc (n2ccccec2nl) C (=0)NCC (C)C, FMOPL000347a,None, success,P 3 2 1,126 126 41

90 90 120,2.31,n/a,37,1,100,99.3,100,0.50087,0.41977,None, None, None, 1 - Analysis
Pending, None
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NUDT7A-x0786,COC (=0) CICC[NH+] (CC1)CC(=0)N, FMOPL0O000O77a,None, success,P 3 2 1,126 126 41
90 90 120,2.01,0.023,69.4,1.2,99.6,96.6,95.4,0.18266,0.21596,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0787,C1CCN (CC1)C (=0)N2CCCCC2, FMOPL000010a, None, success,P 3 2 1,127 127 41 90 90
120,2.61,0.088,22,1.4,99.8,94.7,99.8,0.19368,0.23261,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0788,clcc (ccclC[NH2+]C[C@H]2CCCO2)F, FMOPL0O00166a,None, success,P 3 2 1,125 125 41
90 90 120,2.68,0.032,41.4,0.9,97.3,92.8,88.9,0.21836,0.29747,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0789, CCOC (=0) CICCN (CCl)c2cncen2, FMOPL000218a,None, success,P 3 2 1,127 127 41 90
90 120,2.29,0.086,11.1,0.9,99.9,99.4,99.4,0.29334,0.47907,None,None,None,1 - Analysis
Pending, None

NUDT7A-x079,None, None, None, success, P 3 2 1,125 125 41 90 90
120,1.72,0.03,74.6,2.4,99.9,98.2,98.7,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0790, clccnc (cl)NS (=0) (=0)c2ccc(cc2)N, FMOPL0O00078a,None, success,P 3 2 1,126 126
41 90 90 120,2.52,0.074,40.6,1.3,98.4,94,87.5,0.24649,0.29611,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0791,clccc(c(cl)C(=0) [0O-])OC(F) (F)F,FMOPL0O00013a,None, success,P 3 2 1,126 126 41
90 90 120,2.28,0.02,83.9,0.9,99.7,94.2,96.4,0.16954,0.20609,0.16954,0.20609,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0792,C1CCCC (CC1)NC (=0) [C@H]2CCCO2, FMOPL000O167a,None, success,P 3 2 1,126 126 41
90 90 120,2.84,0.136,6.9,0.4,99.9,98.8,100,0.34295,0.42957,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0793,clccc2c(cl)ncn2Cc3cecc (ce3) C#N, FMOPL000219a, None, success,P 3 2 1,125 125 41
90 90 120,1.99,0.032,44.4,1.1,99.4,97.2,92.7,0.18451,0.21413,0.18451,0.21413,Pp 3 2 1,2
- PANDDA model, None

NUDT7A-x0794,CCOclccc2c (cl)sc(n2)C,FMOPL0O00079a,None, success,P 3 2 1,126 126 41 90 90
120,2.45,0.022,71.1,1.8,99.5,94.1,94.8,0.17787,0.22614,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0795,COclcc (cc(clOC)OC)C[NH3+],FMOPL000011a,None, success,P 3 2 1,126 126 41 90
90 120,2,0.03,49.2,0.8,99.2,97.2,91.2,0.18585,0.21847,0.18585,0.21847,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0797,Cnlc (cc(nl)c2ccecs2)N,XST00000599¢, None, success,P 3 2 1,126 126 41 90 90
120,2.52,0.021,83.8,1.8,99.6,94.4,96.8,0.18178,0.2197,0.18178,0.21970,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0798, clccc (ccl)COc2ccccc2N, FMOPL0O00014a,None, success,P 3 2 1,126 126 41 90 90
120,2.27,0.037,43.1,0.4,99,95.9,87.6,0.19386,0.23232,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0799,COclccc(ccl) [CRRH] (c2cccee?) [NH3+], FMOPL000169a,None, success,P 3 2 1,125
125 41 90 90 120,3.27,0.048,23.7,1.2,94,88,96.9,0.25778,0.3684,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0800,COCclnnc(sl)N, FMOPL000544a,None, success, P 3 2 1,125 125 41 90 90
120,3.31,0.046,33.3,0.7,81.9,83.1,76.4,0.27418,0.35714,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0802,clccc(ccl)c2cecc(cc2)CC(=0) [0-],FMOPL0O00015a,None, success,P 3 2 1,126 126 41

90 90 120,2.72,0.045,43.5,1.2,99.5,91.9,95.2,0.18444,0.22396,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x0803, CCOC (=0)Nclnc2ccc (cec2sl)C, FMOPL000170a,None, success,P 3 2 1,126 126 41 90
90 120,2.12,0.023,66.3,1.3,99.2,94.4,99.8,0.18721,0.21716,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0804,clcnc([nH]1)c2[nH]ccn2, FMOPL000545a,None, success,P 3 2 1,125 125 41 90 90
120,3.02,0.036,35.9,1.3,97.5,94.8,98.7,0.21871,0.31435,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0805,clcc(scl)c2ccc(cc?2)C[NH3+], FMOPL000080a, None, success,P 3 2 1,126 126 41 90
90 120,2.13,0.035,40.9,1.6,99.4,96,100,0.19657,0.23243,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0806,clccc (ccl)C[NH2+]Cc2ccc (cc2)F, FMOPL000016a,None, success,P 3 2 1,127 127 41
90 90 120,2.76,0.025,66.3,1.7,99.5,92.8,95.4,0.1982,0.25163,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0808,C[CQRH] ([C@H] (clcccecel)O) [NH2+]C, FMOPL0O00548a,None, success,P 3 2 1,126 126
41 90 90 120,2.15,0.044,38.9,1.4,99.8,95.1,99.9,0.18408,0.20941,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0811,clcc(cc(cl)F)NC(=0)c2cnccn?2, FMOPL0O00O172a, None, success,P 3 2 1,126 126 41 90
90 120,2.9,0.077,27.8,1.7,98.2,93.3,99.9,0.25989,0.30606,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0812,clccc2c(cl) [nH]c (n2)NC#N, FMOPL000546a,None, success,P 3 2 1,126 126 41 90 90
120,1.85,0.03,77.4,2.5,99.9,97.3,99.1,0.19123,0.22054,0.19123,0.22054,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0813,clcn[nH]clc2cc (cc(c20)F)F, FMOPL000085a,None, success,P 3 2 1,126 126 41 90
90 120,1.89,0.017,101.4,1.1,99.2,97.4,96.2,0.20193,0.23004,0.20193,0.23004,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0814,CC (=0)N1ICCC(CC1) [NH2+]C2CC2, FMOPL0O00018a,None, success,P 3 2 1,126 126 41 90
90 120,2.28,0.023,76.8,0.3,99.6,95.3,96.5,0.19498,0.23488,0.19498,0.23488,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0815,CC(C) [NH+]1CCN(CC1l)C (=0)c2cccs2, FMOPL0O00173a,None, success,P 3 2 1,126 126
41 90 90 120,2.09,0.023,70.3,1.8,99.6,96.8,94.9,0.17793,0.2079, None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0816,C[NH+] (C)CC#Cclccccel, FMOPL000549a, None, success,P 3 2 1,126 126 41 90 90
120,1.94,0.019,77.4,1.8,97.1,97.1,81.1,0.21598,0.24332,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0817,CCclnc (nol)c2ccc(cc2)Cl, FMOPL0O00083a,None, success,P 3 2 1,126 126 41 90 90
120,1.85,0.02,100.8,1.3,99.9,96.2,99.9,0.18917,0.21414,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0818,CN (clccc(cnl)C(F) (F)F)N, FMSOA000815b, None, success,P 3 2 1,126 126 41 90 90
120,1.97,0.024,72.5,1.6,99.6,97.3,95.7,0.18697,0.21973,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0819,Cclccc (cclC)C (=0)Nc2nc[nH]n2,FMOPL000174a,None, success,P 3 2 1,125 125 41
90 90 120,2.89,0.095,16,1.7,95.8,98.2,100,0.29846,0.37238,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0820,Cclccc (0ol)c2cccce2N, FMOPL000550a, None, success,P 3 2 1,126 126 41 90 90
120,1.8,0.037,66.4,2.8,99.9,97.8,99.6,0.19215,0.21999,0.19215,0.21999,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0822,Cclccc (ol)c2ccecc(c2)N, FMOPL000020a,None, success,P 3 2 1,126 126 41 90 90

120,2.27,0.032,51.9,0.9,99.9,93.5,100,0.17705,0.21183,None, None, None, 1 - Analysis
Pending, None
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NUDT7A-x0823,clcc (ccclNC (=0)N2CCOCC2) 0, FMOPL000175a,None, success,P 3 2 1,124 124 41 90
90 120,3.34,0.084,16.4,-0.2,99.8,98.9,100,, ,None,None,None,1 - Analysis Pending, None

NUDT7A-x0825,COclccc (ccl)C (=0)NCC (=0)N, FMOPL000090a,None, success,P 3 2 1,126 126 41 90
90 120,2.79,0.055,26.1,1.5,95.7,95,98.7,0.21568,0.27356,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0826,CS (=0) (=0)Nclccc(ccl)C[NH3+],FMOPL0O00019%a,None, success,P 3 2 1,127 127 41
90 90 120,2.41,0.043,47.3,2.1,99.1,93.7,89.6,0.17244,0.20657,0.17244,0.20657,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0827,clccc (ccl)C2CC[NH+] (CC2)CC (=0) [0-],FMOPL0O00176a,None, success,P 3 2 1,127
127 41 90 90 120,2.8,0.038,36.6,1.1,99.8,93.6,100,0.17935,0.2281,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0828,clcc (ccclc2ecnenc2N)Cl, FMOPL0O00557a, None, success,P 3 2 1,126 126 41 90 90
120,2.57,0.026,51.3,0.7,99,95.3,92.5,0.20482,0.26481,0.20482,0.26481,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0829,COC (=0)clc(cc(sl)c2ccecs?2)N, FMOPL000088a, None, success,P 3 2 1,127 127 41 90
90 120,2.74,0.029,53.8,2.1,100,99.7,100,0.16885,0.22764,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0830,clcc(cc(cl)OC(C(F)F) (F)F)N, FMOPL000021a,None, success,P 3 2 1,126 126 41 90
90 120,2.27,0.024,68.2,0.9,99.6,95.3,95.6,0.17829,0.21109,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0831,C[C@H]1CCCC[NH+]1Cc2ccccc2C#N, FMOPL000177a,None, success,P 3 2 1,126 126 41
90 90 120,2.44,0.043,34.2,1.4,99.9,96,100,0.18581,0.22914,0.18581,0.22914,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0833, CNC (=0) clcccecclNC (=0) c2ccco2, FMOPL0O00751a,None, success,P 3 2 1,127 127 41
90 90 120,2.19,0.036,35.2,0.4,99.3,97.4,100,0.19708,0.23884,0.19708,0.23884,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x0834,CC (=0)Nclccc(ccl)C(=0)Nn2cnnc2, FMOPL000443a,None, success,P 3 2 1,125 125 41
90 90 120,2.32,0.023,66.8,1.3,99.6,94.9,95.8,0.18487,0.23089,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0835,clccc (ccl)CNc2c[nH]c (=0) [nH]c2=0, FMOPL000470a,None, success,P 3 2 1,126 126
41 90 90 120,2.22,0.055,31.4,1.5,99.8,96.4,98.4,0.18482,0.21547,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0836,clcc (cncl)CNc2ccc (cc2C (=0) [0-])N, FMOPL000298a,None, success,P 3 2 1,126 126
41 90 90 120,2.01,0.028,57.6,1.2,99.6,97,96.1,0.18982,0.22299,None, None,None, 1 -
Analysis Pending,None

NUDT7A-x0837,Cclc (cccclCl)NC (=0) [CQQRH]2CCCO2, FMOPL000722a,None, success,P 3 2 1,125 125
41 90 90 120,2.14,0.034,44.5,1,98.8,95.8,84.9,0.18084,0.21059,None, None,None, 1 -
Analysis Pending,None

NUDT7A-x0839,clccc(ccl)CC(=0)N2CCc3c2cccec3, FMOPL000491a,None, success,P 3 2 1,126 126 41
90 90 120,2.68,0.032,42.5,1.2,98.6,97.4,99.1,0.21417,0.2658,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0841,CC[CQ@W@H] (C)NC (=0)clcc(onl)c2ccececc?2, FMOPL0O00750a, None, success,P 3 2 1,126
126 41 90 90 120,2.12,0.021,64.5,1,99.6,96.9,99.9,0.20537,0.24618,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0843,clcc (ccclC[NH2+]C2CCCCC2) 0, FMOPL000467a,None, success,P 3 2 1,126 126 41 90

90 120,1.82,0.028,74.4,1.8,99.7,96.8,96.2,0.19101,0.21285,0.19101,0.21285,p 3 2 1,2 -
PANDDA model, None
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NUDT7A-x0845,clcc (ccclNC (=0) CC#N)OC (F) (F)F, FMOPL000725a, None, success,P 3 2 1,126 126 41
90 90 120,2.28,0.025,62.6,2.3,99.6,95.3,95.7,0.1823,0.21248,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0846,Cclc(c(n[nH]1)C)CCOc2ccc(cc?2)F,FMOPL000488a,None, success,P 3 2 1,126 126 41
90 90 120,2.02,0.018,101.3,2.4,99.8,96.3,97.7,0.18253,0.21495,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0847,Cclccc (c(cl)C)OCC (=0)N2CCOCC2, FMOPL000306a,None, success,P 3 2 1,126 126 41
90 90 120,1.98,0.02,77.2,1.5,99.7,96.6,97.9,0.19456,0.22815,0.19456,0.22815,Pp 3 2 1,2 -
PANDDA model, None

NUDT7A-x0848,clcc (ccclC (=0)N)NC (=0)c2cncen2, FMOPL0O00758a, None, success,P 3 2 1,126 126 41
90 90 120,2.05,0.016,93.8,1.4,98.4,97.9,95.8,0.19583,0.22626,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0850,Cclccc (0l) C[NH+] (C)Cc2ccccc?2, FMOPL0O00479%a,None, success,P 3 2 1,126 126 41
90 90 120,1.87,0.025,68.1,1.2,99.8,97.3,97.3,0.18842,0.2178,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0851,CCOC (=0)clc(nc(sl)N(C)C(=0)C)C,FMOPL000288a,None, success,P 3 2 1,126 126 41
90 90 120,2.17,0.02,68.4,1.3,99.9,96.2,100,0.26087,0.26102,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0852,clccc (ccl)Nc2nnc3n2nce (cc3)Cl, FMOPL0O00745a,None, success,P 3 2 1,126 126 41
90 90 120,2.6,0.029,50.6,0.5,98.4,95.8,99.7,0.20885,0.26335,None, None,None,1 - Analysis
Pending, None

NUDT7A-x0853,clcc2c (cclC (=0)N3CCCCCC3)0C02, FMOPL000435a, None, success,P 3 2 1,126 126 41
90 90 120,2.07,0.03,47.3,1.4,99.3,96.3,91.7,0.18751,0.21627,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0854,COclccc (ccl)C(=0)Nc2cccecc2F, FMOPL000496a, None, success,P 3 2 1,124 124 41 90
90 120,2.91,0.036,36,1.2,97.5,94,97.8,0.20736,0.2792,None, None, None, 1 N Analysis
Pending, None

NUDT7A-x0855,Cnlnc (nnl)NC (=0)c2ccc(cc2)Cl,FMOPL000290a,None, success,P 3 2 1,126 126 41
90 90 120,2.61,0.044,33.1,0.5,99.6,95.4,99.8,0.20071,0.261,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0856,CC (=0)Nclccc (ccl)C#N, FMSOA000445b, None, success,P 3 2 1,125 125 41 90 90
120,3.24,0.062,22.4,1.7,91.4,91.2,99.8,0.24185,0.32249,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0857,Cnlc (c (cnl)NC (=0)c2ccccec?)C(=0)N, FMOPL000456a,None, success,P 3 2 1,127 127
41 90 90 120,2.42,0.025,67.1,1.4,99.8,96,100,0.18356,0.23087,0.18356,0.23087,P 3 2 1,2
- PANDDA model, None

NUDT7A-x0859,Cnlnc (nnl)NC (=0)c2cc3cceccc302, FMOPL00030%a, None, success,P 3 2 1,126 126 41
90 90 120,3.48,0.099,13.8,2.2,99.2,87.6,95.4,0.18947,0.23462,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0860,clcc (cncl)C[NH2+]C[C@@H]2CCC=CC2, FMOPL000760a,None, success,P 3 2 1,126 126
41 90 90 120,1.72,0.022,103.7,2.4,99.9,97.8,99.2,0.18448,0.21146,0.18448,0.21146,P 3 2
1,2 - PANDDA model,None

NUDT7A-x0862,C[C@H] (clccccecl)NC (=0)COC, FMOPL000465a, None, success,P 3 2 1,126 126 41 90
90 120,2.16,0.035,48.2,1.4,99.7,97.2,100,0.18974,0.23033,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0863,CCclccc(ccl)C (=0)Nc2nnn (n2)CC, FMOPL000303a, None, success,P 3 2 1,127 127 41

90 90 120,2.44,0.035,43.8,1.2,97.4,95.4,90,0.19974,0.23858,0.19974,0.23858,P 3 2 1,2
PANDDA model, None
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NUDT7A-x0864,CNC (=0) OCclnccnlC, FMOPL0O00759a, None, success,P 3 2 1,125 125 41 90 90
120,3.44,0.087,11.2,3.5,100,96.7,100,0.25559,0.34386,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0865,COclccc(ccl)CNC (=0) CC#N, FMOPL000389a,None, success,P 3 2 1,127 127 41 90 90
120,2.37,0.039,38.5,1.4,99.9,95.1,100,0.17364,0.21068,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0866, COCC (=0)Nclccc(ccl)O, FMOPL0O0O0O462a,None, success,P 3 2 1,126 126 41 90 90
120,2.28,0.021,77.8,1.2,99.6,95.1,94.9,0.1799,0.21822,0.17990,0.21822,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0867,CCOclccc(ccl)C(=0)Nc2nnn (n2)C, FMOPL000302a,None, success,P 3 2 1,126 126 41
90 90 120,2.26,0.044,30.8,1.4,99.5,96.7,94.9,0.18525,0.22273,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0869,Cclcc (nol)NC (=0)CSc2cccecc2, FMOPL000428a,None, success,P 3 2 1,126 126 41 90
90 120,2.5,0.098,24.3,1,98.6,95.6,99.5,,,None,None,None,1 - Analysis Pending,None

NUDT7A-x0870,Cclccc (ccl)OCC (=0)Nc2cc (on2)C, FMOPL000498a, None, success,P 3 2 1,125 125 41
90 90 120,2.77,0.037,39.3,1.2,97.4,92.9,99.9,0.24242,0.30558,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0871,clcc (ocl)C (=0)Nc2ccc3c(c2) [nH]c (=0) [nH]3,FMOPL000310a,None, success,P 3 2
1,126 126 41 90 90 120,3.05,0.088,14.8,1.2,100,98.3,100,0.26915,0.32266,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0872,CCCclcc (=0)oc2clccc (c2)0C (=0)C,FMOPL0O00594a,None, success,P 3 2 1,125 125 41
90 90 120,2.78,0.032,54.7,1.3,99.3,91.7,92.4,0.17922,0.22866,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0873,Cclc (ccol)C(=0)N2CCc3c2cccc3, FMOPL000427a,None, success,P 3 2 1,126 126 41
90 90 120,2.17,0.03,54,1.3,99.4,96,92.1,0.1808,0.21592,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0874,Cclcccc (cl)C(=0)Nc2ccc (cc20)C, FMOPL000499%a, None, success,P 3 2 1,126 126 41
90 90 120,2.28,0.029,54.8,0.7,99.4,94.5,93,0.17617,0.21169,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0875,Cclccc(ccl)C[NH2+]Cc2ccncec?2, FMOPL000289a, None, success,P 3 2 1,126 126 41 90
90 120,2.43,0.046,33.5,1.2,98.8,95.9,99.7,0.20451,0.26003,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0876,COC (=0) clccc (0l) C[NH+]2CCCC2, FMOPL000562a, None, success,P 3 2 1,124 124 41
90 90 120,2.22,0.038,33.5,1.1,99.2,95.6,90.9,0.19714,0.24347,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0877,C1CCC (CC1)NC (=0) CC#N, FMOPL000385a,None, success,P 3 2 1,126 126 41 90 90
120,1.94,0.02,70.5,1.8,99.7,97.1,96.9,0.17871,0.20998,0.17871,0.20998,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0878,clcc (ocl)CNC (=0)NCc2ccco2, FMOPL000471a,None, success,P 3 2 1,126 126 41 90
90 120,2.32,0.021,80.8,1.9,99.7,93.9,97.4,0.21195,0.26264,None,None,None,1l - Analysis
Pending, None

NUDT7A-x0879,clcc (ccclC[NH+]2CCC(CC2)C(=0)N)F,FMOPL000346a,None, success,P 3 2 1,126 126
41 90 90 120,1.79,0.026,64.6,2,99.7,97.7,95.9,0.17989,0.20676,None, None,None, 1 -
Analysis Pending, None

NUDT7A-x0880,clc (nc[nH]1)CC[NH2+]C2CCCCCC2, FMOPL000322a,None, success,P 3 2 1,126 126 41

90 90 120,1.82,0.031,68.7,2.1,99.7,97.9,96.6,0.1849,0.214,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x0882,CC(C)clccc(ccl)C[NH+]2CCC(CC2)0,FMOPL0O00348a,None, success,P 3 2 1,126 126
41 90 90 120,1.81,0.028,59.5,1.5,99.5,97.9,93.6,0.18463,0.21365,0.18463,0.21365,P 3 2
1,2 - PANDDA model, None

NUDT7A-x0883,CCOclccc(ccl)C[NH+]2CCSCC2, FMOPL000336a,None, success,P 3 2 1,126 126 41 90
90 120,1.75,0.028,64.5,2,99.7,97.9,95.8,0.18632,0.21099,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0884,C[NH+] (C)CC(=0)clccc(ccl)c2ccecec2, FMOPL0O00377a,None, success,P 3 2 1,126 126
41 90 90 120,1.8,0.041,53.1,2.3,99.7,97.7,96.1,0.18609,0.21393,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x0885,Cclccc (ccl)C(=0O)N[C@QRH]2C[CRH]3CC[CW@Q@H]2C3,FMOPL000360a,None, success,P 3 2
1,126 126 41 90 90
120,2.08,0.029,44.2,1.5,99.6,96.9,99.7,0.18448,0.21781,None, None, None, 1 N Analysis
Pending, None

NUDT7A-x0886,Cclc (nonl)NC (=0)N2CCCCC2, FMOPL000330a, None, success,P 3 2 1,126 126 42 90 90
120,2.05,0.02,81,1.7,99.6,95.3,95.5,0.18274,0.20913,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0887,CN(C)clccc(ccl)C(=0)Nc2ccnecec2, FMOPL000374a,None, success,P 3 2 1,126 126 41
90 90 120,1.78,0.029,77.6,2,99.8,97.8,97.6,0.19342,0.22293,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0888, CCCnlc2cccecc2nclNC (=0)CC, FMOPL000352a, None, success,P 3 2 1,126 126 41 90 90
120,2.07,0.036,44,1.3,99.7,97,98.8,0.18802,0.22155,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0889,COclccc (cclOC)C[NH+]2CCOCC2, FMOPL0O00357a,None, success,P 3 2 1,126 126 41 90
90 120,1.82,0.022,79.7,2.6,99.8,97.9,97.4,0.18474,0.21057,0.18474,0.21057,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0890,Clc2[n]lcc[n]c2[CQRRH]2C[CRH]3CNC[CQRR]3102,FM010714b, None, success, P 3 2
1,124 124 41 90 90 120,3.01,0.03,52.2,3.3,99.2,91.2,96.1,0.21839,0.2784,None,None, None, 1
- Analysis Pending,None

NUDT7A-

x0891,CN1[CRH]2C[C@H]3CN(C[C@QR]13[C@H] (O)clc20o[n]clC)C=0,NU000903a,None, success,P 3 2
1,124 124 41 90 90 120,2.17,0.021,82.1,1.6,99.7,96.3,97,0.18072,0.22014,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0892,C[C@]120C(=0)N[CQ@H]1C[CQRQ]13CNC[CQRQRH]1C[C@QRH]203,FM010715b,None, success, P
3 2 1,125 125 41 90 90
120,2.47,0.036,42.6,1.4,99.1,98.7,99.9,0.20902,0.25858,0.20902,0.25858,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0893,CINC[C@]23C[CRH]4NCCN[CQ@H]4[C@H] (C[CRH]21)03,NU000871a,None, success,P 3 2
1,124 124 41 90 90
120,2.2,0.039,55.4,2.6,95.2,99.2,74.5,0.31903,0.37965,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0894,CCNIC[CREH]2C[C@Q@H]30[CR]2(Cc2[nH]c[n]c23)C1,NU000872a,None, success,P 3 2
1,124 124 41 90 90 120,2.46,0.035,37.4,1.4,99.7,99.9,100,0.188,0.2354,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0895,CINC[CR]23C[CRRH]4NCCN[CRQRH]4[CQH] (C[C@H]21)03,NU000871b,None, success,P 3
2 1,124 124 40 90 90
120,2.52,0.031,48.5,1.3,98.7,99.2,100,0.22739,0.27193,None, None, None, 1 - Analysis
Pending, None
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NUDT7A-x0896,Clc2[nH]c[n]c2[CQRRH]2C[CRH]3CNC[CQ@Q@]3102,FM010716b,None, success, P 3 2
1,124 124 41 90 90 120,2.16,0.023,76.6,1.9,99.7,96.4,97,0.1858,0.21791,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0897,0=CI1C[CR@H]2[C@@H]3C[C@H]4CNC[C@]14N3Cclccceecl2,NU000904a, None, success, P 3
2 1,124 124 41 90 90
120,1.96,0.03,65.3,2,99.7,97.6,95.9,0.19077,0.22269, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0898,C/C(/N)=C1/C(=0) [CRRH]2C[CRH]3CNC[CR]3(N2)C/1=0,NU000905a,None, success,P 3
2 1,124 124 41 90 90
120,2.22,0.025,54.1,1.4,99.9,99.4,98.8,0.19206,0.23417,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0899,CN1[C@H]2C[C@H]3CN(C[C@R]13C(=0)clc[nH]ccl2)CC,NU000906a,None, success,P 3
2 1,125 125 41 90 90 120,2.5,0.032,50.8,1,98.9,99.4,100,0.22648,0.28413,None,None, None, 1
- Analysis Pending,None

NUDT7A-
x0900,CN1[CRH]2C[C@H]3CN(C[C@R]13C(=0)clc[nH]ccl2)C(N)=0,NU000907a,None, success,P 3 2
1,124 124 41 90 90 120,2,0.021,87.4,2,99.9,97,98.6,0.18131,0.20888,None,None,None,1 -
Analysis Pending, None

NUDT7A-x0901,CN1[C@H]2C[C@H]3CNC[C@@]13C(=0)clc[nH]ccl2,NU000873a,None, success, P 3 2
1,124 124 40 90 90
120,2.33,0.031,64.8,1.9,99.6,95.4,95.1,0.18638,0.2276,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x0902,Ccl[n]oc2[CRQRH]3C[C@H]4CNC[CQ@@]4 ([C@H] (O)cl2)N3C,NU0O00908a,None, success, P

3 2 1,124 124 41 90 90
120,2.25,0.02,90,0.7,99.8,95.8,98.5,0.17431,0.20861,0.17431,0.20861,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0903,CN1[C@H]2C[C@H]3CN(C[C@R@]13C(=0)clc[nH]ccl2)C=0,NU000909a,None, success,P 3
21,124 124 41 90 90 120,2.97,0.029,48,1.3,98,99.2,98.8,0.2228,0.30713,None, None,None, 1
- Analysis Pending,None

NUDT7A-
x0904,CN1[CQRH]2C[C@H]3CN(C[C@QR]13C(=0)clc[nH]ccl2)C(C)=0,NU000910a,None,success,P 3 2
1,124 124 40 90 90 120,2.25,0.032,53.9,0.8,99.9,99.6,99,0.18892,0.2306,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0905,0[C@H]1C[CRH] ([CRRH]2C[CRH]3CNC[CRQR]31N2)clcceceel,NU0O00598f, None, success, P
3 2 1,124 124 40 90 90
120,2.41,0.031,41.4,1.4,99.8,99.9,100,0.1941,0.23863,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0906,0[CRQ@H]1C[CQRH] ([CR@H]2C[CRH]3CNC[C@@]31N2)clcccecel,NU000598g, None, success, P 3 2
1,124 124 41 90 90
120,3.29,0.024,64.8,1.4,99.4,86.7,99.3,0.21088,0.26521,None, None, None, 1 - Analysis

Pending, None

NUDT7A-

x0907,CN(C)C(=0)CN1[CRH]2C[C@H]3CNC[C@@]13[CRH] (O)C=C2.CN(C)C(=0)CN1[CRH]2C[C@H]3CNC[C@
@]13[C@@H] (O)C=C2,NU000911a,None, success, P 3 2 1,124 124 41 90 90
120,1.8,0.024,73.2,1.5,98.4,98.4,98.5,0.19037,0.22115,None, None, None, 1 - Analysis

Pending, None
NUDT7A-

x0908,CS (=0) (=0)N1C[CRQ@H]2C[C@H]3C=C[C@@H] (O) [CR]2 (C1)N3CCO.CS (=0) (=0)N1C[CR@H]2C[CRH]3
C=C[C@H] (O) [CR]2 (C1)N3CCO,NU000912a,None, success, P 3 2 1,124 124 40 90 90
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120,2.07,0.028,57.9,1.8,99.6,96.7,94.9,0.18195,0.21569,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0909,Clc2[n]c3cccce3[n]c2[CARH]2C[CRH]3CNC[C@R]3102,NU000874a,None, success,P 3
21,124 124 40 90 90 120,2.35,0.029,59.2,1.7,99.2,95.2,90.7,, ,None,None,None,1 - Analysis
Pending, None

NUDT7A-x0910,0C[CRRH]1C[C@H]2CN (Cc3[n]cc[s]3)C[CRR]2(CCO)0O1,NU000875a,None, success,P 3
2 1,124 124 41 90 90
120,2.27,0.038,41.7,1,99.7,99.9,99.9,0.18839,0.23267,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0911,0CC[C@QR]12CN(C[C@@H]1C[C@E@H] (CO)02)C (=0)C1lCCC1,NU000876a,None, success,P 3
2 1,124 124 41 90 90 120,2,0.021,84.1,2,99.7,97,97,0.18502,0.21566,None,None,None,1 -

Analysis Pending, None

NUDT7A-x0912,C(C) (C)CN1C[CQRQ@H]2C[C@@H] (CO)O[CRAR]2(C1l)CCO,NUO00877a,None, success,P 3 2

1,124 124 41 90 90
120,1.93,0.023,74.7,1.7,98.1,96.4,99.6,0.20713,0.23347,None, None,None, 1 - Analysis
Pending, None

NUDT7A-

x0913,C(C) (C)CN1IC[CRQRH]2C[C@H]3C[CRRQH] (O) [C@E@H] (O) [C@]2(C1)03,NU000878a,None, success, P
3 2 1,124 124 41 90 90
120,2.26,0.019,87.9,1.8,99.6,95.8,95.2,0.17554,0.21177,None, None, None, 1 - Analysis
Pending, None

NUDT7A-
x0914,0[CQRE@H]1C[C@E@H]2C[C@H]3CN(C[C@]3(02) [C@RH]10)C (=0)C1CCC1,NU000879a,None, success,P
3 2 1,124 124 41 90 90
120,2.03,0.019,79,2.4,96.6,98.6,82.5,0.21933,0.25365,None, None,None, 1 - Analysis
Pending, None

NUDT7A-

x0915,0[CQRRH]1C[CRRH]2C[CRH]3CN(Cc4[n]cc[s]4)C[C@]3(02) [CARH]10,NU000880a,None, success,
P 3 2 1,124 124 41 90 90
120,2.17,0.017,97.7,2.2,99.9,96.3,99.3,0.17889,0.21555,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0916,0[CRRH]1C[CQRRH]2C[C@H]3CN(C[CR]3(02) [CRRH]10)clccece[n]1,NU000881a,None, success, P
3 2 1,124 124 41 90 90
120,2.78,0.032,46.1,2.7,95.5,99.9,100,0.18217,0.23833,None, None, None, 1 - Analysis

Pending, None

NUDT7A-

x0917,CC1(C)O[C@EH]2[CRH] (CO)O[CR]3(CNC[CRH]30)C[CRRH]201,NUO00882a,None, success,P 3 2
1,125 125 41 90 90
120,2.27,0.02,84.2,1.3,99.6,95.8,96.3,0.18771,0.22155,None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0918,C1[CR@H]2C[C@H]3CNC[C@]3(02)c2[n]c3ccececec3[n]c21,NU000883a,None, success,P 3
2 1,124 124 41 90 90
120,1.96,0.022,84,2.5,99.7,97.2,96.6,0.19645,0.22232,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0919,0[CQ@QRH]1C[C@@H]2C[C@H]3CNC[C@]3(02) [CA@H]10,NU000884a,None, success,P 3 2
1,124 124 41 90 90 120,1.73,0.031,63.4,1.2,100,99.8,100,0.19025,0.21816,None, None, None, 1
- Analysis Pending,None

NUDT7A-x0920,Clc2[nH]c[n]c2[CRRH]2C[CRH]3CNC[CRQR]3102,FM010716c,None, success, P 3 2
1,124 124 41 90 90



120,1.92,0.034,63.5,1.6,95.7,98.2,84.7,0.25145,0.27924,0.25145,0.27924,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x0921,CIN(CC[C@@H]2C[C@H]3CNC[C@@]3102)C1CC1,NU000885a,None, success,P 3 2 1,124
124 41 90 90 120,2.91,0.036,38.2,1.4,99.9,98.7,100,0.17057,0.23936,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x0922,0=S (=0) (C(F) (F)F)N1C[C@]23CNCC[C@H] (C[CQ@H]2C1)03,NU000886a,None, success, P
3 2 1,125 125 41 90 90
120,2.81,0.025,61.9,1.5,99.7,92.1,97.2,0.18098,0.23799, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0923,CC1 (C)O[C@H]2CC3CN (C)CC=3C[C@H] (O) [C@H]201,NU000913a,None, success, P 3 2
1,124 124 41 90 90
120,1.96,0.021,78.7,1.6,99.2,99.4,100,0.19979,0.22833,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0924,C[CRR]120C(=0)N[CR@H]1C[CRRH]IC[CRQH]3CNC[CR]2301,NU000887a,None, success, P
3 2 1,124 124 40 90 90
120,2.52,0.041,39,2.2,95,99.5,93.7,0.17156,0.22681,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0926,C[C@R]1(O) [CRRH] (C[CRRH]2C[CRH]3CNC[CR@]1302)NC(C)=0,NU000888a,None, success,P 3 2
1,124 124 41 90 90
120,1.87,0.027,80.2,1.3,99.6,97.6,95.5,0.18699,0.22001, None, None, None, 1 - Analysis

Pending, None

NUDT7A-x0927,C[CQ@Q]1(0O) [CARH] (C[C@@H]2C[CW@H]3CNC[C@]1302)N(C)C,NU000889a,None, success, P
3 2 1,125 125 41 90 90
120,2.73,0.033,49.6,0.5,92.9,99.4,95.2,0.31447,0.37531,None, None, None, 1 - Analysis
Pending, None

NUDT7A-

x0928,C[CQ@E@]1(0O) [CEH] (O)C[C@@H]2C[CRH]3CN(C[CR]1302)C(C)=0,NU000890a,None, success,P 3 2
1,124 124 41 90 90 120,2.46,0.019,70.1,1.5,99.8,99.9,100,0.17866,0.2186,None,None, None, 1
- Analysis Pending,None

NUDT7A-x0929,C[C@RE@]1(0O) [CRH] (O)C[CRRH]2C[C@RH]3CN(C[CR]1302)C=0,NU000891a,None, success, P
3 2 1,124 124 41 90 90
120,2.21,0.018,69,1.7,98.9,99.1,87.6,0.19606,0.2437,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x0930,0=C1C=CC2C3CC1N2CCC3,NU000892a,None, success,P 3 2 1,126 126 41 90 90
120,2.33,0.019,94.2,1.1,100,99.3,100,0.18754,0.22985,0.18754,0.22985,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x0931,CCOC (=0) [C@@H] (F) [C@H] (O)clccc (Br)c[n]1l,NU000917a,None, success,P 3 2 1,124
124 41 90 90 120,1.75,0.044,49,1.3,99.9,97.8,100,0.19451,0.22264,None,None,None,2 -
PANDDA model, None

NUDT7A-

x0932,COC (=0)N1IC[C@@H]2C[C@@H]30[CR@A@]2(C1)Ccl[nH]c[n]cl3,NU000893a,None, success,P 3 2
1,124 124 41 90 90
120,1.87,0.022,70.6,2.4,91.8,98.3,65.5,0.24874,0.27565,None, None, None, 1 - Analysis

Pending, None

NUDT7A-

x0933,COC (=0)N1IC[C@E@H]2C[C@@H]30[CR@A@]2(Cl)Ccl[n]lcc[n]cl3,NU000894a,None, success,P 3 2
1,124 124 40 90 90
120,2.12,0.034,72.4,0.6,96.5,99.5,100,0.27344,0.30144,None,None, None, 1 - Analysis

Pending, None
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NUDT7A-x0934,CC (=0)N1IC[C@@H]2C[C@@H]30[CR]2(Cc2[nH]c[n]c23)C1,NU000895a,None, success, P
3 2 1,125 125 41 90 90
120,2.08,0.025,71.1,1.6,99.7,96.8,96.3,0.18173,0.21265,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x0935,0=CN1C[C@Q@H]2C[C@Q@H]30[C@]2(Cc2[nH]c[n]c23)C1,NU000896a,None, success,P 3 2
1,124 124 41 90 90 120,2.39,0.059,31,1.5,99.3,99.3,100,0.20731,0.2587,None,None, None, 1
- Analysis Pending,None

NUDT7A-

x0936,CCNC (=O)N1C[C@Q@H]2C[CRERH]30[C@]2(Cc2[nH]c[n]c23)C1,NU000897a,None, success,P 3 2
1,124 124 40 90 90 120,1.99,0.028,55.7,1,99.5,97.1,94.3,0.1859,0.21468,None,None, None, 1
- Analysis Pending,None

NUDT7A-

x0937,C[CQR]120C(=0O)N[CRH]1C[C@@]13CN(C[C@@H]1C[CRRH]203)C(C)=0,NU000898a,None, success,P
3 2 1,124 124 41 90 90
120,1.78,0.02,79,1.4,98.3,99.7,100,0.20539,0.23485,None, None,None, 1 - Analysis

Pending, None

NUDT7A-

x0938,C[C@]120C(=0)N(C) [CRH]1C[CQRR]13CN(C)C[CR@H]1C[C@QRH]203,NU000899a,None, success,P 3
2 1,124 124 41 90 90 120,2,0.023,76,1.1,99.7,97.1,96.4,0.18949,0.22393,None, None,None, 1
- Analysis Pending,None

NUDT7A-
x0939,C[CR]120C(=0)N[CRH]1C[C@Q@]13CN(C[C@@H]1C[CRRH]203)C=0,NU000900a,None, success,P 3
2 1,124 124 41 90 90
120,1.78,0.024,71.4,1.2,99.3,99.3,100,0.1948,0.22155,None, None, None, 1 - Analysis
Pending, None

NUDT7A-
x0940,Cclcccccl[C@E@H]IC[C@H] (O) [CRR]23CNC[C@E@H]2C[C@@H] 1N3,NU0O00914a,None, success,P 3 2
1,124 124 41 90 90
120,2.35,0.024,63.6,0.7,97.4,99.6,100,0.26839,0.32906,None, None, None, 1 - Analysis

Pending, None

NUDT7A-

x0941,0[C@H]1C[CRH] ([CRRH]2C[CRH]3CNC[CRE]31N2)clccc (F)ccl,NU000915a,None, success, P 3 2
1,125 125 41 90 90 120,2.92,0.035,41,1.6,98.8,98.1,100,0.21131,0.29101, None, None, None, 1
- Analysis Pending,None

NUDT7A-x0942,CN1[CRH]2C[CRH]3CN(C[CRR]13[CRH] (O)clc20o([n]clC)CC,NU000916a,None, success, P
3 2 1,124 124 41 90 90
120,1.86,0.029,70.9,2.6,99.8,97.6,97.3,0.18841,0.21871,None, None, None, 1 - Analysis
Pending,None

NUDT7A-

x0943,C[C@]120C(=0)N(C) [CEH]1C[CRQR]13CNC[CREH]1C[CRRH]203,NU000901a,None, success,P 3 2
1,125 125 41 90 90
120,2.32,0.052,36.5,0.9,99.3,99.3,99.7,0.19886,0.24632,None, None, None, 1 - Analysis

Pending, None

NUDT7A-
x0944,C[CQR]120C(=0O)N[C@H]1C[C@@]13CN(C)C[C@@H]1C[C@@H]203,NU000902a,None, success,P 3 2
1,124 124 41 90 90 120,2.27,0.028,57.4,0.3,95.7,99.9,97,0.29503,0.33757,None, None, None, 1
- Analysis Pending,None

NUDT7A-x1200,None, None, None, success, P 3 2 1,124 124 40 90 90

120,1.81,0.029,74.6,2.4,99.9,98,98.8,0.17988,0.20287,None, None,None, 1 - Analysis
Pending, None
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NUDT7A-x1201,COclcccc (CC(Nc2cnenc?2)=0)cl,NUOOAOOO151a,None, success,P 3 2 1,123 123 40 90
90 120,1.76,0.046,54.1,2.6,99.9,98.2,99,0.17867,0.20023,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x1202,COclcccc (CC(Nc2ccenc?2)=0)cl,NUOOAOOO152a,None, success,P 3 2 1,123 123 40 90
90 120,1.88,0.034,69.1,2.9,99.9,97.8,99.1,0.17633,0.20416,None,None,None,2 - PANDDA
model, None

NUDT7A-x1203,COclcccc (CC(Nc2ccec (c2) [C1l])=0)cl,UNUYB062989b,None, success,P 3 2 1,124 124
41 90 90 120,1.59,0.039,68.6,2.7,99.9,98.7,98.7,0.1817,0.19976,0.19559,0.21034,P 3 2 1,6
- Deposited, 5QGV

NUDT7A-x1204,COclccc (CC (Nc2cncnc2)=0)ccl,NUOOAOOO153a,None, success,P 3 2 1,124 124 40 90
90 120,1.57,0.041,68.3,2.9,99.9,98.7,98.8,0.18068,0.19729,None,None,None,2 - PANDDA
model, None

NUDT7A-x1205,COclccc (CC (Nc2ccenc2)=0)ccl,NUOOAOOOL54a,None, success,P 3 2 1,123 123 40 90
90 120,1.94,0.025,85,2.7,99.9,97.6,99.4,0.17453,0.20187,0.18789,0.20773,p 3 2 1,6 -
Deposited, 5QGW

NUDT7A-x1206,COclccc (CC (Nc2ccece (c2) [C1l])=0)ccl,NUOOAOOO155a,None, success,P 3 2 1,124 124
40 90 90 120,1.61,0.029,85.6,2.6,99.9,98.7,99.1,0.18185,0.19873,0.19779,0.20793,P 3 2
1,6 - Deposited, 50GX

NUDT7A-x1207,C(C (Nclcncncl)=0)clcccecel, NUOOAOOO156a,None, success,P 3 2 1,123 123 40 90
90 120,1.69,0.031,79.8,2.7,99.9,98.5,98.5,0.17884,0.19587,None,None,None,2 - PANDDA
model, None

NUDT7A-x1208,C (C (Nclcccnecl)=0)clcccecel,NUOOAOOO157a,None, success,P 3 2 1,123 123 40 90
90 120,1.9,0.028,85.4,2.7,99.9,97.8,99.5,0.17588,0.20455,None,None,None,1 - Analysis
Pending, None

NUDT7A-x1209,None, None, None, success, P 3 2 1,124 124 40 90 90
120,1.56,0.033,83.1,3,99.8,98.8,97.8,0.18269,0.20027,None, None,None, 1 - Analysis
Pending, None

NUDT7A-x1210,C(C(Nclcccc(cl) [C1l])=0)clccccecl,NUOOAOOO158a,None, success,P 3 2 1,124 124
40 90 90 120,1.72,0.051,53.5,2.8,99.9,98.3,99,0.17935,0.20061,0.19472,0.21044,Pp 3 2 1,6
- Deposited, 5QGY

NUDT7A-x1211,C(C(Nclcncncl)=0)clccc(ccl)F,NUOOAOO0159a,None, success,P 3 2 1,124 124 40
90 90 120,1.56,0.036,79,2.9,99.9,98.7,98.8,0.18036,0.19565,None,None,None,2 - PANDDA
model, None

NUDT7A-x1212,C(C(Nclcccnecl)=0)clccc(ccl)F,NUOOAOOO160a,None, success,P 3 2 1,123 123 40
90 90 120,1.76,0.021,107.3,2.6,99.9,98.2,98.8,0.1773,0.19907,None,None,None,1 - Analysis
Pending, None

NUDT7A-x1213,C(C(Nclcccec(cl) [C1l])=0)clccc(cecl)F,NUOOAOOOL61a,None, success,P 3 2 1,123
123 40 90 90 120,1.65,0.027,95.2,2.7,99.9,98.6,99.4,0.18024,0.19892,0.1956,0.21054,P 3
2 1,6 - Deposited, 50GZ

NUDT7A-x1214,Cclccc (C)c (CC(Nc2cncnec2)=0)cl,NUOOA0OOOl162a,None, success,P 3 2 1,123 123 40
90 90 120,1.63,0.049,53.1,2.7,99.9,98.5,98.5,0.17931,0.19495,None, None,None,1 - Analysis
Pending, None

NUDT7A-x1215,Cclccc (C)c (CC (Nc2ccenc2)=0)cl,NUOOA0O0OO163a,None, success,P 3 2 1,124 124 40
90 90 120,1.5,0.027,54.7,1.2,100,99.8,100,0.20522,0.2235,None,None,None,2 - PANDDA
model, None

NUDT7A-x1216,Cclccc (C)c(CC(Nc2ccece (c2) [C1l])=0)cl,NUOOAO00164a,None, success,P 3 2 1,123

123 40 90 90 120,1.63,0.041,65.9,2.8,99.9,98.6,98.6,0.18381,0.20096,None,None, None, 1
Analysis Pending, None
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NUDT7A-x1217,Cclccc (C)c (CC(Nc2cc (C)on2)=0)cl,NUOOAOOO165a,None, success,P 3 2 1,123 123
40 90 90 120,1.79,0.023,100.6,2.8,99.9,98.1,99.5,0.17563,0.19647,None,None,None,1 -
Analysis Pending, None

NUDT7A-x1218, None, None, None, success, P 3 2 1,124 124 40 90 90
120,1.58,0.037,67.8,2.6,99.8,98.7,97.2,0.18086,0.19789,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x1219,C(C(Nclcncncl)=0)clccc(ccl) [C1l],NUOOAOOOl66a,None, success,P 3 2 1,123 123
40 90 90 120,1.88,0.026,87.1,2.9,99.9,97.8,99.2,0.17541,0.20077,None,None,None,1 -
Analysis Pending, None

NUDT7A-x1220,C(C(Nclcccncl)=0)clccc(ccl) [C1l],NUOOAOOO167a,None, success,P 3 2 1,124 124
40 90 90 120,1.69,0.032,76.3,2.7,99.9,98.4,98.8,0.18071,0.20005,None,None,None,2 -
PANDDA model, None

NUDT7A-x1221,C(C(Nclcccec(cl) [C1l])=0)clccc(cecl) [Cl],NUOOAOOO168a,None, success, P 3 2
1,123 123 40 90 90 120,1.9,0.02,102,2.6,99.8,97.8,98,0.17693,0.20523,None,None,None, 1 -
Analysis Pending, None

NUDT7A-x1222,COclcccc(cl)C (Nclccencl)=0,NUOOA000169%9a,None, success,P 3 2 1,123 123 40 90
90 120,1.82,0.028,89.3,2.9,100,98,99.7,0.177,0.20303,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x1223,COclcccc(cl)C (Nclccee(cl) [C1])=0,NUOOA000170a,None, success,P 3 2 1,123 123
40 90 90 120,1.59,0.035,76.7,2.9,99.9,98.7,99.2,0.1818,0.19868,None, None, None, 1 -
Analysis Pending, None

NUDT7A-x1224,clcc(cc(cl)C(F) (F)F)C (Nclcncnecl)=0,NUOOA000171a,None, success,P 3 2 1,123
123 40 90 90 120,1.79,0.041,65.5,2.9,99.9,98.1,99.2,0.17751,0.20043,None,None,None,1 -
Analysis Pending,None

NUDT7A-x1225,clcc(cc(cl)C(F) (F)F)C(Nclccenecl)=0,NUOOAOQO0172a,None, success,P 3 2 1,123
123 40 90 90 120,1.69,0.03,90.3,2.7,99.8,98.4,98.1,0.17901,0.1962,None, None,None,2 -
PANDDA model, None

NUDT7A-x1226,clcc(cc(cl)C(F) (F)F)C(Nclcccc(cl) [C1])=0,NUOOA000173a,None, success,P 3 2
1,123 123 40 90 90 120,1.74,0.043,57.9,3,99.8,98.3,96.9,0.17912,0.19934,None, None, None, 1
- Analysis Pending,None

NUDT7A-x1227,None, None, None, success, P 3 2 1,123 123 40 90 90
120,1.56,0.029,79.9,2.7,99.8,98.7,97.5,0.18127,0.19767,None, None, None, 1 - Analysis
Pending, None

NUDT7A-x1228,clccc(c(cl)C(Nclcecenel)=0)F,NUOOAOOO174a,None, success,P 3 2 1,123 123 40 90
90 120,1.72,0.054,48,2.7,99.9,98.3,99.5,0.18089,0.20092,0.18624,0.20588,P 3 2 1,3 - In
Refinement, None

NUDT7A-x1229,clccc(c(cl)C(Nclccece(cl) [C1l])=0)F,NUOOAOOO175a,None, success,P 3 2 1,123 123
40 90 90 120,1.67,0.031,83.9,2.7,99.9,98.5,99.2,0.18072,0.20048,None,None,None,1 -
Analysis Pending, None

NUDT7A-x1230,clccc(ccl)C(Nclccenecl)=0,NUOOAOO0176a,None, success,P 3 2 1,123 123 40 90 90
120,1.72,0.033,74.2,2.6,99.9,98.3,99.1,0.17991,0.19981,0.18572,0.20456,P 3 2 1,3 - 1In
Refinement, None

NUDT7A-x1231,clccc(ccl)C(Nclcecee(cl) [C1l])=0,NUOOAO00177a,None, success,P 3 2 1,123 123 40
90 90 120,1.76,0.022,99.6,2.9,99.9,98.2,98.4,0.17925,0.2027,None, None,None,1 - Analysis
Pending, None

NUDT7A-x1232,CN(C)clccc(ccl)C(Nclcecenel)=0,NUOOA000178a,None, success,P 3 2 1,123 123 40

90 90 120,1.84,0.026,80.7,2.8,99.8,97.9,98.1,0.17602,0.20137,None,None,None,1 - Analysis
Pending, None
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NUDT7A-x1233,clcc(cncl)NC(clccc(ccl[C1l]) [C1])=0,BDCOAOQ00036a,None, success,P 3 2 1,124
124 40 90 90 120,1.82,0.027,93.2,3,99.9,98,99.6,0.17651,0.19989,None,None,None,2 -
PANDDA model, None

NUDT7A-x1234,C(C(Nclcncncl)=0)clcccc (cl)O,NUOOAOO0179%9a,None, success,P 3 2 1,124 124 40
90 90 120,1.56,0.046,59.2,2.6,99.8,98.8,97.2,0.18131,0.19611,None,None,None,1 - Analysis
Pending, None

NUDT7A-x1235,C(C(Nclcccnecl)=0)clccece (cl)O,NUOOAOOO180a,None, success,P 3 2 1,123 123 40
90 90 120,1.57,0.04,70.9,2.9,99.8,98.7,97.9,0.18072,0.19465,0.19636,0.20593,P 3 2 1,6 -
Deposited, 5QHO0

NUDT7A-x1236,None, None, None, success, P 3 2 1,123 123 40 90 90
120,1.67,0.04,69.8,3,99.9,98.5,99.5,0.18069,0.1988, None, None, None, 1 - Analysis
Pending, None

NUDT7A-x1237,C(C(Nclcccec(cl) [C1l])=0)clccecc(cl)O,NUOOAOOOL81a,None, success,P 3 2 1,123
123 40 90 90 120,1.65,0.025,103,2.9,99.9,98.5,98.7,0.18287,0.20321,0.19349,0.20307,P 3
2 1,6 - Deposited,5QH1

NUDT7A-x1238,Cclcc (NC(Cc2ccecc (c2)0)=0)nol,NUOOAO00182a,None, success,P 3 2 1,123 123 40
90 90 120,1.67,0.053,52.6,3,99.9,98.5,99,0.17752,0.19237,0.18496,0.20106,P 3 2 1,3 - In
Refinement, None

NUDT7A-x1239,CclcccecclCC (Nclenencl)=0,NUOOAO00183a,None, success,P 3 2 1,123 123 40 90 90
120,1.76,0.024,100.9,2.8,99.9,98.2,99.4,0.17631,0.19748,None, None, None, 2 - PANDDA
model, None

NUDT7A-x1240,CclccccclCC (Ncleceencl)=0,NUOOA000184a,None, success,P 3 2 1,123 123 40 90 90
120,1.69,0.036,77.4,2.8,100,98.4,99.6,0.18136,0.19979, None, None, None, 2 - PANDDA
model, None

NUDT7A-x1241,CclccccclCC(Nclceceenl)=0,NUOOAO00185a,None, success,P 3 2 1,123 123 40 90 90
120,1.69,0.045,62.3,3,99.9,98.4,98.7,0.18271,0.20126,0.18991,0.20525,p 3 2 1,3 - 1In
Refinement, None

NUDT7A-x1242,CclccccclCC(Nclccec(cl) [C1])=0,NUOOA000186a,None, success,P 3 2 1,123 123 40
90 90 120,1.67,0.036,73.7,2.8,100,98.4,99.8,0.1806,0.19897,None,None,None,1 - Analysis
Pending, None

NUDT7A-x1243,Cclcccc (CC (Nc2cnecnc2)=0)cl,NUOOA000187a,None, success,P 3 2 1,123 123 40 90
90 120,1.65,0.027,95.5,2.8,99.9,98.5,99.1,0.18172,0.19961,None,None,None,2 - PANDDA
model, None

NUDT7A-x1244,Cclcccc (CC (Nc2ccenc2)=0)cl,NUOOA000188a,None, success,P 3 2 1,123 123 40 90
90 120,1.74,0.026,99.3,3,99.9,98.3,99.3,0.17928,0.20027,0.19787,0.20942,p 3 2 1,6 -
Deposited, 5QH2

NUDT7A-x1245,None, None, None, success, P 3 2 1,123 123 40 90 90
120,1.79,0.031,83.4,2.8,99.9,98.2,99.1,0.17896,0.20261,None,None, None, 1 - Analysis
Pending, None

NUDT7A-x1246,Cclcccc (CC (Nc2ccece (c2) [C1l])=0)cl,NUOOAO00189a,None, success,P 3 2 1,123 123
40 90 90 120,1.69,0.03,79.3,2.9,99.9,98.4,98.5,0.182,0.20197,None,None,None,1 - Analysis
Pending, None

NUDT7A-x1247,C(C(Nclcccec(cl) [Cl])=0)clccecc(cl) [C1l],NUOOAO00190a,None, success, P 3 2
1,123 123 40 90 90 120,1.72,0.045,64,3.2,100,98.3,99.6,0.18092,0.19866,None,None, None, 2
- PANDDA model, None

NUDT7A-x1248,C (C (Nclcccncl)=0)clccc (cclF)F,NUOOAOOO191a,None, success,P 3 2 1,123 123 40

90 90 120,1.65,0.036,72.8,2.5,99.8,98.6,97.5,0.18,0.19621,0.19634,0.20512,P 3 2 1,6 -
Deposited, 5QH3
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NUDT7A-x1249,C(C(Nclcccc(cl) [C1l])=0)clccc(cclF)F,NUOOAO00192a,None, success,P 3 2 1,123
123 40 90 90 120,1.55,0.073,32.5,1.1,100,99.8,100,0.19429,0.21674,None,None,None,1 -
Analysis Pending, None

NUDT7A-x1250,COclcccc (CC(Nc2ccon2)=0)cl,NUOOA000220a,None, success,P 3 2 1,124 124 41 90
90 120,1.67,0.024,86.6,2.7,99.8,98.3,98,0.18501,0.20572,0.20189,0.2184,p 3 2 1,6 -
Deposited, 5QH4

NUDT7A-x1251,COclcccc (CC(Nc2cceen?2)=0)cl,NUOOAOOO221a,None, success,P 3 2 1,124 124 41 90
90 120,1.6,0.037,65.3,2.4,99.9,98.5,98.6,0.18674,0.21139,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1252,Cclcc (NC(Cc2cccc (c2)0C)=0)nol,NUOOAOOO222a,None, success,P 3 2 1,124 124 41
90 90 120,1.62,0.026,86.5,2.5,99.9,98.4,98.8,0.18761,0.20927,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1253,COclccc (CC (Nc2ccon2)=0)ccl,NUOOA0O00283a,None, success,P 3 2 1,124 124 41 90
90 120,1.53,0.044,63.2,3,99.9,98.7,98.9,0.18929,0.20845,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1254,COclccc (CC (Nc2ccecen2)=0)ccl,NUOOAOOO223a,None, success,P 3 2 1,124 124 41 90
90 120,1.58,0.023,89.8,2.6,99.9,98.6,98.3,0.1955,0.21476,None,None,P 3 2 1,2 - PANDDA
model, None

,124 124 41

NUDT7A-x1255,Cclcc (NC(Cc2ccc (cc2)0C)=0)nol,NUOOAO0OO284a,None, success,P 3 2 1
32 1,1 - Analysis

90 90 120,1.76,0.029,71.7,3,99.9,98,98.8,0.18091,0.20454,None,None, P
Pending, None

NUDT7A-x1256,C (C(Nclcconl)=0)clcccccl,NUOOAOOO224a,None, success,P 3 2 1,125 125 41 90 90
120,1.85,0.026,80.2,2.5,99.8,97.7,98.2,0.18009,0.20336,0.19158,0.21101,p 3 2 1,6 -
Deposited, 5QH5

NUDT7A-x1257,C(C(Nclcccecnl)=0)clccceccl,NUOOAOOO225a,None, success,P 3 2 1,124 124 41 90
90 120,1.71,0.028,87.7,3,99.9,98.2,98.9,0.1824,0.2076,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1258,Cclcc (NC (Cc2cccecc?2)=0)nol,NUOOAO00226a,None, success,P 3 2 1,124 124 41 90
90 120,1.72,0.019,103.5,2.6,99.8,98.2,97.1,0.18122,0.20417,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1259,C(C(Nclcconl)=0)clccc(ccl)F,NUOOAOQO227a,None, success,P 3 2 1,124 124 41 90
90 120,1.81,0.034,60.9,1.3,99.9,99.1,99.8,0.18497,0.21269,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1260,C(C(Nclcccenl)=0)clccc(ccl)F,NUOOAQOO0228a,None, success,P 3 2 1,124 124 41
90 90 120,1.81,0.036,65.8,3.1,99.9,97.9,98.5,0.17865,0.20636,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1261,Cclcc (NC(Cc2ccc(cc2)F)=0)nol,NUOOAO00229%a,None, success,P 3 2 1,124 124 41
90 90 120,1.72,0.021,100.4,2.5,99.9,98.1,98.8,0.18264,0.20377,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1262,Cclccc (C)c (CC(Nc2ccon2)=0)cl,NUOOAO0O0230a,None, success,P 3 2 1,124 124 41
90 90 120,1.74,0.029,78.8,2.7,99.9,98.1,98.7,0.18137,0.20397,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1263,Cclccc (C)c (CC(Nc2cceen2)=0)cl,NUOOA0O0OO231a,None, success,P 3 2 1,124 124 41
90 90 120,1.71,0.025,91.9,2.8,99.9,98.1,98.8,0.18136,0.20254,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1264,Cclccc (C)c(CC(Nc2nceen2)=0)cl,NUOOAO0O285a,None, success,P 3 2 1,124 124 40

90 90 120,1.55,0.032,08.7,1.4,100,99.8,100,0.18937,0.20898,None,None,P 3 2 1,1
Analysis Pending, None
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NUDT7A-x1265,C(C(Nclcconl)=0)clccc(ccl) [C1l],NUOOAO000232a,None,success,P 3 2 1,124 124 41
90 90 120,2.76,0.033,53.7,1.8,99.7,97.9,99.5,0.16345,0.22338,0.15851,0.20863,P 3 2 1,1
- Analysis Pending,None

NUDT7A-x1266,C(C (Nclcccenl)=0)clccc(ccl) [C1],NUOOAOO00233a,None, success,P 3 2 1,124 124
40 90 90 120,1.88,0.037,54.8,1.7,99.9,99.2,100,0.18288,0.21642,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1267,Cclcc (NC(Cc2ccc(cec2) [C1l])=0)nol,NUOOAOO0234a,None, success,P 3 2 1,124 124
40 90 90 120,1.72,0.027,81.3,2.6,99.8,98.3,98.1,0.18445,0.21015,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1268,COclcccc(cl)C (Nclcconl)=0,NUOOA000235a,None, success,P 3 2 1,124 124 40 90
90 120,1.72,0.032,68.2,3,99.9,98.1,98.6,0.18157,0.2073,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1269,COclcccc(cl)C (Nclecnecnecl)=0,NUOOA000236a,None, success,P 3 2 1,124 124 40 90
90 120,1.72,0.038,61.3,2.5,99.7,98.4,96,0.18251,0.21224,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1270,COclcccc(cl)C (Nclccecenl)=0,NUOOA000237a,None, success,P 3 2 1,124 124 41 90
90 120,1.8,0.028,73.9,2.4,99.9,98.1,99.2,0.18385,0.21476,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1271,Cclcc (NC(c2ccecc (c2)0C)=0)nol,NUOOAO00238a,None, success,P 3 2 1,124 124 41
90 90 120,1.74,0.022,89.1,2.6,99.9,98.1,99.2,0.18287,0.20884,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1272,clccnc (cl)NC (clccecc(cl)C(F) (F)F)=0,NUOOA000239a,None, success,P 3 2 1,124
124 41 90 90 120,1.8,0.02,93.8,2.3,99.9,97.9,99,0.18001,0.20365,None,None,P 3 2 1,1
Analysis Pending,None

NUDT7A-x1273,Cclcc (NC(c2cccc(c2)C(F) (F)F)=0)nol,NUOOAOO0O240a,None, success,P 3 2 1,124
124 40 90 90 120,1.74,0.035,62.4,2.6,99.8,98,98.1,0.18305,0.2067,0.18016,0.19773,P 3 2
1,1 - Analysis Pending, None

NUDT7A-x1274,clccc(c(cl)C(Nclcconl)=0)F,NUOOAO0O241a,None, success,P 3 2 1,124 124 40 90
90 120,1.74,0.024,77.7,1.1,99.8,99.2,98.9,0.19219,0.22217,0.19085,0.2207,Pp 3 2 1,3 - In
Refinement, None

NUDT7A-x1275,clccc(c(cl)C(Nclccecenl)=0)F,NUOOAOQO242a,None, success,P 3 2 1,124 124 41 90
90 120,1.85,0.022,86.6,2.4,99.8,97.6,97.7,0.18142,0.21299,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1276,clccc(c(cl)C(Nclnccenl)=0)F,NUOOAOQ00243a,None, success,P 3 2 1,124 124 40 90
90 120,1.72,0.025,75,2.1,99.8,98.1,98.1,0.18555,0.21171,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1277,Cclcc (NC(c2ccccc2F)=0)nol,NUOOA0O00O244a,None, success,P 3 2 1,124 124 40 90
90 120,1.74,0.035,65.3,3.1,99.9,98.3,98.4,0.18204,0.20621,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1278,clccc (ccl)C(Nclcconl)=0,NUOOAO000245a,None, success,P 3 2 1,123 123 40 90 90
120,1.78,0.03,61.2,1.9,99.7,97.9,96.7,0.18498,0.21283,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1279,clccc (ccl)C(Nclcnencl)=0,NUOOAO00246a,None, success,P 3 2 1,124 124 41 90 90
120,1.78,0.042,52.9,2.8,99.9,97.9,98.6,0.18143,0.21027,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1280,clccc(ccl)C(Nclcceenl)=0,NUOOA000247a,None, success,P 3 2 1,124 124 41 90 90

120,1.85,0.025,80.6,2.4,99.7,97.6,96.8,0.18371,0.21588,None,None,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x1281,clccc(ccl)C(Nclncecenl)=0,NUOOAO000248a,None, success,P 3 2 1,124 124 41 90 90
120,1.73,0.039,54.7,3.2,99.9,98.2,98.7,0.18134,0.20331,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1282,Cclcc (NC(c2ccececec2)=0)nol,NUOOAO00249a,None, success,P 3 2 1,124 124 40 90 90
120,1.77,0.033,52,2.8,100,99.9,100,0.18487,0.21283,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1283,CN(C)clccc(ccl)C (Nclcconl)=0,NUOOAQ00250a,None, success,P 3 2 1,124 124 40
90 90 120,1.72,0.064,33.8,1.2,100,99.7,99.9,0.18605,0.21036,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1284,CN (C)clccc(ccl)C(Nclenecnel)=0,NUOOA000251a,None, success,P 3 2 1,124 124 41
90 90 120,1.65,0.035,69.9,2.5,99.8,98.3,97,0.18504,0.20824,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1285,CN(C)clccc(ccl)C (Nclecceenl)=0,NUOOA000252a,None, success,P 3 2 1,124 124 41
90 90 120,1.74,0.026,81,2.5,99.9,98.3,98.6,0.182,0.20848,0.18179,0.20832,P 3 2 1,3 - In
Refinement, None

NUDT7A-x1286,CN (C)clccc(ccl)C (Nclccee(cl) [C1l])=0,NUOOA000253a,None, success,P 3 2 1,124
124 41 90 90 120,1.72,0.035,65.1,2.7,99.8,98.1,98,0.18249,0.20612,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1287,Cclcc (NC(c2ccc(cc2)N(C)C)=0)nol, FMOPL0O00753b,None, success,P 3 2 1,124 124
40 90 90 120,1.76,0.037,59.2,2.5,99.9,98.2,99.3,0.18588,0.21136,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1288,clcc (C(Nc2ccon2)=0)c(ccl[Cl]) [C1l],NUOOA000254a,None, success,P 3 2 1,124 124
41 90 90 120,1.83,0.028,78.3,2.6,99.8,97.9,97.9,0.18424,0.2153,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1289,clccnc (cl)NC(clccc(ccl[C1l]) [C1])=0,NUOOAO0Q00255a,None, success,P 3 2 1,124
124 41 90 90 120,1.83,0.035,63.3,2.8,99.8,97.7,98,0.17881,0.20685,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1290, clcnc (NC(c2ccc(cc2[C1l]) [C1])=0)ncl,NUOOAOQO256a,None, success,P 3 2 1,124
124 41 90 90 120,1.72,0.066,36.9,2.4,99.9,98.2,98.6,0.18303,0.21003,None,None,P 3 2 1,2
- PANDDA model,None

NUDT7A-x1291,clcc(cc(cl) [C1])NC(clccc(ccl[C1l]) [C1])=0,NUOOAO000257a,None, success,P 3 2
1,124 124 40 90 90 120,1.63,0.059,38.2,1.3,100,99.8,99.9,0.1885,0.21131,None,None,P 3 2
1,2 - PANDDA model, None

NUDT7A-x1292,Cclcc (NC(c2ccc(cc2[C1l]) [C1l])=0)nol,NUOOAOQO258a,None, success,P 3 2 1,124
124 40 90 90 120,1.65,0.032,79.6,2.7,99.9,98.5,99.2,0.18536,0.20904,None,None,P 3 2 1,1
- Analysis Pending,None

NUDT7A-x1293,C(C(Nclcccenl)=0)clccece (cl)O,NUOOAO00259%9a,None, success,P 3 2 1,124 124 40
90 90 120,1.57,0.042,55.4,1.3,100,99.8,99.9,0.22013,0.24833,0.18649,0.21523,Pp 3 2 1,6 -
Deposited, 5QH6

NUDT7A-x1294,CclccccclCC (Nclcconl)=0,NUOOA000260a,None, success,P 3 2 1,124 124 41 90 90
120,1.7,0.04,57,2.5,99.9,98.4,99.4,0.18252,0.20398,0.18135,0.20409,p 3 2 1,3 - 1In
Refinement, None

NUDT7A-x1295,CclccccclCC (Nclnceenl)=0,NUOOAO00261a,None, success,P 3 2 1,124 124 41 90 90
120,1.74,0.047,49.5,2.7,99.9,98.1,99.6,0.18325,0.20933,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1296,CclccccclCC (Nclec(C)onl)=0,NUOOA000193a,None, success,P 3 2 1,124 124 41 90

90 120,1.78,0.036,56.5,2.9,99.9,97.9,99.1,0.17916,0.20469,0.17743,0.20418,Pp 3 2 1,3 - In
Refinement, None
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NUDT7A-x1297,Cclcccc (CC (Nc2ccon2)=0)cl,NUOOA000194a,None, success,P 3 2 1,124 124 41 90
90 120,1.74,0.067,37.6,2.8,99.9,98.2,99.4,0.18308,0.20691,0.20019,0.21881,P 3 2 1,6 -
Deposited, 5QH7

NUDT7A-x1298,Cclcccc (CC (Nc2ccecen2)=0)cl,NUOOA000195a,None, success,P 3 2 1,124 124 41 90
90 120,1.76,0.034,66.4,2.8,99.8,98,98.1,0.18329,0.21036,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1299,Cclcccc (CC (Nc2ncecen2)=0) cl,NUOOA0O00196a,None, success,P 3 2 1,124 124 41 90
90 120,1.78,0.035,70.7,2.6,99.9,98.1,98.6,0.18373,0.2137,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1300,Cclcccc (CC (Nc2cc (C)on2)=0)cl,NUOOAO00197a,None, success,P 3 2 1,124 124 40
90 90 120,1.85,0.022,87.2,2.4,99.8,97.9,98.2,0.179,0.20689,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1301,C(C(Nclcncncl)=0)clcccec(cl) [C1l],NUOOAO00198a,None, success,P 3 2 1,124 124
40 90 90 120,1.7,0.041,52.4,1,99.7,99.4,99.5,0.19075,0.21896,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1302,C(C(Nclcccncl)=0)clcccec(cl) [C1l],NUOOAO00199a,None, success,P 3 2 1,124 124
41 90 90 120,1.76,0.034,65.2,2.7,99.9,98,98.4,0.18351,0.21149,0.18698,0.21214,p 3 2 1,2
- PANDDA model, None

NUDT7A-x1303,C(C(Nclcccenl)=0)clccce(cl) [C1],NUOOAO00200a,None, success,P 3 2 1,124 124
41 90 90 120,1.99,0.026,78.6,2.5,99.8,97,98.4,0.18334,0.21217,0.17562,0.20252,P 3 2 1,2
- PANDDA model,None

NUDT7A-x1304,C (C(Nclnccenl)=0)clcccc(cl) [C1l],NUOOA000201a,None, success,P 3 2 1,124 124
41 90 90 120,1.7,0.026,88.4,2.5,99.7,98.2,96.4,0.18608,0.21238,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1305,Cclcc (NC(Cc2cccc(c2) [C1l])=0)nol,NUOOAO00202a,None, success,P 3 2 1,124 124
41 90 90 120,1.74,0.022,89.2,2.7,99.9,98.1,98.8,0.18049,0.20328,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1306,C(C(Nclcconl)=0)clccc(cclF)F,NUOOAQO00203a,None, success,P 3 2 1,124 124 41
90 90 120,1.7,0.037,50.7,1.4,100,98.4,100,0.19229,0.21652,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1307,C(C(Nclcncncl)=0)clccc(cclF)F,NUOOAO0O204a,None, success,P 3 2 1,124 124 41
90 90 120,1.76,0.05,46.6,2.6,99.9,98,99.1,0.1797,0.20451,0.18487,0.20992,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x1308,C(C(Nclcccenl)=0)clccc(cclF)F,NUOOAO0OO205a,None, success,P 3 2 1,124 124 40
90 90 120,1.88,0.034,70.8,2.6,99.8,97.6,98,0.1766,0.207,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1309,C(C(Nclnccenl)=0)clccc (cclF)F,NUOOAOOO206a,None, success,P 3 2 1,124 124 40
90 90 120,1.7,0.048,50.1,2.5,99.8,98.4,97.5,0.18445,0.20878,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1310,Cclcc (NC(Cc2ccc (cc2F)F)=0)nol,NUOOA0O0O0O207a,None, success,P 3 2 1,124 124 40
90 90 120,1.65,0.033,69.2,2.4,99.8,98.3,98,0.18425,0.20632,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1311,C(clccc(cecl)C(Nclcconl)=0) #N, NUOOAOO0O208a, None, success,P 3 2 1,124 124 40
90 90 120,1.67,0.046,49.5,2.9,99.9,98.4,99.6,0.18621,0.20843,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1312,C(clccc(ccl)C(Nclecnencl)=0) #N,NUOOA000209a,None, success,P 3 2 1,124 124 40

90 90 120,1.78,0.05,46.8,2.7,99.9,98.1,99.3,0.18035,0.20446,None,None,P 3 2 1,1
Analysis Pending, None
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NUDT7A-x1313,C(clccc(ccl)C (Nclcecencl)=0) #N, NUOOA0OOO210a, None, success,P 3 2
90 90 120,1.72,0.02,108.9,2.6,99.9,98.1,98.7,0.184,0.20668,None,None,P 3 2
model, None

1,124 124 41
1,2 - PANDDA

NUDT7A-x1314,C(clccc(ccl)C (Nclcceenl)=0) #N, NUOOAOOO211la, None, success,P 3 2 1,124 124 40
90 90 120,1.7,0.028,78.6,2.4,99.9,98.1,98.8,0.18437,0.2068,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1315,C(clccc(ccl)C (Nclncecenl)=0) #N, NUOOAOOO262a, None, success,P 3 2 1,124 124 40
90 90 120,1.65,0.061,35.5,1,99.9,99.7,99.8,0.19046,0.21317,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1316,C(clccc(ccl)C (Nclccee(cl) [C1l])=0) #N,NUOOAO00O212a,None, success,P 3 2 1,1
124 41 90 90 120,1.74,0.035,66.1,2.7,99.7,98,96.5,0.18157,0.205,None,None,P 3 2 1,1
Analysis Pending, None

24

NUDT7A-x1317,Cclcc (NC(c2ccc (C#N)cc2)=0)nol,NUOOAOOO213a,None, success,P 3 2 1,123 123 40
90 90 120,1.67,0.027,86.5,2.6,99.8,98.4,97.7,0.18669,0.21267,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1318,Cclccc (cclC(Nclcnenecl)=0)F,NUOOA000O214a,None, success,P 3 2 1,124 124 40 90
90 120,1.83,0.028,70.9,2.9,99.9,98,99.2,0.18012,0.20627,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1319,Cclccc (cclC(Nclcecenecl)=0)F,NUOOA000215a,None, success,P 3 2 1,124 124 40 90
90 120,2.51,0.043,38.6,1.2,99.9,99.9,100,0.18752,0.22679,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1320,Cclccc (cclC(Nclececec(cl) [C1l])=0)F,NUOOAO00216a,None, success,P 3 2 1,123 123
40 90 90 120,1.72,0.059,43.2,2.8,99.9,98.3,99.4,0.18676,0.21223,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1321,clcc(ccclC (Nclcconl)=0)clccnccl,NUOOAOOO287a,None, success,P 3 2 1,124 124
41 90 90 120,1.69,0.032,66.7,1.4,99.8,99.1,99.9,0.18923,0.21508,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1322,clcc(ccclC (Nclcnencl)=0)clcecncel, NUOOAOOO217a,None, success,P 3 2 1,123 123
40 90 90 120,1.61,0.061,40.7,1.2,100,99.8,100,0.1962,0.22337,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1323,clcc(cncl)NC(clccec(cecl)clecencel)=0,NUOOAO000218a,None, success,P 3 2 1,123
123 40 90 90 120,1.9,0.038,60.5,2.6,99.9,97.8,98.7,0.18192,0.21172,None,None,P 3 2 1,2
- PANDDA model, None

NUDT7A-x1324,None, None, None, success, P 3 2 1,124 124 41 90 90
120,1.85,0.029,60.7,2.7,100,99.9,100,0.18092,0.20813,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1325,COclcccc (CC(Nc2cnenc?2)=0)cl,NUOOAOOOL51a,None, success,P 3 2 1,125 125 41 90
90 120,1.89,0.028,66.8,1.6,99.9,99,99.8,0.18566,0.21388,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1326,COclcccc (CC(Nc2cecenc?2)=0)cl,NUOOAOOOL52a,None, success,P 3 2 1,124 124 41 90
90 120,1.75,0.031,62.2,1.3,100,98.7,100,0.18187,0.20754,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1327,COclcccc (CC(Nc2cecec (c2) [C1l])=0)cl,UNUYB062989b, None, success,P 3 2 1,124 124
41 90 90 120,1.98,0.021,95.7,2.2,99.8,97.2,98.1,0.17639,0.20826,None,None,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1328,COclccc (CC(Nc2cnenc2)=0)ccl,NUOOAOOO153a,None, success,P 3 2 1,124 124 41 90

90 120,1.96,0.019,108.7,2.7,99.8,97.3,97.6,0.17672,0.20888,None,None,P 3 2 1,1 -
Analysis Pending, None
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NUDT7A-x1329,COclccc (CC (Nc2ccenc2)=0)ccl,NUOOAOOOL154a,None, success,P 3 2 1,124 124 41 90
90 120,1.73,0.02,92.2,1.4,99.9,98.6,99.9,0.1831,0.21114,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1330,COclccc (CC(Nc2ccecec(c2) [C1])=0)ccl,NUOOAOOO155a,None, success,P 3 2 1,124 124
41 90 90 120,1.91,0.032,55.9,2.5,100,99.8,100,0.17958,0.20628,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1331,C(C(Nclcncncl)=0)clcccececl,NUOOAOOO156a,None, success,P 3 2 1,124 124 41 90
90 120,1.93,0.023,83,2.7,99.9,97.3,99.1,0.17378,0.2059,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1332,C(C(Nclccecnecl)=0)clcccecel,NUOOAOOO157a,None, success,P 3 2 1,124 124 41 90
90 120,1.9,0.042,50.2,2.6,99.8,97.5,97.6,0.17766,0.20849,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1333, None, None, None, success, P 3 2 1,124 124 41 90 90
120,1.76,0.029,79.5,2.5,99.9,98,99.1,0.18022,0.20479,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1334,C(C(Nclcccec(cl) [C1l])=0)clcceccecl,NUOOAOOOL158a,None, success,P 3 2 1,124 124
41 90 90 120,1.88,0.024,67.7,1.5,99.9,99,100,0.17853,0.21206,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1335,C(C (Nclcncncl)=0)clccc(ccl)F,NUOOAO0O0159%9a,None, success,P 3 2 1,124 124 41
90 90 120,2.02,0.053,46.8,3.1,99.9,96.9,98.6,0.17437,0.20804,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1336,C (C(Nclcccncl)=0)clccc(ccl)F,NUOOAOOO160a,None,success,P 3 2 1,124 124 41
90 90 120,1.8,0.029,74.2,2.9,99.9,97.9,98.8,0.17787,0.20369,None,None,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-x1337,C(C(Nclcccc(cl) [C1l])=0)clccc(ccl)F,NUOOAOOOLl61a,None, success,P 3 2 1,124
124 41 90 90 120,1.76,0.038,59.3,2.8,99.9,98,98.4,0.17898,0.20366,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1338,Cclccc (C)c (CC(Nc2cnecnec2)=0)cl,NUOOA0O0OO162a,None, success,P 3 2 1,124 124 41
90 90 120,1.85,0.02,102.7,2.7,99.9,97.6,98.8,0.17824,0.20753,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1339,Cclccc (C)c (CC(Nc2ccenc2)=0)cl,NUOOAO0OO163a,None, success,P 3 2 1,124 124 41
90 90 120,2.28,0.028,67.1,2.5,99.9,95.6,99.2,0.17246,0.20866,None,None,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-x1340,Cclccc (C)c (CC(Nc2ccece(c2) [C1])=0)cl,NUOOAO00O164a,None, success,P 3 2 1,124
124 41 90 90 120,1.76,0.025,85.3,2.9,99.8,98,97.5,0.17814,0.20159,None,None,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-x1341,Cclccc (C)c (CC(Nc2cc (C)on2)=0)cl,NUOOAOOO1l65a,None, success,P 3 2 1,125 125
41 90 90 120,1.98,0.042,53.4,2.1,99.8,97.2,98.1,0.18187,0.21142,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1342,None, None, None, success, P 3 2 1,124 124 41 90 90
120,1.83,0.026,80.7,2.4,99.8,97.7,97.6,0.17919,0.20229,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1343,,,,Failed - unknown,,,,,srrrrrrrs, ¥NAME?,

NUDT7A-x1344,,,,Failed - unknown,,,,,,rrrrrsss s, #NAME?,

NUDT7A-x1345,C(C(Nclcccc(cl) [C1l])=0)clccc(ccl) [Cl],NUOOAOO0O0168a,None, success, P 3 2

1,124 124 41 90 90 120,1.68,0.05,43.3,1.1,99.9,98.2,100,0.18483,0.21071,None,None,P 3 2
1,2 - PANDDA model, None
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NUDT7A-x1346,COclcccc(cl)C (Nclccencl)=0,NUOOA00016%9a,None, success,P 3 2 1,124 124 41 90
90 120,1.99,0.074,36.7,2.4,95,99.9,80.3,0.18307,0.2193,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1347,COclcccc(cl)C(Nclccee(cl) [C1])=0,NUOOA000170a,None, success,P 3 2 1,124 124
41 90 90 120,2.08,0.017,104.5,2.6,99.8,96.7,98.1,0.17354,0.20905,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1348,,,,Failed — unknown,,,,,rrrrrrrrs, ¥NAME?,
NUDT7A-x1349,,,,Failed - unknown,,,,,rrrrrrrrs, ¥NAME?,

NUDT7A-x1350,clcc(cc(cl)C(F) (F)F)C(Nclccecc(ecl) [C1l])=0,NUOOAO000173a,None, success,P 3 2
1,124 124 41 90 90 120,1.75,0.026,60.4,1.2,99.9,99.4,100,0.18247,0.20812,None,None,P 3
2 1,1 - Analysis Pending,None

NUDT7A-x1351,None, None, None, success, P 3 2 1,124 124 41 90 90
120,1.78,0.016,124.3,2.6,99.8,97.9,98.1,0.17901,0.20646,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1352,clccc(c(cl)C (Nclcecenecl)=0)F,NUOOAOOO174a,None, success,P 3 2 1,124 124 41 90
90 120,1.72,0.031,65,1.2,100,99.7,100,0.18631,0.21002,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1353,clccc(c(cl)C(Nclccece(cl) [C1])=0)F,NUOOAO0Q175a,None, success,P 3 2 1,124 124
41 90 90 120,1.76,0.028,78.8,2.6,99.9,98,98.7,0.17955,0.20144,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1354,clccc(ccl)C(Nclccencl)=0,NUOOAO00176a,None, success,P 3 2 1,124 124 41 90 90
120,1.79,0.026,71.6,2.9,100,99.9,100,0.18162,0.20717,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1355,clccc(ccl)C(Nclccee(cl) [C1])=0,NUOOAO000177a,None, success,P 3 2 1,124 124 41
90 90 120,1.74,0.028,64.9,1.6,99.9,99.1,99.5,0.18441,0.20955,None,None,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-x1356,CN (C)clccc(ccl)C(Nclcecenel)=0,NUOOA000178a,None, success,P 3 2 1,124 124 41
90 90 120,1.77,0.024,72.9,1.4,100,99.5,100,0.1828,0.20617,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1357,clcc(cncl)NC(clccec(ccl[Cl]) [C1])=0,BDCOAO00036a,None, success,P 3 2 1,126
126 41 90 90 120,2.37,0.027,66.7,2.3,99.9,95.2,99.2,0.18649,0.2221,None,None,P 3 2 1,2
- PANDDA model, None

NUDT7A-x1358,C(C(Nclcncncl)=0)clccce (cl)O,NUOOAOO0179%9a,None, success,P 3 2 1,124 124 41
90 90 120,1.95,0.097,29.6,2.7,100,99.8,100,0.18715,0.22532,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1359,C(C (Nclccecnecl)=0)clccce (cl)O,NUOOAOO0180a,None, success,P 3 2 1,124 124 41
90 90 120,1.73,0.053,47,1.4,99.9,99.2,99.8,0.18268,0.2087,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1360, None, None, None, success, P 3 2 1,124 124 41 90 90

120,1.78,0.034,64.6,2.7,99.7,97.9,96.9,0.17858,0.20397,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1361,,,,Failed - unknown,,,,,,rrrrrss, s, #NAME?,
NUDT7A-x1362,Cclcc (NC(Cc2cccc (c2)0)=0)nol,NUOOAO00182a,None, success,P 3 2 1,124 124 41

90 90 120,1.85,0.037,51.3,1.5,100,99.2,99.9,0.18212,0.21078,None,None,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x1363,CclccccclCC(Nclecnencl)=0,NUOOAO00183a,None, success,P 3 2 1,124 124 41 90 90
120,1.88,0.031,56.7,2.6,100,99.8,100,0.18098,0.2068,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1364,CclccccclCC(Nclcecencl)=0,NUOOAO00184a,None, success,P 3 2 1,124 124 41 90 90
120,1.93,0.023,81.8,2.4,99.8,97.4,97.8,0.18067,0.21025,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1365,CclccccclCC(Nclceceenl)=0,NUOOAO00185a,None, success,P 3 2 1,124 124 41 90 90
120,1.72,0.037,58.6,1.1,100,99.3,99.9,0.1852,0.20964,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1366,CclccccclCC(Nclcecec(cl) [C1l])=0,NUOOAO000186a,None, success,P 3 2 1,124 124 41
90 90 120,1.84,0.021,75.2,1.5,99.9,98.9,99.9,0.17672,0.20698,None,None,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1367,,,,Failed — unknown,,,,,srrrrrrrs, ¥NAME?,

NUDT7A-x1368,Cclcccc (CC(Nc2cecenc2)=0)cl,NUOOAO00188a,None, success,P 3 2 1,124 124 41 90
90 120,2.02,0.032,62.2,2.5,99.9,96.9,98.7,0.17776,0.20721,None,None,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1369,None, None, None, success, P 3 2 1,124 124 41 90 90
120,1.83,0.027,79.9,2.5,99.9,97.7,98.5,0.17656,0.20063,None,None,P 3 2 1,1 - Analysis
Pending, None

NUDT7A-x1370,Cclcccc (CC(Nc2ccecc(c2) [C1])=0)cl,NUOOAO00189%a,None, success,P 3 2 1,124 124
41 90 90 120,1.85,0.036,60.8,2.6,99.8,97.7,98.3,0.1772,0.20491,0.17572,0.20344,Pp 3 2 1,1
- Analysis Pending,None

NUDT7A-x1371,C(C(Nclcccc(cl) [C1l])=0)clcccc(cl) [C1l],NUOOAO000190a,None, success, P 3 2
1,124 124 41 90 90
120,1.8,0.032,77.2,2.5,99.9,97.9,99.4,0.17969,0.20539,0.17951,0.20549,P 3 2 1,1 -
Analysis Pending, None

NUDT7A-x1372,C1CCN (Clclcc2c(ccl)OCC02)C (=0)C,NU000793a,None, success,P 3 2 1,124 124 41
90 90 120,1.9,0.023,91.2,2.6,99.9,97.5,98.5,0.18174,0.21045,0.18635,0.21141,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x1373,C1CCN(Clclcc2c (ccl)OCCCO2)C(=0)C,NU000796a,None, success,P 3 2 1,124 124 41
90 90 120,1.76,0.031,70.4,2.5,99.9,98,99.1,0.18835,0.21744,0.19502,0.21548,Pp 3 2 1,2
PANDDA model, None

NUDT7A-x1374,C1CCCCN (Clclccc(ccl)OC)C(=0)C,NU000792a,None, success,P 3 2 1,124 124 41 90
90 120,1.75,0.088,36.9,2.8,100,99.8,100,0.20238,0.22975,0.20494,0.22591,p 3 2 1,6 -
Deposited, 5QHS8

NUDT7A-x1375,C1CCN (Clclcc(cccl)OC)C(=0)C,NU0O00795a,None, success,P 3 2 1,124 124 41 90 90
120,1.72,0.017,108.5,2.6,99.8,98.1,98,0.18631,0.20752,0.18465,0.20578,P 3 2 1,6 -
Deposited, 5QH9

NUDT7A-x1376,C1CCN (Clclccc(ccl)0OC)C(=0)C,NU000791a,None, success,P 3 2 1,124 124 41 90 90
120,1.68,0.022,84.3,2.2,99.9,98.1,98.4,0.18805,0.21031,0.19617,0.21311,p 3 2 1,2 -
PANDDA model, None

NUDT7A-x1377,C1CCC(C1l) (NC(=0)C)clcc2c(ccl)OCC0O2,NU000794a,None, success,P 3 2 1,123 123
41 90 90 120,1.57,0.099,30,0.5,99.3,99.3,97.5,0.2206,0.25453,0.19586,0.233,P 3 2 1,5 -
Deposition ready, SQHA

NUDT7A-x1378,None, None, None, success, P 3 2 1,124 124 41 90 90

120,1.65,0.046,56.6,3.1,99.9,98.4,99.5,0.1861,0.20918,0.1861,0.20918,P 3 2 1,2 - PANDDA
model, None
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NUDT7A-x1379,C1CC(N(Cl)clcccceclclecec(cecl)0)=0,NU00060%9a,None, success,P 3 2 1,125 125 41
90 90 120,1.73,0.032,82.2,1.4,99.4,99.6,99.9,0.1896,0.21267,0.1896,0.21267,P 3 2 1,2 -
PANDDA model, None

NUDT7A-x1380,Cclccc(ccl)clcceccclNICCCC1=0,NU000610a,None, success,P 3 2 1,124 124 41 90
90 120,1.57,0.04,66.7,1.2,99.8,99.8,99.7,0.19447,0.21461,0.20066,0.213,P 3 2 1,6 -
Deposited, 5QHB

NUDT7A-x1381,C1CC(N(Cl)clcccececlclececce(ccl) [N+] ([0-]1)=0)=0,NU000611a,None, success,P 3 2
1,125 125 41 90 90
120,1.92,0.032,82.7,3.4,100,97.5,99.9,0.17826,0.20372,0.17802,0.20285,P 3 2 1,2 - PANDDA
model, None

NUDT7A-x1382,C1CC(N(Cl)clccccclcleccecc(cl)C(F) (F)F)=0,NU000612a,None, success,P 3 2 1,124
124 41 90 90 120,2.21,0.022,93.9,6,99.9,96.1,99.3,0.18203,0.22104,0.19073,0.2282,P 3 2
1,6 - Deposited, 5QHC

NUDT7A-x1383,C1C (=C(C=CC=1)NI1C(CCC1l)=0)C(=CC=C(Cl)C(F) (F)F)C=1,NU000613a,None, success, P
3 2 1,124 124 41 90 90
120,1.63,0.035,78,1.2,99.7,99.2,99.9,0.19166,0.21548,0.19093,0.2143,P 3 2 1,2 - PANDDA
model, None

NUDT7A-
%x1384,C1C (=C(C=CC=1)N(C(CC1l)=0)C1l)C(=CC=C(C1)NC (=0)NC(=CC(=C2) [Cl])C=C2)C=1,NU000614a,N
one, success, P 3 2 1,124 124 41 90 90

120,1.61,0.027,99.7,1.2,99.7,99.6,99.9,0.18772,0.20951,0.18732,0.20992,»p 3 2 1,1 -
Analysis Pending, None

NUDT7A-
x1385,C1C (=C (C=CC=1)N(C(CC1)=0)Cl)C(=CC=C(Cl)NC(=0)C[C1l])C=1,NU000615a,None, success,P 3
2 1,125 125 41 90 90

120,1.8,0.028,89.9,1.3,99.6,99.5,100,0.18954,0.22203,0.1895,0.22193,Pp 3 2 1,2 - PANDDA
model, None

NUDT7A-
%x1386,C1C (=C (C=CC=1)N(C(CC1)=0)C1l)C(=CC=C(C1l)0OC (=0)NC(=CC(=C2) [C1l])C=C2)C=1,NU000616a,N
one, success, P 3 2 1,124 124 41 90 90

120,1.92,0.083,31.8,1.7,99.5,97.3,94.5,0.19017,0.2192,0.19019,0.21975,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-
x1387,C1lC(=C(C=CC=1)N(C(CC1)=0)C1l)C(=CC=C(CL)NC(=0)C(=CC(=C2) [Cl])C=C2)C=1,NU000617a,No
ne, success, P 3 2 1,125 125 41 90 90

120,1.67,0.039,57.2,1.2,99.3,99.6,100,0.19521,0.22093,0.19467,0.22038,P 3 2 1,1 -
Analysis Pending,None

NUDT7A-x1388,C1C (=C(C=CC=1)N(C(CC1l)=0)Cl)C(=CC=C(C1l)N)C=1,NU000618a,None, success,P 3 2
1,125 125 41 90 90 120,1.76,0.034,80.7,3,100,98,99.7,0.19046,0.21537,0.19046,0.21537,P
3 2 1,2 - PANDDA model,None

NUDT7A-x1389,,,,success, P 3 2 1,126 126 41 90 90
120,3.22,0.038,41,1.7,100,99.8,100,0.14855,0.21465,0.14855,0.21465,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1390,,,,success, P 3 2 1,126 126 41 90 90
120,3.2,0.045,34.2,1.9,99.9,97.5,100,0.14499,0.21298,0.14499,0.21298,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1391,,,,success, P 3 2 1,125 125 41 90 90

120,2.77,0.047,36.5,1.3,100,98.9,100,0.16175,0.2101,0.16175,0.2101,P 3 2 1,1 - Analysis
Pending,
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NUDT7A-x1392,,,,success, P 3 2 1,126 126 41 90 90
120,2.87,0.046,45.2,1.8,99.5,91.7,93.9,0.15991,0.22696,0.15991,0.22696,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1393,,,,success, P 3 2 1,125 125 41 90 90
120,2.46,0.041,50.4,2.3,99.6,94.7,96,0.16627,0.20567,0.16627,0.20567,P 3 2 1,1 -

Analysis Pending,

NUDT7A-x1394,,,,success, P 3 2 1,124 124 41 90 90
120,3.15,0.051,30.8,1.7,99.8,99.8,100,0.18424,0.26805,0.18424,0.26805,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1395,,,,success, P 3 2 1,125 125 41 90 90
120,2.79,0.044,42.5,1.8,99.6,92.4,95.8,0.15387,0.20672,0.15387,0.20672,p 3 2 1,1 -
Analysis Pending,

NUDT7A-x1396,,,,success, P 3 2 1,124 124 40 90 90
120,3.18,0.05,31.8,1.7,99.8,98,100,0.17374,0.25117,0.17374,0.25117,P 3 2 1,1 - Analysis
Pending,

NUDT7A-x1400,,,,Failed - unknown,,,,,,srrrrrrs, #NAME?,

NUDT7A-x1401,,,,success,P 3 2 1,126 126 41 90 90
120,2.18,0.029,51.7,1.2,99.5,98.7,99.6,0.18498,0.22053,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1402,,,,success, P 3 2 1,126 126 41 90 90
120,2.35,0.023,78.6,1.2,99.9,99.6,100,0.17789,0.22043,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1403,,,,success, P 3 2 1,126 126 41 90 90
120,2.3,0.028,61.4,1.4,99.9,95.6,99.8,0.18111,0.22136,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1404,,,,success, P 3 2 1,125 125 41 90 90
120,2.18,0.033,56,1.5,99.9,98.3,100,0.19005,0.22374,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1405,,,,success, P 3 2 1,125 125 41 90 90
120,2,0.038,55.2,1.6,99.9,99,99.9,0.186,0.21711,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1406,,,,success, P 3 2 1,125 125 41 90 90
120,3.08,0.344,12.6,1,99.1,96.8,100,0.3706,0.40089,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1407,,,,success, P 3 2 1,125 125 41 90 90
120,2.91,0.05,39.8,2.5,99.7,95.6,98.8,0.16737,0.22518,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1408,,,,success, P 3 2 1,125 125 41 90 90
120,2.32,0.032,61.6,2,99.6,95.4,96,0.17947,0.22254,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1409,,,,Failed - unknown,,,,,,rrrrrsss s, #NAME?,

NUDT7A-x1410,,,,success, P 3 2 1,126 126 41 90 90
120,2.91,0.05,30.1,1.4,94.8,98.7,93.8,0.19406,0.25017,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1411,,,,success, P 3 2 1,125 125 41 90 90
120,2.63,0.027,69.5,1.8,99.8,98.9,100,0.15719,0.20719,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1412,,,,success, P 3 2 1,126 126 41 90 90
120,2.33,0.028,59.8,1.5,99.9,98.5,100,0.17801,0.21572,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1413,,,,Failed - unknown,,,,,,srrrrrrs, #NAME?,
NUDT7A-x1414,,,,Failed - unknown,,,,,srrrrrrrs, #NAME?,

NUDT7A-x1415,,,,success, P 3 2 1,125 125 41 90 90
120,3.29,0.106,41.2,7.1,100,99.7,100,0.13629,0.18806,,,P 3 2 1,1 - Analysis Pending,
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NUDT7A-x1416,,,,success, P 3 2 1,124 124 40 90 90
120,2.5,0.032,47.4,1.4,100,99.5,100,0.17659,0.21713,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1417,,,,Failed — unknown,,,,,rrrrrssss 0, ¥NAME?,
NUDT7A-x1418,,,,Failed - unknown,,,,,,srrrrrrs,, #NAME?,

NUDT7A-x1419,,,,success, P 3 2 1,125 125 41 90 90
120,3.01,0.051,31.3,2.7,100,99.7,100,0.15604,0.20703,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1420,,,,success, P 3 2 1,125 125 41 90 90
120,3.21,0.036,52.3,2,99.8,97.3,100,0.14031,0.19379,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1421,,,,Failed — unknown,,,,,,rrrrrrrr, ¥NAME?,

NUDT7A-x1422,,,,Failed N low resolution, P 3 2 1,125 125 41 90 90
120,8.29,0.163,32.2,26,98.9,79.4,98.9,0.15865,0.21257,0.15865,0.21257,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1423,,,,Failed - unknown, P 3 2 1,126 126 41 90 90
120,2.72,0.052,41.6,2.4,99.8,93,97.8,0.1583,0.21417,0.1583,0.21417,P 3 2 1,#NAME?,

NUDT7A-x1424,,,,success, P 3 2 1,125 125 41 90 90
120,2.19,0.021,92.3,1.8,99.9,99.1,99.8,0.17151,0.22795,0.17151,0.22795,p 3 2 1,1 -
Analysis Pending,

NUDT7A-x1425,C(C(Nclcconl)=0)clcccc2clen[nH]2,NUOOA000290a,,success,P 3 2 1,124 124 40
90 90 120,1.53,0.057,36,1.2,100,99.9,100,0.19367,0.21443,0.19367,0.21443,p 3 2 1,1 -
Analysis Pending,

NUDT7A-x1426,C(C(Nclcccenl)=0)clcccc2clen[nH]2,NUOOAO00291a,,success,P 3 2 1,125 125 41
90 90 120,1.93,0.034,64.5,2,99.9,97.5,98.5,0.17719,0.20505,0.17719,0.20505,p 3 2 1,1 -
Analysis Pending,

NUDT7A-x1427,C(C(Nclcccncl)=0)clcccec2clen[nH]2,NUOOAO00292a,,success,P 3 2 1,125 125 41
90 90 120,1.72,0.023,84.9,2.4,99.9,98.1,98.5,0.18554,0.2082,0.18554,0.2082,Pp 3 2 1,1 -
Analysis Pending,

NUDT7A-x1428,C(C(Nclcconl)=0)clccc2c(cl)en[nH]2,NUOOAO00293a,,success,P 3 2 1,125 125 41
90 90 120,1.73,0.043,45.1,1.3,99.9,99.1,100,0.18273,0.20645,0.18273,0.20645,P 3 2 1,2 -
PANDDA model,

NUDT7A-x1429,C(C(Nclcccenl)=0)clcccec2clen[nH]2,NUOOA000294a,,success,P 3 2 1,125 125 41
90 90 120,1.93,0.036,56.2,2.9,99.9,97.4,99.1,0.17678,0.20291,0.17678,0.20291,P 3 2 1,1
- Analysis Pending,

NUDT7A-x1430,C (C(Nclccecncl)=0)clcccc2eclen[nH]2,NUOOA000295a,,success,P 3 2 1,124 124 41
90 90 120,1.75,0.049,42.7,1.3,98.9,99.7,100,0.22174,0.25333,0.22174,0.25333,P 3 2 1,2 -
PANDDA model,

NUDT7A-
x1431,C(C(NclcnccclOCC(NICCNC(C1)=0)=0)=0)clcccc2clen[nH]2,NUOOAO000296a,,success,P 3 2
1,125 125 41 90 90

120,1.93,0.026,76.1,3.3,99.2,97.3,95.6,0.18114,0.20562,0.18114,0.20562,» 3 2 1,1 -
Analysis Pending,

NUDT7A-x1432,COclccc(ccl)OC (Nclcececec(cl) [C1l])=0,NUOOA000297a,,success,P 3 2 1,125 125 41
90 90 120,1.82,0.03,71.5,2.8,99.8,97.8,97.8,0.17999,0.20529,0.17999,0.20529,Pp 3 2 1,2 -
PANDDA model,

NUDT7A-x1433,C1C (=C(C=CC=1)N(C(CC1l)=0)Cl)C(=CC=C(C1l)0CC)C=1,BD067591b,,success,P 3 2
1,125 125 41 90 90
120,2.67,0.027,68.1,1.8,99.9,99.3,100,0.16027,0.21641,0.16027,0.21641,» 3 2 1,1 -
Analysis Pending,



NUDT7A-x1434,C1C (=C(C=CC=1)N(C(CC1l)=0)C1l)Cl=CC=C(C=Cl)F,NU00061%9a,,success,P 3 2 1,124
124 41 90 90 120,1.93,0.025,80.9,2.4,99.9,97.7,99.4,0.17984,0.20472,0.18565,0.21721,P 3
2 1,3 - In Refinement, 5QHD

NUDT7A-
x1435,C1C (=C(C=CC=1)N(C(CC1l)=0)C1l)C(=CC=C(CL)N(C(C2)=0)C(C=2)=0)C=1,NU000620a,,success,
p 3 2 1,126 126 41 90 90

120,2.38,0.016,123.1,2.2,99.8,95.2,98.3,0.17485,0.21439,0.17485,0.21439,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1436,C1C (=C (C=CC=1)N(C(CC1l)=0)Cl)Cl=CC=C(C=Cl)F,NU000G21a,,success,P 3 2 1,125
125 41 90 90 120,1.74,0.071,31.8,1.4,99.9,99.4,100,0.18799,0.21131,0.19919,0.21888,P 3
2 1,6 - Deposited, S5QHE

NUDT7A-x1437,COclccc (CC (Nc2cc (ccn2) OCC (N2CCNC (C2)=0)=0)=0) ccl,NUOOAQ00298a,,success,P 3
2 1,125 125 41 90 90
120,1.7,0.036,58.4,2.3,99.7,98.2,95.7,0.18816,0.21226,0.18816,0.21226,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1438,CC (C(Nclcc(ccnl)OCC (N1CCNC (C1)=0)=0)=0)clcccccl,NUOOAOO0O0299a,,success,P 3
2 1,125 125 41 90 90
120,1.65,0.031,77,2.3,99.9,98.4,98.6,0.18543,0.20204,0.18543,0.20204,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1439,COclccc (CC (=Nc2cc (cnec2)0) OCC (N2CCNC (C2)=0)=0) ccl,NUOOAO0O0300a,,success,P 3
2 1,124 124 40 90 90
120,1.63,0.059,33.5,1.5,100,99.9,100,0.19514,0.22274,0.19514,0.22274,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1440,COclccc (CC (Nc2cc (cnc2)OCC (N2CCNC (C2)=0)=0)=0) ccl,NUOOAOO0301la,,success,P 3
2 1,124 124 41 90 90
120,1.67,0.066,36.2,2.7,99.9,98.3,98.7,0.18316,0.20062,0.1953,0.21254,P 3 2 1,6 -
Deposited, 5QHF

NUDT7A-x1441,CC (C(=Nclcc(cncl)O)OCC(NICCNC (C1l)=0)=0)clcccccl,NUOOAO00302a,,success,P 3
2 1,124 124 41 90 90 120,1.69,0.061,39,2.5,99.8,98.2,97.7,0.18288,0.20008,,,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1442,CC (C(Nclcc(cncl)OCC(NLICCNC(C1l)=0)=0)=0)clcccccl,NUOOAOOO303a,,success,P 3
2 1,124 124 41 90 90 120,1.88,0.024,80.9,2.5,99.9,97.6,98.8,0.17938,0.20432,,,P 3 2 1,1
- Analysis Pending,

NUDT7A-x1443,C1CN(Cc2cc(cccl2)0C (Nclcecece(cl) [Cl])=0)C(C[C1l])=0,NUOOA000304a,,success,P
3 2 1,125 125 41 90 90
120,1.77,0.051,46.4,2.4,99.9,98,99.1,0.18708,0.20809,0.18708,0.20809,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1444,C1lCc2ccc (cc2N(C1l)C(C[C1l])=0)0OC (Nclcccc(cl) [C1l])=0,NUOOA000305a,,success,P

3 2 1,124 124 40 90 90
120,1.5,0.073,32.9,1.3,100,99.9,99.9,0.19403,0.21677,0.19589,0.21307,p 3 2 1,3 - 1In
Refinement,

NUDT7A-
x1445,CCC(N(C1L)C(C(CC1l)=CC=C10C (NC (C=CC=C2[C1l])=C2)=0)=C1l)=0,NUOOA000306a,,success,P 3

2 1,124 124 41 90 90
120,1.72,0.043,57.5,3.1,99.9,98.2,98.8,0.18273,0.20085,0.18273,0.20085,»p 3 2 1,2 -
PANDDA model,

NUDT7A-x1446,C(C(Nclcconl)=0)clccc(ccl) [C1l],NUOOAO000232a,,success,P 3 2 1,124 124 41 90
90 120,1.74,0.048,42,2.7,99.9,98.1,99,0.18127,0.19912,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1447,C1C (=C(C=CC=1)N(C(CC1l)=0)C1l)Cl=CC=CC(=Cl)C(F) (F)F,NU000622a,,success,P 3 2
1,126 126 41 90 90 120,2.36,0.025,68.1,2.9,100,99.7,100,0.17367,0.20872,,,P 3 2 1,1 -
Analysis Pending,
NUDT7A-x1448,,,,success, P 3 2 1,125 125 41 90 90
120,2.83,0.027,60.3,1.5,99.7,98.1,99.8,0.15577,0.20051,0.15577,0.20051,» 3 2 1,1 -
Analysis Pending,

NUDT7A-x1449,,,,Failed — unknown,,,,,rrrrrrrrs, ¥NAME?,

NUDT7A-x1450,,,,Failed - low resolution, P 3 2 1,124 124 41 90 90
120,3.69,0.037,38.9,2.9,100,98.4,100,,,,,,,

NUDT7A-x1451,,,,Failed - unknown,,,,,srrrrrrrs, #NAME?,

NUDT7A-x1452,,,,success, P 3 2 1,126 126 41 90 90
120,2.72,0.022,77.4,1.9,99.9,93,99.6,0.16541,0.2062,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1453,,,,success, P 3 2 1,125 125 41 90 90
120,2.39,0.032,62.6,2,99.9,98.3,99.9,0.17864,0.21289,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1454,,,,success, P 3 2 1,125 125 41 90 90
120,3.08,0.039,37.2,3.2,100,99.8,100,0.14688,0.19303,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1455,,,,success, P 3 2 1,125 125 41 90 90
120,2.41,0.03,60.9,1.3,99.9,99.3,99.9,0.18039,0.21948,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1456,,,,success, P 3 2 1,125 125 41 90 90
120,2.84,0.025,68.1,1.5,99.9,98.3,100,0.15205,0.19088,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1457,,,,Failed — unknown,,,,,rrrrrrrrs, ¥NAME?,

NUDT7A-x1458,,,,success, P 3 2 1,125 125 41 90 90
120,2.41,0.035,60.3,1.4,99.8,96,99.8,0.18262,0.22249,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1459,,,,success, P 3 2 1,126 126 41 90 90
120,2.78,0.051,54.3,1.6,99.4,98.3,99.7,0.18204,0.23675,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1460,,,,success,P 3 2 1,125 125 41 90 90
120,2.52,0.038,48.6,1.5,99.9,99.2,99.8,0.16821,0.21004,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1461,,,,success, P 3 2 1,125 125 41 90 90
120,2.08,0.03,69.6,2,99.9,98,99.7,0.18456,0.21869,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1462,,,,Failed - low resolution, P 3 2 1,124 124 41 90 90
120,4.97,0.188,10.4,2.8,99.9,96.2,100,,,,,,,

NUDT7A-x1463,,,,Failed - unknown,,,,,,srrrrrrr, #NAME?,
NUDT7A-x1464,,,,Failed - unknown,,,,,,srrrrrr,, #NAME?,

NUDT7A-x1465,,,,success, P 3 2 1,125 125 41 90 90
120,2.2,0.019,86.4,1.5,99.5,96.2,97.6,0.19028,0.22237,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1466,,,,Failed — unknown,,,,,,srrrrrrrr, ¥NAME?,
NUDT7A-x1467,,,,Failed — unknown,,,,,rrrrsrsss 0, ¥NAME?,

NUDT7A-x1468,,,,success, P 3 2 1,125 125 41 90 90
120,2.18,0.057,49.6,0.6,97.6,98.8,96.3,0.18494,0.22236,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1469,,,,Failed - unknown,,,,,rrrrrrrrs, ¥NAME?,
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NUDT7A-x1470,,,,success, P 3 2 1,125 125 41 90 90
120,2.29,0.026,84.3,2.6,99.9,95.6,99,0.18678,0.22362,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1471,,,,success, P 3 2 1,125 125 41 90 90
120,2.53,0.023,89.7,2,99.8,94.4,98.7,0.17042,0.21371,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1472,,,,success, P 3 2 1,125 125 41 90 90
120,1.83,0.043,59.3,1.4,99.9,99.2,99.8,0.19289,0.21987,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1473,,,,Failed - unknown,,,,,srrrrrrrs, #NAME?,
NUDT7A-x1474,,,,Failed - unknown,,,,,,rrrrrrrss #NAME?,

NUDT7A-x1475,,,,Failed - low resolution, P 3 2 1,125 125 41 90 90
120,4.32,0.088,14.1,1.2,97.2,93.3,91.5,,,,/4

NUDT7A-x1476,,,,Failed - unknown,,,,,,rrrrrrrs, #NAME?,

NUDT7A-x1477,,,,success, P 3 2 1,125 125 41 90 90
120,2.11,0.048,46.4,1.4,100,98.8,100,0.18447,0.22153,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1478,,,,Failed — unknown,,,,,rrrrrrsss, ¥NAME?,

NUDT7A-x1479,,,,Failed - low resolution, P 3 2 1,125 125 41 90 90
120,4.42,0.47,13.9,7.5,98.9,97.3,100,,,,,,,

NUDT7A-x1480,,,,success, P 3 2 1,125 125 41 90 90
120,2.43,0.046,44.8,2.4,99.9,94.9,99.5,0.17386,0.20153,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1481,,,,Failed - low resolution, P 3 2 1,126 126 41 90 90
120,4.05,0.171,11.7,2.9,100,97.1,100,,,,,/,

NUDT7A-x1482,,,,success, P 3 2 1,125 125 41 90 90
120,2.54,0.032,61.8,1.4,99.9,95.4,100,0.16349,0.20918,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1483,,,,success, P 3 2 1,125 125 41 90 90
120,3.38,0.062,30.5,1.9,99.7,95,100,0.16504,0.23681,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1484,,,,success, P 3 2 1,125 125 41 90 90
120,2.68,0.038,47.3,1.6,99.8,94.1,100,0.17285,0.22253,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1485,,,,success, P 3 2 1,125 125 41 90 90
120,3.12,0.062,33.3,2.2,99.7,98.1,100,0.14411,0.19681,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1486,,,,success, P 3 2 1,125 125 41 90 90
120,2.71,0.019,87.1,1.5,99.8,98.4,100,0.15919,0.20891,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1487,,,,success,P 3 2 1,125 125 41 90 90
120,2.95,0.025,70,2.4,99.8,91,98.8,0.16109,0.21892,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1488,,,,Failed — unknown,,,,,,rrrrrrrrs, ¥NAME?,

NUDT7A-x1489,,,,success, P 3 2 1,125 125 41 90 90
120,2.15,0.035,55,1.7,99.9,98.8,100,0.18742,0.22103,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1490,,,,success, P 3 2 1,125 125 41 90 90
120,2.44,0.038,43.8,1.1,99.9,99.6,100,0.17506,0.22733,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1491,,,,success,P 3 2 1,125 125 41 90 90
120,2.29,0.03,50.2,0.6,99.7,99.4,100,0.19077,0.23698,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1492,,,,success, P 3 2 1,125 125 41 90 90
120,2.44,0.051,36.1,1.4,99.5,99.9,100,0.19272,0.22888,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1493,,,,success, P 3 2 1,124 124 40 90 90
120,3.29,0.036,47.9,1.3,94.2,99.7,99.5,0.22466,0.29431,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1494,,,,Failed - unknown,,,,,,rrrrrss, s, #NAME?,

NUDT7A-x1495,,,,Failed - low resolution, P 3 2 1,122 122 40 90 90
120,6.03,0.048,25.7,2.2,99.3,90.8,99.3,,,,/,/+

NUDT7A-x1496,,,,success, P 3 2 1,125 125 41 90 90
120,2.2,0.025,68.5,1.8,99.6,95.9,94.9,0.17523,0.20273,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1497,,,,success, P 3 2 1,125 125 41 90 90
120,1.96,0.052,44.1,1.4,99.5,99.4,99.7,0.18492,0.21533,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1498,,,,success,P 3 2 1,124 124 41 90 90
120,1.79,0.017,113.7,2.8,99.8,97.9,98,0.18134,0.20669,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1499,,,,success, P 3 2 1,125 125 41 90 90
120,1.75,0.024,76.3,1.6,99.9,97.7,99.9,0.18335,0.20745,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1500,,,,success, P 3 2 1,125 125 41 90 90
120,1.96,0.026,77.3,2.6,99.8,97.3,97.2,0.17809,0.20441,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1501,,,,success, P 3 2 1,125 125 41 90 90
120,1.78,0.034,64.5,2.7,99.8,98,98.1,0.18779,0.20939,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1502,,,,success, P 3 2 1,124 124 41 90 90
120,1.85,0.033,58.1,1.3,100,99.5,100,0.18644,0.21505,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1503,,,,success, P 3 2 1,124 124 41 90 90
120,2.04,0.032,64.4,2.8,99.9,97,98.9,0.18025,0.21574,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1504,,,,success, P 3 2 1,125 125 41 90 90
120,1.8,0.025,77.8,2.4,99.8,97.9,97.8,0.18035,0.20268,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1505,,,,success, P 3 2 1,125 125 41 90 90
120,2.33,0.055,39.6,1,99.4,95.4,93.4,0.18085,0.21941,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1506,,,,Failed - unknown,,,,,,rrrrrsss, #NAME?,

NUDT7A-x1507,,,,success, P 3 2 1,125 125 41 90 90
120,2.38,0.024,63.4,1.1,98.1,99.3,99.8,0.2257,0.26855,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1508,,,,success, P 3 2 1,125 125 41 90 90
120,1.69,0.029,72.6,1.3,99.9,98.3,100,0.18902,0.21007,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1509,,,,Failed - unknown,,,,,,rrrrrrrrss #NAME?,

NUDT7A-x1510,,,,success, P 3 2 1,124 124 41 90 90
120,2.29,0.038,42.2,1.1,99.9,99.3,99.8,0.17825,0.21877,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1511,,,,Failed - unknown,,,,,,rrrrrrrs, #NAME?,

NUDT7A-x1512,,,,success, P 3 2 1,125 125 41 90 90
120,2.32,0.032,44,1.5,99.3,99.6,100,0.19324,0.22635,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1513,,,,success, P 3 2 1,125 125 41 90 90
120,2.03,0.034,43.8,0.9,99.3,99.7,97.4,0.19083,0.21939,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1514,,,,success, P 3 2 1,125 125 41 90 90 120,2.24,0.071,30.2, -
0.1,94.9,98.5,36.8,0.19724,0.23007,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1515,,,,success, P 3 2 1,125 125 41 90 90
120,2.21,0.022,87.6,3.2,99.9,96.2,98.8,0.18227,0.2192,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1516,,,,success, P 3 2 1,126 126 41 90 90
120,2.8,0.07,32.4,1.2,99.2,99.3,100,0.22691,0.28243,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1517,,,,Failed — unknown,,,,,rrrrsrsss 0, ¥NAME?,
NUDT7A-x1518,,,,Failed - unknown,,,,,,srrrrrrs, #NAME?,

NUDT7A-x1519,,,,success, P 3 2 1,125 125 41 90 90
120,2.19,0.022,72,1.5,99.7,96.2,96.6,0.18518,0.2136,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1520,,,,success, P 3 2 1,125 125 41 90 90
120,1.93,0.032,57.2,0.9,99.2,99.9,95.4,0.19414,0.21636,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1521,,,,success, P 3 2 1,125 125 41 90 90
120,2.33,0.034,48.6,1.1,99.1,99,100,0.20463,0.24536,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1522,,,,success, P 3 2 1,125 125 41 90 90
120,2.61,0.022,52.8,0.4,98,97.7,96.6,0.2145,0.26903,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1523,,,,success, P 3 2 1,125 125 41 90 90
120,2.14,0.018,92.7,1.9,99.9,99.5,100,0.18333,0.21121,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1524,,,,success, P 3 2 1,126 126 41 90 90
120,2.32,0.022,91.8,1.7,99.6,95.4,95.6,0.17716,0.2122,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1525,,,,success, P 3 2 1,126 126 41 90 90
120,2.21,0.02,98.7,2.4,99.8,96.2,97.9,0.17826,0.20773,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1526,,,,success, P 3 2 1,124 124 41 90 90
120,2.79,0.091,9.5,1.7,100,99.3,100,0.30253,0.34787,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1527,,,,success, P 3 2 1,126 126 41 90 90
120,2.01,0.015,96,2,99.6,97.1,96,0.18139,0.21012,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1528,,,,success, P 3 2 1,125 125 41 90 90
120,2.28,0.029,61.2,1.1,99.7,95.7,97,0.19028,0.22174,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1529,,,,success, P 3 2 1,125 125 41 90 90
120,2.08,0.045,41.6,1.8,99.9,98.6,99.6,0.18262,0.21446,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1530,,,,success, P 3 2 1,125 125 41 90 90
120,2.21,0.028,74.1,2,99.8,96.2,97.6,0.17899,0.20898,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1531,,,,success, P 3 2 1,125 125 41 90 90
120,2.56,0.023,67.9,1.1,99.6,98.7,99.6,0.18132,0.23327,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1532,,,,success, P 3 2 1,125 125 41 90 90
120,2.03,0.024,54.2,1.4,99.9,99.6,99.8,0.18375,0.21083,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1533,,,,success, P 3 2 1,125 125 41 90 90
120,2.32,0.018,82.7,2,99.7,95.3,97.1,0.17155,0.20806,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1534,,,,success, P 3 2 1,125 125 41 90 90
120,2.48,0.028,56.9,1.3,96.3,99.5,100,0.23086,0.26657,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1535,,,,success, P 3 2 1,125 125 41 90 90
120,2.5,0.042,42.6,1.4,99.5,99.9,100,0.18875,0.23314,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1536,,,,success, P 3 2 1,126 126 41 90 90
120,2.43,0.028,69.5,2.6,99.6,95,97.3,0.18173,0.22769,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1537,,,,success, P 3 2 1,125 125 41 90 90
120,2.03,0.026,67.1,1.6,99.7,97,96,0.18326,0.21193,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1538,,,,success, P 3 2 1,125 125 41 90

90

120,3.31,0.038,42.4,0.8,99.2,86.7,96.3,0.20913,0.26351,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1539,,,,success, P 3 2 1,125 125 41 90

90

120,2.02,0.019,80.5,1.5,99.8,99.4,99.3,0.18529,0.21304,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1540,,,,success, P 3 2 1,125 125 41 90
120,2.08,0.034,50.5,1.2,99.6,99.7,99.3,0.19872,0.23048,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1541,,,,success, P 3 2 1,125 125 41 90
120,2.29,0.047,41.1,2.6,100,99.8,100,0.18253,0.2187,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1542,,,,success, P 3 2 1,126 126 41 90
120,2.09,0.031,56.9,2,99.7,98.3,99.6,0.19378,0.22858,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1543,,,,success, P 3 2 1,125 125 41 90
120,2.49,0.033,47.9,2.4,99.6,100,100,0.17574,0.21737,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1544,,,,success, P 3 2 1,125 125 41 90
120,2.21,0.03,64.9,2.7,99.6,96.1,95.4,0.18317,0.2139%96,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1545,,,,success, P 3 2 1,125 125 41 90
120,2.64,0.021,63,1,98,99,92.6,0.20114,0.24467,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1546,,,,success, P 3 2 1,125 125 41 90
120,2.17,0.055,34.6,0.9,99.2,98,100,0.20754,0.23955,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1547,,,,Failed - low resolution, P 3 2 1,124 124 41 90
120,3.82,0.044,35.5,1.9,99.4,98.3,95.2,,,,,,,

NUDT7A-x1548,,,,success, P 3 2 1,125 125 41 90
120,2.07,0.028,50.8,1,98.8,99.5,93.6,0.18827,0.2196,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1549,,,,success, P 3 2 1,126 126 41 90
120,2.58,0.034,62,2.1,99.2,94,92.4,0.17678,0.22697,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1550,,,,success, P 3 2 1,125 125 41 90
120,2.05,0.035,42,1.3,99.4,99.7,99.9,0.18523,0.21504,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1551,,,,success, P 3 2 1,126 126 41 90
120,2.4,0.032,56.6,2.7,98.1,99.6,100,0.17467,0.21471,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1552,,,,success, P 3 2 1,125 125 41 90
120,2,0.023,59.9,1.3,99.8,99.7,100,0.18815,0.21805,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1553,,,,success, P 3 2 1,126 126 41 90
120,2.34,0.029,75.9,2.8,99.3,95.2,97,0.17316,0.20885,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1554,,,,success, P 3 2 1,125 125 41 90
120,2.32,0.024,71.8,2.1,99.7,95.5,98,0.17877,0.21264,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1555,,,,success, P 3 2 1,125 125 41 90
120,2.29,0.047,37.4,2.4,99.9,99.8,100,0.18129,0.21637,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1556,,,,success, P 3 2 1,126 126 41 90
120,2.03,0.025,67.5,1.2,99.6,97,94.6,0.18599,0.21737,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1557,,,,success, P 3 2 1,125 125 41 90 90 120,2.2,0.024,61.7,-

0.2,99.4,96.2,95.1,0.1962,0.23187,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1558,,,,success, P 3 2 1,125 125 41 90
120,2.2,0.028,60.4,1.3,99.6,96.2,95.6,0.18228,0.21196,,,P 3 2 1,1 - Analysis Pending,
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NUDT7A-x1559,,,,success, P 3 2 1,125 125 41 90 90
120,1.96,0.02,85.8,2.5,99.8,97.4,97.2,0.18057,0.20551,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1560,,,,success, P 3 2 1,125 125 41 90 90
120,1.78,0.032,58.8,2.3,99.9,98,98.3,0.18431,0.20425,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1561,,,,success, P 3 2 1,125 125 41 90 90
120,2.2,0.021,74.2,1.5,99.6,96.2,95.4,0.18157,0.21949,,,P 3 2 1,2 PANDDA model,

NUDT7A-x1562,,,,success, P 3 2 1,125 125 41 90 90
120,2.07,0.041,45.6,2.7,97.3,99.8,100,0.18343,0.21369,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1563,,,,success, P 3 2 1,126 126 41 90 90
120,2.14,0.096,26.6,1.8,97.5,98.6,100,0.18975,0.22053,,,P 3 2 1,2 PANDDA model,

NUDT7A-x1564,,,,success, P 3 2 1,125 125 41 90 90
120,1.95,0.033,59.3,1.6,98.9,98.4,98.9,0.18759,0.21473,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1565,,,,success, P 3 2 1,125 125 41 90 90
120,2.32,0.02,74.2,1.7,99.5,95.5,94.3,0.17622,0.20752,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1566,,,,success, P 3 2 1,125 125 41 90 90
120,2.36,0.031,45.9,1.6,99.9,98.9,99.8,0.17431,0.21186,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1567,,,,success, P 3 2 1,125 125 41 90 90
120,1.76,0.031,73,2.7,99.8,98,98.3,0.18584,0.20705,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1568,,,,success, P 3 2 1,125 125 41 90 90
120,2,0.053,37.4,2,99.6,97.1,94.6,0.17838,0.21186,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1569,,,,success, P 3 2 1,125 125 41 90 90
120,1.96,0.019,97.7,2.8,99.8,97.3,97.6,0.17998,0.20969,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1570,,,,success, P 3 2 1,125 125 41 90 90
120,1.83,0.033,66.1,1.3,99.8,99.6,99.9,0.19219,0.21658,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1571,,,,success, P 3 2 1,125 125 41 90 90
120,2.03,0.027,064.5,1.6,99.3,97.1,91.7,0.17771,0.20891,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1572,,,,Failed — unknown,,,,,rrrrrrrrsr, ¥NAME?,

NUDT7A-x1573,,,,success, P 3 2 1,125 125 41 90 90
120,2.37,0.027,67,1.8,99.5,95.2,94.5,0.17119,0.2095,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1574,,,,success, P 3 2 1,126 126 41 90 90
120,2.29,0.023,79.8,2,99.8,95.8,98.1,0.1767,0.20679,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1575,,,,success, P 3 2 1,125 125 41 90 90
120,2.36,0.037,36,1.6,99.8,99.4,100,0.17844,0.221,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1576,,,,success, P 3 2 1,126 126 41 90 90
120,2.58,0.089,21.1,2.1,97.7,99.8,84.1,0.17495,0.21973,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1577,,,,success, P 3 2 1,125 125 41 90 90
120,2.51,0.027,48.4,1.3,99.6,99.5,100,0.17876,0.21743,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1578,,,,success, P 3 2 1,125 125 41 90 90
120,1.94,0.026,70,1.3,99.8,99.8,99.6,0.18755,0.21661,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1579,,,,success, P 3 2 1,126 126 41 90 90
120,2.47,0.027,66.3,1.8,99.6,94.6,95.2,0.17104,0.21149,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1580,,,,success, P 3 2 1,125 125 41 90 90
120,2.47,0.02,86,2.4,99.7,94.6,96.4,0.17858,0.22138,,,P 3 2 1,2 - PANDDA model,
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NUDT7A-x1581,,,,success, P 3 2 1,126 126 41 90 90
120,2.04,0.018,88,1.7,99.6,97.1,96.5,0.18016,0.20548,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1582,,,,success, P 3 2 1,125 125 41 90 90
120,2.2,0.025,65.1,2.2,99.6,96.1,94.8,0.18065,0.20992,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1583,,,,success, P 3 2 1,125 125 41 90 90
120,1.93,0.026,81.9,2.2,99.9,97.5,99.3,0.1847,0.21511,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1584,,,,success, P 3 2 1,125 125 41 90 90
120,1.81,0.039,41.5,1.2,99.9,98.6,100,0.18712,0.21344,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1585,,,,success, P 3 2 1,124 124 41 90 90
120,1.94,0.05,35.4,1.4,98.2,99.4,99.3,0.1932,0.21853,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1586,,,,success, P 3 2 1,125 125 41 90 90
120,2.49,0.04,44.1,2.4,99.5,99.8,100,0.17445,0.21831,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1587,,,,success, P 3 2 1,124 124 41 90 90
120,2.41,0.018,63,1,99.5,99.9,100,0.18323,0.22825,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1588,,,,success, P 3 2 1,125 125 41 90 90
120,2.52,0.027,59.1,2.4,99.5,99.8,100,0.17712,0.22355,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1589,,,,success, P 3 2 1,125 125 41 90 90
120,2.28,0.035,49.9,1.1,99.8,98.4,99.8,0.18022,0.21868,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1590,,,,success, P 3 2 1,125 125 41 90 90
120,2.29,0.018,95.4,2.2,99.7,95.7,97.3,0.17446,0.21151,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1591,,,,success, P 3 2 1,125 125 41 90 90
120,2,0.035,51.8,1.5,99.6,97.9,99.1,0.1812,0.21198,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1592,,,,success, P 3 2 1,125 125 41 90 90
120,2.16,0.042,50.4,1.1,98.3,98.7,100,0.18091,0.21749,,,P 3 2 1,2 - PANDDA model,

NUDT7A-x1593,,,,success, P 3 2 1,125 125 41 90 90
120,2.72,0.018,84,1.5,99.6,93,96.6,0.16198,0.21101,,,P 3 2 1,1 - Analysis Pending,

NUDT7A-x1701,C(C(Nclcccnnl)=0)clcccc2clen[nH]2,NU000438a,,success,P 3 2 1,124 124 40 90
90 120,1.51,0.032,66,2,100,99.9,100,0.19999,0.22394,0.19999,0.22394,P 3 2 1,1 - Analysis
Pending,

NUDT7A-x1702,C(C(Nclcccnnl)=0)clccc2c(cl)cn[nH]2,NU000439%a,,success,P 3 2 1,124 124 41
90 90 120,1.62,0.021,83.2,1.2,99.8,99.6,99.9,0.19417,0.21805,0.19417,0.21805,P 3 2 1,2
- PANDDA model,

NUDT7A-x1703,C(C(Nclcccnnl)=0)clcccc(cl)0O,NU000436a,,success,P 3 2 1,124 124 41 90 90
120,1.6,0.024,70.1,1.4,100,99.7,100,0.18313,0.20292,0.18313,0.20292,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1704,COclcccc (CC(Nc2ccenn?2)=0)cl,NU000440a,,success,P 3 2 1,125 125 41 90 90
120,1.71,0.03,67.6,1.1,99.9,98.8,100,0.18698,0.20798,0.18698,0.20798,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1705,C(C (Nclcccnnl)=0)clccce (cl)F,NU000437a,,success,P 3 2 1,124 124 40 90 90
120,1.62,0.027,64.6,2,100,99.9,100,0.20517,0.23431,0.20517,0.23431,P 3 2 1,1 - Analysis
Pending,

NUDT7A-x1706,COclccc (CC(Nc2ccenn2)=0)cclOC,NU000441a,,success,P 3 2 1,124 124 40 90 90

120,1.46,0.049,48.1,1.9,100,99.9,100,0.20173,0.22171,0.20173,0.22171,P 3 2 1,2 - PANDDA
model,
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NUDT7A-x1707,C(C(Nclcccc(cl) [C1l])=0)clcccc(cl)O,NUO00087a,,success,P 3 2 1,124 124 40 90
90 120,1.67,0.031,64.7,1.3,100,99.2,100,0.18651,0.20397,0.18651,0.2039%97,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1708,C(C(Nclcccc(cl) [C1l])=0)clcccc(cl)O,NUO00087a,,success,P 3 2 1,124 124 41 90
90 120,1.78,0.046,45.7,1.5,100,99.8,100,0.19119,0.21583,0.19119,0.21583,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1709,C(C(Nclcccc(cl) [C1l])=0)clccecc(cl)O,NUO00087a,,success,P 3 2 1,123 123 40 90
90 120,1.79,0.043,53.9,1.2,100,99.6,100,0.18506,0.20939,0.18506,0.20939,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1710,C1CN(Cc2cc (cccl2)0C (Nclcecee(cl) [C1])=0)C(C[C1l])=0,NU0O00008a,,success,P 3 2
1,123 123 40 90 90 120,1.6,0.028,62.4,1.9,100,99.9,100,0.19306,0.2219,0.19306,0.2219,P
3 2 1,2 - PANDDA model,

NUDT7A-x1711,ClCc2ccc (cc2N(C1l)C(C[C1l])=0)0C (Nclcccec(cl) [C1l])=0,NU000007a,,success,P 3 2
1,124 124 41 90 90
120,1.87,0.026,69,1.1,97.2,99.4,90.7,0.24938,0.32303,0.24938,0.32303,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1712,C=CC (N1CCCc2ccc(ccl2)0C (Nclcccec(cl) [C1l])=0)=0,NU000226a,,success, P 3 2
1,124 124 41 90 90
120,1.88,0.017,94.9,2.5,94.7,97.9,78.4,0.20686,0.23464,0.20686,0.23464,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1713,C(C(Nclcconl)=0)clccc(ccl) [C1],NU0O00093a,,success,P 3 2 1,124 124 40 90 90
120,1.57,0.02,88.4,1.3,99.9,99.6,99.7,0.17984,0.20402,0.17984,0.20402,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1714,C=CC (N1CCCc2ccc(ccl2)0C (Nclccecc(cl) [C1l])=0)=0,NU000226a,,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,,,,,

NUDT7A-x1715,C=CC (N1CCCClclcccc (CC(Nc2ccec(c2) [Cl])=0)cl)=0,NU000442a,,success, P 3 2
1,125 125 41 90 90
120,1.92,0.041,52.6,1.5,99.7,98.4,99.1,0.19479,0.22917,0.20328,0.23278,p 3 2 1,6 -
Deposited, 5Q0HG

NUDT7A-x1716,C1CC (c2cccc (CC (Nc3ccee (¢3) [C1l])=0)c2)N(Cl)C(C[C1l])=0,NU000443a,,Failed -
unknown, None, None, None, None, None, None, None, None,None, ,,,,,,

NUDT7A-x1717,,,,Failed - low resolution, P 3 2 1,127 127 41 90 90
120,3.76,0.027,65.1,1.1,99.9,99.3,99.6,,,,,,,

NUDT7A-x1718,0=C1CC (c2ccccc?2) C2CC3CNCC13N2,NU000596a, ,success,P 3 2 1,124 124 40 90 90
120,1.64,0.024,62.2,2,100,99.9,100,0.19459,0.21565,0.19459,0.21565,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1719, COCC (=0)N1C2CC3CNCC31C (0)CC2clccececl,NU000597a, ,success,P 3 2 1,124 124 40
90 90 120,1.58,0.026,58.3,1.9,99.8,99.9,98.6,0.19277,0.21452,0.19277,0.21452,p 3 2 1,2
- PANDDA model,

NUDT7A-x1720,0C1CC (c2cccecc?2) C2CC3CNCC13N2,NU000598a, ,success,P 3 2 1,124 124 40 90 90
120,1.68,0.028,57.9,1.3,100,99.3,100,0.18053,0.20434,0.18053,0.20434,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1721,CC (=0)N1C2CC3CNCC31C (0)CC2clccecececl,NU0O00599a,,success,P 3 2 1,124 124 41 90
90 120,1.061,0.048,44.6,1.2,99.7,99,97.7,0.1844,0.20302,0.1844,0.20302,p 3 2 1,1 -
Analysis Pending,

NUDT7A-x1722,COCCC (=0)N1C2CC3CNCC31C (0)CC2clcceceel,NU000600a, ,success,P 3 2 1,123 123 40

90 90 120,1.66,0.024,66.7,1.2,99.9,99.2,99.9,0.1805,0.20028,0.1805,0.20028,P 3 2 1,2 -
PANDDA model,
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NUDT7A-x1723,0=C1CC (c2cccc (0)c2)C2CC3CNCC13N2,NU000601a, ,success,P 3 2 1,124 124 41 90
90 120,1.6,0.024,82.1,1.4,99.9,99.3,99.7,0.18342,0.20446,0.18342,0.20446,P 3 2 1,2 -
PANDDA model,

NUDT7A-x1724,CC (=0)Nclcccc (C2CC(0) C34CNCC3CC2N4)cl,NU000602a,,success, P 3 2 1,124 124 40
90 90 120,1.67,0.025,62.7,1.3,99.9,99.3,99.8,0.1792,0.20086,0.1792,0.20086,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1725,0clcccc (C2CC (0O) C34CNCC3CC2N4)cl1,NU000603a,,success, P 3 2 1,124 124 40 90 90
120,1.51,0.044,40.1,1.7,99.9,100,99.1,0.19395,0.21592,0.19395,0.21592,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1726,CN1C2CCC (=0) C13CNCC3C2,NU000604a, ,success,P 3 2 1,124 124 40 90 90
120,1.6,0.028,61.6,1.3,99.9,99.4,100,0.18006,0.19962,0.18006,0.19962,P 3 2 1,2 - PANDDA
model,

NUDT7A-x1727,CN1C2CCC (0) C13CNCC3C2,NU000605a,, success,P 3 2 1,124 124 41 90 90
120,1.63,0.023,70.8,1.4,99.9,99.3,99.9,0.18089,0.20395,0.18089,0.20395,p 3 2 1,2 -
PANDDA model,

NUDT7A-x1728,CN (C)CC (=0)N1C2CC3CNCC31C(0)CC2clccceel,NU000606a, ,success,P 3 2 1,124 124
40 90 90 120,1.57,0.024,73.6,1.4,99.7,99.3,97.8,0.17929,0.19682,0.17929,0.19682,P 3 2
1,1 - Analysis Pending,

NUDT7A-x1729,C=CC (=0)N1ICC2CC3NC2 (C1l)C(0)CC3clcceceel,NUO00607a,,success, P 3 2 1,123 123
40 90 90 120,1.56,0.024,62.3,1.9,100,99.9,100,0.18907,0.20837,0.18907,0.20837,P 3 2 1,1
- Analysis Pending,

NUDT7A-x1730,C=CC (=0)N1CC2CC3NC2 (Cl)C(0)CC3clcceceel,NU000607b, ,success,P 3 2 1,124 124
40 90 90 120,1.64,0.026,59.1,1.9,100,100,100,0.20765,0.23161,0.20765,0.23161,P 3 2 1,1
- Analysis Pending,

NUDT7A-x1731,CC (=0)Nclcccc (C2CC (=0) C34CNCC3CC2N4)cl1,NU000608a,,success,P 3 2 1,123 123
40 90 90 120,1.65,0.029,55.5,2,100,99.9,100,0.19076,0.212,0.19076,0.212,P 3 2 1,2 -
PANDDA model,

NUDT7A-x1732,COCC (=0)N1C2CC3CNCC31C (0)CC2clccceel,NU000597b, ,success,P 3 2 1,124 124 41
90 90 120,1.71,0.019,79.6,1.2,100,99.7,100,0.17857,0.20083,0.17857,0.20083,P 3 2 1,2 -
PANDDA model,

NUDT7A-x1733,CN (C) CC (=0)N1C2CC3CNCC31C(0)CC2clcceceel,NU000606b, ,success,P 3 2 1,124 124
41 90 90 120,1.85,0.028,57.8,1.2,99.5,98.9,99.9,0.1897,0.22395,0.1897,0.22395,Pp 3 2 1,2
- PANDDA model,

NUDT7A-x1734,CC (=0)N1ICCC[C@H]lclcccc (CC(=0)Nc2ccecc(Cl)c2)cl,Nu000443a,,success, P 3 2
1,123 123 40 90 90
120,1.68,0.063,27.1,1.2,100,99.5,100,0.18192,0.20382,0.18192,0.20382,P 3 2 1,1 -
Analysis Pending,

NUDT7A-x1735,CC (=0)N1CCC[CRH]1clcccc (CC(=0)Nc2ccecc(Cl)c2)cl,Nu000443a,,success, P 3 2
1,124 124 40 90 90 120,1.46,0.068,30.1,2.2,100,100,100,0.19484,0.21109,0.19484,0.21109,P
32 1,1 - Analysis Pending,

NUDT7A-x1736,CC (=0)N1ICCC[CQRH]1clcccc (CC(=0)Nc2ccecc(Cl)c2)cl,Nu000443a,,success, P 3 2
1,124 124 40 90 90 120,1.55,0.068,30.7,2.2,100,100,100,0.19747,0.2175,0.19747,0.2175,P
32 1,1 - Analysis Pending,

NUDT7A-x1737,CC (=0)N1ICCC[CQ@H]1clcccc (CC(=0)Nc2ccecc(Cl)c2)cl,NuU000443a,,success, P 3 2
1,124 124 41 90 90
120,1.52,0.049,49.5,1.2,100,99.2,100,0.19247,0.20586,0.19115,0.20523,P 3 2 1,6 -
Deposited, 5QHH
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NUDT7A-x1738,CC (=0)N1ICCC[CR@H]1lclcccc (CC(=0)Nc2cccc(Cl)c2)cl,NU000443a,,success,P 3
1,123 123 40 90 90 120,1.63,0.052,39.7,2.1,100,100,100,0.19855,0.21904,0.2067,0.2256,P

32 1,3 - In Refinement,

NUDT7A-x1868,,,,success, P

120,2.69,0.048,36.1,1.4,98.

Analysis Pending,

NUDT7A-x1869,,,,success, P

120,2.46,0.031,43.6,1.4,99.

Analysis Pending,

NUDT7A-x1870,,,,success, P

120,1.98,0.035,43.4,1.6,99.

Analysis Pending,

NUDT7A-x1871,,,,success, P

120,1.81,0.035,49.3,1.4,99.

Analysis Pending,

NUDT7A-x1872,,,,success, P

3 2 1,124 124 41
0,99.0,100.0,0.21886,0.28436,0.21886,0.28436,P 3

3 2 1,123 123 40
9,98.8,100.0,0.15977,0.19982,0.15977,0.19982,p 3

3 2 1,123 123 40
9,99.2,99.9,0.16735,0.18611,0.16735,0.18611,P 3

3 2 1,123 123 40
9,98.9,99.7,0.17374,0.19984,0.17374,0.19984,P 3

3 2 1,123 123 40

120,2.18,0.056,33.3,1.2,100.0,100.0,100.0,0.17824,0.21023,0.17824,0.21023,P

Analysis Pending,

NUDT7A-x1873,,,,success, P
120,1.75,0.036,54.3,1.4,99
Analysis Pending,

NUDT7A-x1874,,,,success, P
120,2.28,0.045,39.8,1.1,93
Analysis Pending,

NUDT7A-x1875,,,,success, P
120,1.81,0.032,55.4,1.3,99
Analysis Pending,

3 2 1,124 124 41
.9,98.2,99.5,0.17679,0.19882,0.17679,0.19882,P 3

3 2 1,124 124 40
.3,99.9,100.0,0.17293,0.2234,0.17293,0.2234,P 3

3 2 1,123 123 41
.6,99.7,100.0,0.18778,0.21339,0.18778,0.21339,P 3

90

2 1,1
90

2 1,1
90

2 1,1
90

2 1,1
90
32 1,1
90

2 1,1
90

2 1,1
90

2 1,1

NUDT7A-x1876,,,,Failed - unknown,None,None,None,None, None, None,None, None,None, ,,,,,,

NUDT7A-x1877,,,,success, P
120,2.40,0.027,46.0,1.4,99
Analysis Pending,

NUDT7A-x1878,,,,success, P

120,1.84,0.037,48.2,1.6,100.0,99.5,100.0,0.17447,0.19756,0.17447,0.19756,P 3 2

Analysis Pending,

NUDT7A-x1879,,,,success, P
120,1.99,0.035,42.9,1.6,99
Analysis Pending,

NUDT7A-x1880,,,,success, P
120,2.06,0.030,50.2,1.8,99
Analysis Pending,

NUDT7A-x1881,,,,success, P
120,1.93,0.037,47.0,1.4,99
Analysis Pending,

NUDT7A-x1882,,,,success, P
120,1.90,0.035,44.3,1.6,99
Analysis Pending,

3 2 1,122 122 40
.9,98.7,100.0,0.16735,0.20513,0.16735,0.20513,P 3

3 2 1,123 123 40

3 2 1,123 123 40
.9,99.0,99.9,0.16983,0.19528,0.16983,0.19528,P 3

3 2 1,123 123 40
.7,98.6,100.0,0.17956,0.20709,0.17956,0.20709,P 3

3 2 1,124 124 40
.9,98.7,99.6,0.17655,0.2087,0.17655,0.2087,P 3

3 2 1,122 122 40
.9,97.3,99.8,0.1719,0.19652,0.1719,0.19652,P 3

90
2 1,1

90
1,1

90
2 1,1

90
2 1,1

90
2 1,1

90
2 1,1

2
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NUDT7A-x1883,,,,success, P

120,2.46,0.051,29.9,1.2,100.0,100.0,100.0,0.17445,0.22178,0.17445,0.22178,p 3 2 1,1

Analysis Pending,

NUDT7A-x1884,,,,success, P

3

3

2

2

1,122

1,122

122 40

122 40

120,3.21,0.075,21.6,1.7,99.8,97.2,99.8,0.15307,0.22019,0.15307,0.22019,P

Analysis Pending,

90

90
3 2

1,1

NUDT7A-x1885,,,,Failed - unknown,None,None, None,None, None, None, None,None,None, ,,,,,,

NUDT7A-x1886,,,,success, P

3

2

1,124

124 41

120,2.12,0.045,38.9,1.5,99.9,97.0,99.9,0.17359,0.21133,0.17359,0.21133,P

Analysis Pending,

NUDT7A-x1887,,,,success, P

3

2

1,124

124 41

120,2.00,0.036,49.5,1.5,99.9,98.0,99.8,0.17859,0.20837,0.17859,0.20837,P

Analysis Pending,

NUDT7A-x1888,,,,success, P

3

2

1,124

124 40

120,2.28,0.032,48.0,1.0,99.9,99.1,99.9,0.17554,0.22152,0.17554,0.22152,P

Analysis Pending,

NUDT7A-x1889,,,,success, P

120,2.16,0.034,55.1,1.8,99.9,98.7,100.0,0.17891,0.21976,0.17891,0.21976,P

Analysis Pending,

NUDT7A-x1890,,,,success, P

3

3

2

2

1,124

1,124

124 41

124 40

120,3.35,0.083,23.6,1.4,100.0,99.9,100.0,0.17123,0.2592,0.17123,0.2592,P

Analysis Pending,

NUDT7A-x1891,,,,Failed -

NUDT7A-x1892,,,,success, P

low

3

2

resolution, P 3
120,3.51,0.066,26.6,1.4,100.0,99.5,100.0,,,,,,,

1,125

1,122 122

125 41

120,2.39,0.051,36.4,1.4,99.9,99.3,99.7,0.17541,0.21979,0.17541,0.21979,P

Analysis Pending,

NUDT7A-x1893,,,,success, P
120,2.80,0.050,31.3,1.5,99
Analysis Pending,

NUDT7A-x1894,,,,success, P
120,3.44,0.038,36.5,2.5,98
Analysis Pending,

NUDT7A-x1895,,,,success, P
120,2.11,0.058,33.7,1.3,99
Analysis Pending,

NUDT7A-x1896,,,,success, P
120,2.09,0.040,38.9,1.8,99
Analysis Pending,

NUDT7A-x1897,,,,success, P
120,3.13,0.033,48.8,1.9,99

Analysis Pending,

NUDT7A-x1898,,,,success, P

120,2.05,0.025,67.4,1.2,100.0,99.9,100.0,0.17456,0.21412,0.17456,0.21412,P 3 2

Analysis Pending,

3

.9,98.8,100.0,0.15923,0.21451,0.15923,0.21451,P

3

.2,96.4,92.9,0.15417,0.23277,0.

3

.7,98.3,99.5,0.17701,0.21433,0.

3

.9,98.8,99.8,0.17069,0.20332,0.

3

.9,94.6,100.0,0.1496,0.21743,0.

3

2

2

2

2

2

2

1,122

1,122

1,122

1,121

1,125

1,124

122 40

122 40
15417,0.23277,P

122 40
17701,0.21433,P

121 40
17069,0.20332,P

125 41
14960,0.21743,P

124 40

90
3 2

90

1,1

1,1

90

90
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NUDT7A-x1899,,,,success, P
Analysis Pending,
NUDT7A-x1900,,,, success, P
Analysis Pending,
NUDT7A-x1901,,,,success, P
Analysis Pending,

NUDT7A-x1902,,,,success, P

120,2.40,0.022,56.4,1.1,99.

Analysis Pending,

NUDT7A-x1903,,,,success, P

120,3.15,0.050,32.1,1.9,99.

Analysis Pending,

NUDT7A-x1904,,,,success, P

120,2.32,0.049,35.5,1.3,99.

Analysis Pending,

NUDT7A-x1905,,,,success, P

3 2 1,123 123 40 90
120,2.08,0.033,44.3,1.8,100.0,99.0,100.0,0.17272,0.20484,0.17272,0.20484,Pp 3 2 1,1

3 2 1,124 124 41 90
120,1.73,0.027,74.1,2.2,100.0,99.8,100.0,0.18839,0.21355,0.18839,0.21355,p 3 2 1,1

3 2 1,124 124 41 90
120,1.86,0.035,49.0,2.2,100.0,99.8,100.0,0.18403,0.21091,0.18403,0.21091,P 3 2 1,1

3 2 1,124 124 41 90
0,98.7,99.7,0.21356,0.27304,0.21356,0.27304,p 3 2 1,1

3 2 1,122 122 40 90
5,97.5,99.6,0.18701,0.26293,0.18701,0.26293,p 3 2 1,1

3 2 1,124 124 41 90
6,99.3,100.0,0.17570,0.22598,0.17570,0.225%8,p 3 2 1,1

3 2 1,123 123 40 90
9,99.3,100.0,0.16122,0.21651,0.16122,0.21651,P 3 2 1,1

120,2.76,0.060,27.7,1.4,99.

Analysis Pending,

NUDT7A-x1906,,,,success, P

120,2.31,0.036,38.5,1.5,99.

Refinement,
NUDT7A-x1907,,,,success, P
120,2.03,0.042,42.0,1.7,99

Analysis Pending,

NUDT7A-x1908,,,,success, P

3 2 1,123 123 40 90
9,98.3,100.0,0.16517,0.20716,0.16624,0.21070,P 3 2 1,3

3 2 1,124 124 41 90
.9,99.2,99.9,0.17499,0.20081,0.17499,0.20081,p 3 2 1,1

3 2 1,123 123 40 90
120,2.48,0.096,20.8,1.3,100.0,98.0,100.0,0.16716,0.21453,0.16716,0.21453,p 3 2 1,1

Analysis Pending,

NUDT7A-x1909,,,,Failed - unknown,None,None,None,None, None,None, None,None,None, ,,,,,,

NUDT7A-x1919,,,,success, P
120,1.59,0.049,45.2,0.9,98
Analysis Pending,

NUDT7A-x1920,,,,success, P

120,2.03,0.046,34.2,1.5,100.0,99.3,100.0,,,,,/,

NUDT7A-x1921,,,,success, P

120,1.64,0.047,50.7,1.1,100.0,99.9,100.0,,,,,,+

NUDT7A-x1922,,,,success, P
120,3.00,0.037,33.9,1.4,098
Analysis Pending,

3 2 1,124 124 41 90
.1,99.9,100.0,0.19070,0.21526,0.19070,0.21526,P 3 2 1,1
3 2 1,125 125 41 90
3 2 1,124 124 40 90
3 2 1,122 122 40 90
.1,97.7,97.0,0.24764,0.34382,0.24764,0.34382,p 3 2 1,1

NUDT7A-x1923,,,,Failed - unknown,None,None,None,None, None,None, None,None,None, ,,,,,,

NUDT7A-x1924,,,,success, P

120,1.68,0.063,28.7,0.3,100.0,99.9,100.0,0.21126,0.23801,0.21126,0.23801,P 3 2

Analysis Pending,

3 2 1,123 123 40 90

1,1

90
In

90

90

90
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NUDT7A-x1925,,,,success, P 3 2 1,124 124 41 90
120,1.68,0.050,48.0,1.0,100.0,99.9,100.0,0.19788,0.22022,0.19788,0.22022,p 3 2 1,1
Analysis Pending,

NUDT7A-x1926,,,,success, P 3 2 1,122 122 40 90
120,2.25,0.038,38.7,7.0,100.0,99.4,100.0,0.17011,0.20339,0.17011,0.20339,p 3 2 1,1
Analysis Pending,

NUDT7A-x1927,,,,Failed - unknown,None,None,None,None, None, None, None,None,None, ,,,,,,

NUDT7A-x1928,,,,success, P 3 2 1,124 124 41 90
120,1.65,0.051,41.1,1.1,100.0,99.9,100.0,0.19339,0.21677,0.19339,0.21677,P 3 2 1,1
Analysis Pending,

NUDT7A-x1929,,,,success, P 3 2 1,124 124 40 90
120,1.65,0.047,47.6,1.0,100.0,99.7,100.0,0.18828,0.20965,0.18828,0.20965,p 3 2 1,1
Analysis Pending,

NUDT7A-x1930,,,,success, P 3 2 1,124 124 40 90
120,1.64,0.050,43.9,1.0,100.0,99.9,100.0,0.19264,0.21645,0.19415,0.21702,Pp 3 2 1,3 -
Refinement,

NUDT7A-x1931,,,,success,P 3 2 1,123 123 40 90
120,1.52,0.064,35.5,1.1,100.0,100.0,100.0,0.19251,0.21148,0.19251,0.21148,p 3 2 1,1
Analysis Pending,

NUDT7A-x1932,,,,success, P 3 2 1,123 123 40 90
120,1.47,0.060,39.7,1.2,100.0,99.9,100.0,0.19531,0.21527,0.19531,0.21527,p 3 2 1,1
Analysis Pending,

NUDT7A-x1933,,,,success, P 3 2 1,123 123 40 90
120,1.48,0.065,37.5,1.2,100.0,99.9,100.0,0.19368,0.21283,0.19368,0.21283,p 3 2 1,1
Analysis Pending,

NUDT7A-x1934,,,,Failed - unknown,None,None,None,None,None,None, None,None,None, ,,,,,,
NUDT7A-x1935,,,,Failed - unknown,None,None, None,None, None, None, None,None,None, ,,,,,,
NUDT7A-x1936,,,,Failed - unknown,None,None,None,None, None, None, None, None,None, ,,,,,,

NUDT7A-x1937,,,,success, P 3 2 1,124 124 41 90
120,2.93,0.027,50.4,7.1,99.9,96.7,100.0,0.14995,0.21423,0.14995,0.21423,p 3 2 1,1
Analysis Pending,

NUDT7A-x1938,,,,Failed - low resolution, P 3 2 1,123 123 40 90
120,3.97,0.091,17.3,2.7,99.9,97.7,100.0,,,,,,,

NUDT7A-x1939,,,,success, P 3 2 1,123 123 40 90
120,3.11,0.039,37.5,1.4,98.0,95.1,99.8,0.21751,0.30576,0.21751,0.3057¢6,P 3 2 1,1
Analysis Pending,

NUDT7A-x1961,,,,success, P 3 2 1,124 124 41 90
120,1.76,0.021,72.7,1.0,99.9,98.2,99.5,0.18915,0.21811,0.18915,0.21811,p 3 2 1,1
Analysis Pending,

NUDT7A-x1962,,,,success, P 3 2 1,124 124 41 90
120,1.71,0.029,63.3,1.1,99.8,94.9,100.0,0.19059,0.21748,0.19059,0.21748,p 3 2 1,1
Analysis Pending,

NUDT7A-x1963,,,,success, P 3 2 1,123 123 40 90
120,1.78,0.037,43.4,1.1,100.0,98.9,100.0,0.19228,0.22684,0.19228,0.22684,P 3 2 1,1
Analysis Pending,

90

90
In

90

90
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NUDT7A-x1964,,,,Failed - low resolution, P 3 2 1,123 123 40 90
120,3.74,0.049,29.8,16.6,99.8,96.8,100.0,,,,,,,

NUDT7A-x1965,,,,Failed - low resolution,C 1 2 1,215 125 41 90
90,4.13,0.357,5.3,2.0,99.8,94.9,100.0,,,,,,,

NUDT7A-x1966,,,,success, P 3 2 1,124 124 41 90
120,1.87,0.026,62.7,1.3,100.0,99.8,100.0,0.19144,0.21854,0.19144,0.21854,p 3 2 1,1
Analysis Pending,

NUDT7A-x1967,,,,success, P 3 2 1,124 124 41 90
120,1.99,0.022,61.8,1.2,99.7,98.9,100.0,0.19173,0.22096,0.19173,0.22096,P 3 2 1,1
Analysis Pending,

NUDT7A-x1968,,,,success, P 3 2 1,124 124 41 90
120,2.46,0.035,49.3,4.6,99.8,98.6,99.9,0.17144,0.21349,0.17144,0.21349,p 3 2 1,1
Analysis Pending,

NUDT7A-x6264,,,,Failed - unknown,None,None,None,None, None,None, None,None,None, ,,,,,,

NUDT7A-x6265,,,,success, P 3 2 1,125 125 41 90
120,2.11,0.061,31.2,1.3,99.9,97.1,100.0,,,,,,,

NUDT7A-x8001,C1l.C(NCC=1C=CN=CC1l)C2=CC=CS2,counterion,,success,P 3 2 1,124 124 40 90
120,2.04,0.046,131.4,5.8,100.0,99.7,100.0,,,,/,,,

NUDT7A-x8002,,,,Failed - unknown,None,None,None,None, None, None,None, None,None, ,,,,,,

NUDT7A-x8003,,,,success, P 3 2 1,124 124 40 90
120,2.06,0.069,82.3,2.0,100.0,99.9,99.8,,,,,,,

NUDT7A-x8004,,,,success, P 3 2 1,124 124 40 90
120,2.13,0.044,112.6,2.1,100.0,96.9,100.0,,,,,,,

NUDT7A-x8005,,,,Failed - unknown, P 3 2 1,124 124 40 90
120,2.18,0.066,80.5,2.0,100.0,99.4,100.0,,,,,,,

90

90

90

90

90

90

90

90
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SGC Dataset — PARP14A (csv format)

CrystalName, CompoundSMILES, CompoundCode,MountingResult,DataCollectionOutcome, DataProces
singSpaceGroup, DataProcessingUnitCell, DataProcessingResolutionHigh, DataProcessingRmerge
Low,DataProcessingIsigLow, DataProcessingIsigHigh, DataProcessingCompletenessOverall, Data
ProcessingCompletenessLow, DataProcessingCompletenessHigh, DimpleRcryst, DimpleRfree, Refin

ementRcryst, RefinementRfree, RefinementSpaceGroup, RefinementOutcome, Deposition PDB ID
,Cclccecc(cl)Cc2cnc(s2)NC(=0)C,FMOPLOO00486a, yrrrrrrrrrrrrrry

,Cclc(nc[nH]1)C[NH+]2CCc3cccec3C2, FMOPL000358a, Fail Melted,

,CC(C)Oclccc(ccl)c2cecsc (n2)N, FMOPLO00171a, ,, /44

,CC(C)clnnc (s1)NCC(C) (C)C,FMOPL0O00082a,,,/srrrr+s

,clcc (ccclNC (=0)N2CCOCC2) 0, FMOPLO00175a, ,,/,7 7/

,clccc(ccl)CNc2c[nH]c (=0) [nH]c2=0, FMOPL000470a,

,CCCclcc (=0)oc2clccc(c2)0C (=0)C, FMOPL00059%44a,

,Cclc (ccol)C(=0)N2CCc3c2cccec3, FMOPL0O004274a, ,
,CN(C)clccc(ccl)C(=0)Nc2cecncc?2, FMOPL000374a,
,CC(C) (C)NC (=0)clccc2c(cl)nns2, FMOPL000178a,
,clcc(ccclc2ec(c(s2)CH#N)N) F,XST00000578b, ,,,
,Cclccc(ccl)c2cc (on2)C#N, FMOPL000556a,,,,,,,
,CNC (=0) clnc (nol)c2cccs2, FMOPL0O00553a,,,,,,,
,clccc(ccl)OCC (=0)Nc2cececc (c2)F, FMOPL000433a,
,clcc(cceclC (=0)Nc2cecce (cc2)0)Cl, FMOPL000489%a,

,COC (=0)clc(ccsl)NC(=0)C2CC2, FMOPL0006374,,,

I4

~

14

’

I4

~

’

I4

’

,clcc(ocl)C(=0)N2CC[NH+] (CC2)CC (=0)N, FMOPL000038a,

,Cclccc(ccl) S (=0) (=O)N (C)CCC#N, FMOPL000571a,
,Cclnnc (sl)Nc2cccc (c2)F,FMOPL0O00635a,,,,/,//
,clcc (ccclNC (=0)Nc2ccc(cc2)F)F, FMOPL000662a,
,CC(=0)Nclnc(nsl)SC,FMOPL000460a, ,svrrrrrrrrs

,CC(C)clccc(ccl)C(=0)Nec2nncs2, FMOPL0O0O0O418a, ,

’

4

I4

I4

rrrir

’

I4

’

I4

,Cclccc (c(cl)O)NC2=CC (=0)CC(C2) (C)C,FMOPL000379a,

,CCOclccc (ccl)C(=0)Nc2cceecc2, FMOPL0O00050a, , ,
, COC (=0) C#Cclccc2cecececc2cel, FMOPL000062a, ,,, 4
,CCSclnnc (s1)NC(=0)0C, FMOPLO00224a, ,s,srr7r 1+
,CC(C) (C(=0)NNclccc2cceecc2el) O, FMOPL0O00590a,

,CCOclccc(ccl)C (=0)Nc2cc (on2)C, FMOPL000749a,

’

4

14

I4

’

~

rrrrrrrrrrrrororg

4

I4

I4

I4

rrr

rrrororur

rrrorr
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,clcc(c(cclCl)N)Nc2cc [nH+]cc2, FMOPL0O0063%a, ,,,/,//
,CC[C@H] (C)NC (=0)clccc(ccl)NC(=0)C,FMOPL0001204a,,
,C[NH+]1CCN(CC1l) c2ccc (cc2)C#N, FMOPL000230a, ,,/,/, /v
,COclccc(ccl)N2C[C@@H] (CC2=0)C (=0)N, FMOPL0001314a,
,CC(C)CNC (=0) clcc(ccclOC)Cl, FMOPLO00237a, rrrrrrvs
,clcc (ccclNC (=0)Nc2cncen2) Cl, FMOPLO00431a, ,, 77774

,COclccc (ccl)Nc2c3c([nH]cn3)ncn2, PKTTA033042b,,,,

’

’

’

,C[NH+]1CCC[C@Q@H]1CO, FMOPL000536a,Fail Unpickable,

,CC(C)C(=0)NICCN(CC1l)c2ccccce2N, FMOPL0O00611a, ,,,, .,

,CNclcceccclC(F) (F)F,FMOPL000136a,Fail Unpickable,,

,CCclccc (ccl)NC (=0)c2cncen2, FMOPLO00244a, , v 77 r0 00

I4

I4

I4

’

,clcc(scl)C[NH2+]Cc2ccncc2, FMOPL000139%a, Fail Melted,

’

’

’

’

’

’

I4

’

’

’

’

,C[CRH] (C(=0) [0-])Oclccc(ccl)c2cccecc?2, FMOPL000250a, Fail Melted,

,clccc(ccl)OCC (=0) N2CCNC (=0) C2, FMOPL000730a, Fail Unpickable,

,C[C@QH] (clccc (ccl)N2CCOCC2) [NH3+], FMOPL000390a,

, COC (=0) clccececlNC (=0)N2CCCC2, FMOPL000253a,,,,,
, CNC (=0)Nclnc2ccc (cc2s1)0C, FMO3D000631b, ,, 7/ /s
,clccc(ccl)CC2CCN (CC2)C (=0) CC#N, FMOPL0002564, ,,
,clccc(cecl)c2ne (on2)c3ccececc30, FMOPLO0O00O51a,,,, .,
,COC (=0)clccc(ccl)NC(=0)C(F) (F)F, FMOPL0O00149a,,

,clccc(ccl)CC[NH+]2CCC(CC2)0, FMOPL0O00030a,,,,,

~

,clccc(ccl)c2cecc(cc?2)NC(=0)N, FMOPL000257a,,,,,

~

,Cclc(=0)n(c(nnl)Nc2ccccc20C)N, FMOPL000049%a, ,,

~

,Cclc(nc2c(nl)c(nc(n2)N)OC(C)C)C,FMOPLO00147a,,

,CS (=0) (=0)N(CC (=0)N)ClCCCCCl, FMOPL000032a,,,,

~

, CCC (=0)NC (=S)N1CCCc2clcccec2, FMOPL0O0O148a, ,,,,

~

,CC(=0)Nclcc(cc(cl)C(=0)N)C(=0)N,FMOPL000034a,,
,clccc(ccl)N(CCC#N)CC, FMOPLO00540a, , s rrrrrrrrs
,clccc(c(cl)C(=0)N)Nc2ccc(cc2)Cl,FMOPLO00150a,,
,CC(C) (CO)NC (=0)Nclccc(ccl)Cl,FMOPLO00033a,,,,,
,clcc (ccclCCC(=0) [0-])c2ccec(cc2) 0, FMOPL0O00151a,

,Cclccc(ccl)CC(=0)Nc2nces2, FMOPL0O00037a, , 57707 s

I4

rr

rrrrrrrrrrrrir

rrrrrrrororo
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,CC1 ([CR@H] (SC(=S)N1C)NO)C,FMOPL000152a,,,/,/r/rs /s
,clccc(ccl)c2cesc?2, FMOPLO0OOLS3a, s rrrrvrrrrrvrrry
, C[NH+] (Cclcccecel)Cc2ccccc2, FMOPL000036a, ,, 7,40

,Cclccc (cclO)NC (=0) c2ccecc (c2) F, FMOPL0O007564a,,,,

,CC1([CQH]2CC[CRR]1([CRRH] (C2)0OC(=0)C[NH+] (C)C)C)C,FMOPLO00677a,, vrrrrrrrverrrrrs

, CS (=0) (=0)N1CC[NH+] (CC1l)Cc2ccco2, FMOPLO00340a, ;s rrrrrrrrrs

’

4

I4

I4

rrrorrororr

rrrrrrororr

rrrrrrrrrororo

,clcc(cc(cl)Cl)NC(=0)C(F) (F)F,FMOPLO00702a, ,srrrrrs

,CN(C)clccc (ccl)NCc2cceccc20, FMOPLO00682a, ,,7rrrrrry

,clccc(c(cl)C(=0)N)NC (=0)C[NH+]2CCCC2,FMOPL000365a,

,clcc(c(ncl)Cl)C(=0)Nc2nc[nH]n2, FMOPL000712a,,,,,,

,Cnlnc (nnl)NC(=0)c2ccc(cc2)F, FMOPL000673a,,,,,,
,CC(C)COclccc(ccl)C(=0)N2CCCC2, FMOPL000440a,,,,
,CclccccclOCC (=0) Nc2cceccec2, FMOPLO00380a, ,, 577/
,clcnccclCNC (=0) CC#N, FMOPLO00694a, , sy rrrrrrrivry
,Cclccc(ccl)Nc2c3cen[nH]c3ncn2, FMOPL0O0067%a,,,,,
,Cclc(ccol)C(=0)Nc2ccncec2, FMOPL0O00393a, , /777770
,clccc(cecl)C(=0)Nc2cce (cc?2)C(=0)N, FMOPL000381a,
,clcc(cnecl)C(=0)0Cc2ccc(cc2)Cl, FMOPL0O00726a,,,,
,CCC (=0)0Cclcc2cc (ccc2[nH]cl=0)C, FMOPLOOOGS81a, ,
,clcc (ccclNC (=S)N)OC (F) (F)F, FMOPL0O00276a,,,,,/,
,CC1 (CC(CC(N10O) (C)C)NC(=0)N(C)C)C,FMOPL0O00350a,

,CC(C) (C)CC (=0)Nclccc(cclF)F,FMOPL000718a,,,,,,

~

~

~

~

’

I4

’

I4

I4

’

,clccc (ccl)C[NH2+] [C@H]2CS (=0) (=0)C=C2, FMOPL000666a,

,COclccc(ccl)C(=0)C2CC[NH2+]CC2, FMOPL0O0O0277a,,,
,clccc(ccl)SCC[NH+]2CCOCC2, FMOPL000323a,,,s77r s
,CclccececlOCC (=0)Ne2nceen2, FMOPLO00757a, , 57000 s

,Cclcccc(cl)Nc2c3cnn (¢c3ncn2)C, PKTTA024495b,,,,,

’

’

,clccc(ccl)C(c2cccec?) [NH+]3CC(C3)0, FMOPL000279a,

’

,Cclccc(c([nH+]1)CCc2ccc(cc2)0C) [0-],FMOPL0O00378a,

,Cclccc (c(cl)O)NC (=0)c2ccececc2C, FMOPLO00755a,,,,,/

, COC (=0O)N1ICCN (CC1l)c2ccc(cc2)F,FMOPL0O00423a, 77777

I4

I4

,clcce(ccl)C(=0)N[CRH]2CS (=0) (=0)C=C2, FMOPL000671a,

~

rrrrr

rrrrrrororr

rrrrrrorororor

rrrorororor

rrrorrororr

rrrrrrororr
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,Cclcc(nc(nl)Nc2ccc(cc2)N)C,FMOPLO00278a, ,,rrrrrrvrrrrrrry

,clcc (ccclC[NH+]2CCOCC2)C(F) (F)F,FMOPLO00345a, ;s srrrrrrrvrrrres
,clccc(ccl)N2[CQRH]3CC[CRRH] (0O2)C=C3,FMOPL0O00700&, s srrrrrrrrrrrrrrs

, CCOC (=0) C[NH+]1CCS (=0) (=0)CC1,FMOPLO006GL4a, s rrrrrrrrrvrrrrrr

,clcnc (ncl)N2CCC (CC2)CO, FMOPLO00274a, y v v rrrrrrrrrrrrry

,COclccc (cclO)C[NH+]2CCCCCC2,FMOPLO00356a@, srrrrrrrrrrrrrrry

,CCclccccclNC (=0) c2c (nns2)C, FMOPLOOO736a, yrrrrrrrrrvrrrrry

, CCOC (=0) C1CCN (CC1l) c2ccc (cc2)N, FMOPLO00615a, y v rrrrrrvrrvrrry
,clccc(c(cl)CO)N2CCOCC2,XST00000280C, yrrrrrrrrvrrrrreys

,CC[CQH] (C#CC[NH+]1CCCCC1)OC (=0)C,FMOPLO0O337a, ysrrrrrrrrrrrrrrs

,Cclccc (ccl)N2CCN (CC2)C(=0)N, FMOPLO00723a@, yrrrvrrvrrrrrrery

,CCOC (=0) clcc2c([nH]1)ccs2,FMOPLO00613a, s rrrrrrrrrrrrrrys

, CCOC (=0) clccc (cclF)F,FMOPLO00273a, s vrrrrrvvrrrrrres

ICN(CCO) S (=0) (=0)clccc (CCI)NI FMOPLOOO328&, rrrrrrrrrrrrrrrory

,clcc (ccclIN2CCN (CC2)C (=O)N) F, FMOPLO00716a, ,srrrrrvrrvvrrrrry
,clcc(scl)C[NH2+]Cc2ccc(cc2)0,FMOPLO00619a, yyrrrrrrrrrrrrres

,COclcc (cc(clOC)OC)C(=0) [O-1,FMOPLO00275@, yrrrvrrrrrrrrrvry

, CC (=0)N1CCC (CC1) [NH2+]CCc2ccccc2, FMOPLO00369a, , v rrrvrvvrrrrrrrry

,C[CQQH] 1CCCCN1C (=0) c2cnccn2, FMOPLO00391a, s yrrrrvrrvrrrrvrrey

PARP14A-x0102,,,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.14,0.042,39.7,1.1,97.6,99.8,80.4,0.19515,0.22595,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0103,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.04,44.1,1.3,81.3,99,15.2,0.20411,0.22515,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0104,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.035,49.5,1.5,82.6,99.2,14.6,0.19497,0.22014,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0105,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.2,0.026,43.1,1.1,99.1,99.5,94.6,0.18803,0.21804,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0106,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.09,0.039,37,1,92.2,99.8,49.2,0.18636,0.21328,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0107,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90

90,1.05,0.052,34.7,1.8,85.4,99.7,17,0.17942,0.19797,None,None,P 21 21 21,1 - Analysis
Pending, None
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PARP14A-x0108,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.061,31.7,2.3,84.6,99.9,15.4,0.18224,0.20192,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0109,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.044,42.5,2.5,76.7,99.3,13.7,0.18331,0.20385,None,None, P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0110,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.043,54.2,2.9,84.9,99.5,16.5,0.18483,0.20332,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0111,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.034,49.3,1.8,84.8,99.5,16.7,0.17947,0.19903,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0112,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.055,38.3,2.3,84.1,99.5,14.5,0.17877,0.19816,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0113,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.053,36.4,1.9,84.6,99.7,15.1,0.17966,0.19729,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0114,, ,Mounted Clear, success,P 21 21 21,33 41 110 90 90
90,1.05,0.046,42.5,3,83.1,99.4,17.3,0.16962,0.1903,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0115,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.057,40.2,2.9,82.5,99.4,15.4,0.17922,0.19642,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0116,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.16,0.042,44.7,2,96,98.5,70.4,0.20347,0.22974,None,None, P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0117,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.032,46.9,0.9,84.4,99.8,15.4,0.17464,0.19658,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0118,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.044,36.3,1.2,82.5,99.5,14.9,0.18335,0.20266,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0119,, ,Mounted Clear, success,P 21 21 21,33 41 110 90 90
90,1.05,0.045,38.6,2,84,99.6,16.2,0.17233,0.195,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0120,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.027,62.3,1.1,84.4,99.6,15.4,0.17316,0.19722,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0121,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.037,54.4,3.2,82.3,99.4,14.9,0.18179,0.19958,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0122,, ,Mounted Clear, success,P 21 21 21,33 41 110 90 90
90,1.05,0.045,38.3,1.6,84.5,99.5,14.8,0.16671,0.18413,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0123,, ,Mounted Clear, success,P 21 21 21,33 41 110 90 90

90,1.05,0.034,52.8,1.4,83,99.5,14.7,0.18471,0.21065,None,None,P 21 21 21,1 - Analysis
Pending, None
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PARP14A-x0124,, ,Mounted Clear,success,P 21 21 21,33 41 110 90 90
90,1.05,0.025,63.9,1.5,79.9,99.5,11.1,0.18052,0.20939,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0125,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.05,35.7,1.2,83.8,99.7,14.6,0.18969,0.21291,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0126,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.074,27.7,1.6,84.3,99.8,15.3,0.19718,0.21838,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0127,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.19,0.025,56.4,1.2,99.1,99.9,94.9,0.1961,0.224,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0128,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.027,63.7,1.3,83.2,99.7,15.6,0.19487,0.21948,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0129,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.06,35.7,2.1,85.7,99.8,15.2,0.1929,0.21526,0.1929,0.21526,P 21 21 21,3 - 1In
Refinement, None

PARP14A-x0130,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.19,0.046,45.9,1.8,98.7,99.7,91.5,0.24125,0.26634,None,None, P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0131,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.098,20.2,1.8,84.2,99.8,15.2,0.20084,0.22332,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0132,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.064,29.7,1.6,84.4,99.8,16.1,0.19368,0.21511,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0133,, ,Mounted Clear,success,P 21 21 21,34 41 110 90 90
90,1.05,0.041,43.9,1.8,85.2,99.4,15.6,0.19302,0.21793,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0134,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.07,27.8,1.8,85,99.8,16.8,0.19557,0.21558,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0135,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.063,35.4,2.2,84.6,99.8,15.1,0.1987,0.22285,None,None, P 21 21 21,2 - PANDDA

model, None

PARP14A-x0136,, ,Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.05,0.07,27.9,2,82.6,99.7,14.7,0.19935,0.22259,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0137,COclcc (ccclN)N2CCOCC2, FMOPLO00065a, Mounted Clear, success, P 21 21 21,34 41
111 90 90 90,1.05,0.04,43.1,2.4,71.5,98.6,9.3,0.17842,0.2013,0.13672,0.16584,P 21 21
21,6 - Deposited, 5QHT

PARP14A-x0138,CC[NH+]1CCCCC1, FMOPL000001la,Mounted Clear,success,P 21 21 21,34 41 110 90
90 90,1.05,0.043,38.3,1.5,80.5,99.5,12.3,0.17078,0.19102,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0139,CC (=0)Nclnnc(sl)COC, FMOPL000154a,Mounted Clear, success,P 21 21 21,33 41

110 90 90 90,1.2,0.026,43.1,1.1,99.3,99.9,96.8,0.19001,0.22478,None,None,P 21 21 21,1 -
Analysis Pending, None
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PARP14A-x0140,CCNC (=0)Nclcc(onl)C,FMOPL000207a,Mounted Clear, success,P 21 21 21,33 41
108 90 90 90,1.05,0.029,47.6,0.9,83.8,99.9,14.8,0.17729,0.19431,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0141,CC(C) (C)OC (=0)NICC[NH+] (CC1l)CCO,FMOPL000067a,Mounted Clear, success, P 21
21 21,33 41 110 90 90 90,1.05,0.037,50.1,1,83.8,99.4,15.4,0.17602,0.20097,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0142,CN(C)clcc[nH+]ccl,XST00000847b,Mounted Clear, success,P 21 21 21,34 41 111
90 90 90,1.05,0.093,22.8,2.7,77.8,99.8,8.4,0.19304,0.21206,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0143,Cclc([nH]c2clcc(cc2)F)C,FMOPL0O00155a,Mounted Clear, success,P 21 21 21,33
41 110 90 90 90,1.05,0.028,53.4,1.4,83.9,99.7,14.4,0.167,0.18913,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0144,clcc (ccclNC (=0)C2CCC2)n3cnnn3, FMOPL000208a, Mounted Clear, success,P 21 21
21,33 41 110 90 90 90,1.31,0.024,43.1,1.1,99.5,99.7,99.3,0.18983,0.23631,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0145,clccc(c(cl)C[NH3+])N2CCC(CC2)CO,FMOPL000066a,Mounted Clear, success, P 21
21 21,34 41 111 90 90 90,1.1,0.044,33.1,1,89.3,99.5,41.4,0.19055,0.21508,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0146,COclccc(ccl)Cl, FMOPLO00002a,Mounted Clear,success,P 21 21 21,34 41 110 90
90 90,1.05,0.04,49.3,1.9,83.9,99.8,13.9,0.18023,0.20198,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0147,C[NH+] (C)Cclccc(ol)C(=0) [0-],FMOPL000156a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, 1 - Analysis
Pending, None

PARP14A-x0148,clccc(ccl)COc2cec(cc2)C(=0) NN, FMOPL000209%a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.049,40,2.1,80.9,99.4,12.9,0.18137,0.20321,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0149,clcc(ccclc2cen[nH]2)n3cenc3, FMOPL000068a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.057,33.5,1.7,81.8,99.6,13.2,0.18793,0.20991,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0150,C[NH2+]Cclcccc(cl)Cl,FMOPL000004a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.041,47.4,1.6,84.8,99.7,13.8,0.19387,0.21366,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0151,CsS (=0) (=0)NCCclcccccl, FMOPL0O00157a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.05,41.3,2.2,80.9,99.4,13.8,0.18441,0.20604,None,None,P 21 21 21,1 -
Analysis Pending,None

PARP14A-x0152,COC (=0)clccc(ccl)c2cec(cc2) N, FMOPLO00070a, Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.056,36,1.7,78.2,99.2,13.3,0.19029,0.21309,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0153,Cclcc(ccclF)0C, FMOPLO00005a, Mounted Clear, success, P 21 21 21,34 41 110 90
90 90,1.05,0.085,26.8,2.7,84.4,99.8,14.7,0.18684,0.20765,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0154,CC(=0)Nclcccc2clnon2, FMOPL000158a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.04,43.9,2,77.6,98.9,14.4,0.17841,0.19892,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0155,CCC(=0)Nclnc(csl)C,FMOPL0O00211a,Mounted Clear, success,P 21 21 21,33 41 110

90 90 90,1.05,0.038,52,1.5,85.4,99.3,15,0.17252,0.19585,0.18834,0.21447,Pp 21 21 21,1 -
Analysis Pending, None
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PARP14A-x0156,clccc2c(cl)ncn2c3ccc (cc3)CO, FMOPL00006%a,Mounted Clear, success, P 21 21
21,33 41 110 90 90 90,1.05,0.042,44.5,2,82.5,99.4,14.1,0.16556,0.1856,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0157,C1COCC [NH+] 1CCC#N, FMOPL0O00003a,Mounted Clear,success,P 21 21 21,34 41 110
90 90 90,1.16,0.032,41.9,1,96.6,99.5,77.5,0.1847,0.21242,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0158,CclccsclC[NH2+]C(C) (C)CO,FMOPL000159a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.05,0.046,41.1,1.7,83.8,99.5,16.3,0.18358,0.2046,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0159,CNC (=0)clccc(ccl) S (=0) (=0)N, FMOPL000212a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.036,43.3,1.3,82.7,99.4,15.7,0.18418,0.21036,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0160,clccc2c(cl)nc(o2)c3cc(ccc3F)N, FMOPL000071a,MMounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.057,42.4,3.2,81.7,99.6,13.6,0.18729,0.20526,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0161,CC(=0)NclccccclO, FMSOAO00341b,Mounted Clear,success,P 21 21 21,34 41 110
90 90 90,1.05,0.026,58.2,1.2,82.8,99.6,14.3,0.18165,0.2025,0.14273,0.16562,P 21 21 21,6
- Deposited, 5QHU

PARP14A-x0162,clcc(cncl)C[NH2+]C2CCCC2, FMOPL000160a,Mounted Clear, success,P 21 21 21,34
41 111 90 90 90,1.05,0.076,23.3,0.9,85,99.9,15.2,0.19474,0.21782,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0163,clcnc (ncl)NC2CCCCCC2, FMOPL000213a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.14,0.033,41.1,1,97.6,99.9,80.7,0.18452,0.20944,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0164,COC (=0)clccccclOcZ2ccc (cc2)N, FMOPL0O00072a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.088,22.1,1.6,82.4,99.7,13.9,0.19433,0.21799,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0165,COclccc(ccl)NC(=S)N,FMOPL0O00007a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.049,45.5,3.2,79,99.5,8.9,0.18384,0.20379,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0166,clcocclC[NH2+]C[C@H]2CCCO2, FMOPL000161a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.038,48,1.4,83.8,99.5,16.4,0.18974,0.21277,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0167,clcc(c(ccln2cc(nn2)CO)Cl)Cl,FMOPL000214a,Mounted Clear, success, P 21 21
21,33 41 110 90 90 90,1.05,0.042,45,2,81,99.7,14.6,0.16646,0.18667,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0168,clcnc(ncl)Oc2ccc(cc2)c3cc[nH]n3,FMOPL000074a,Mounted Clear, success, P 21
21 21,33 41 109 90 90 90,1.14,0.028,50.6,1.2,93.3,99.6,63.2,0.19266,0.22719,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0169,Cclnc(nol)c2cccec2, FMOPL0O00008a, Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.05,0.047,40,2.1,84.8,99.6,14.4,0.17483,0.19259,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0170,clcc(scl)CNc2cce (cc2)0,FMOPL000162a,Mounted Clear, success, P 21 21 21,34 41
110 90 90 90,1.1,0.022,60.4,1,91.6,98.9,50.6,0.17487,0.19886,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0171,CN(C)C(=0)Nclccc(ccl) S (=0) (=0)N, FMOPL000215a,Mounted Clear, success, P 21

21 21,33 41 110 90 90 90,1.06,0.036,46.5,0.9,86.4,99.5,24.6,0.1802,0.20268,None, None, P
21 21 21,1 - Analysis Pending,None
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PARP14A-x0172,COclccc(ccl) [CRH]2C=C (NC (=0)N2)C (=0) [0O-
], FMOPL0O00073a,Mounted Clear,Failed - 1low resolution,P 21 21 21,34 41 110 90 90
90,3.93,0.468,4.9,1.1,97.8,72.5,99.2,,,None,None,None,1 - Analysis Pending, None

PARP14A-x0173,CCOC (=0) C[NH+] 1CCCCC1, FMOPL000006a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.05,0.051,39.8,2.3,85.6,99.6,17.5,0.18319,0.20111,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0174,CC[CQ@H] (C)clccc(ccl) NS (=0) (=0)C,FMOPL000163a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.08,0.031,45.4,0.9,91.2,99.8,42.4,0.20345,0.22633,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0175,clcc(scl)c2[nH]ccn2, FMOCR0O00171b, Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.04,46.5,1.6,83.5,99.6,14.1,0.18965,0.21227,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0176,C[NH+]1CCN(CC1) S (=0) (=0)N(C)C,FMOPL000075a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.042,50.4,2,83.8,99.6,15.7,0.19907,0.22044,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0177,clccc(c(cl)C[NH3+])OC(F) (F)F, FMOPLO00009%a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.05,0.028,53.4,1.2,84.8,99.2,16,0.17057,0.19125,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0178,COC (=0)Nclccc (ccl)Br, FMOPL000216a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.13,0.042,35.9,1,94.1,99.8,60.8,0.18976,0.21514,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0179,COclcccc (cl) [CRH] (CC(=0) [0-]) [NH3+],FMOPL000012a,Mounted Clear, success, P
21 21 21,34 41 110 90 90 90,1.05,0.052,36.3,2,83.4,99.6,15.2,0.18225,0.20407,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0180,Cclccc(ccl)c2ccc([nH]2)C(=0) [0-],FMOPL000165a,Mounted Clear,success,P 21
21 21,33 41 110 90 90 90,1.05,0.036,54,0.9,83.2,99.8,15.4,0.18165,0.2087,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0181,clccc2c(cl)ccc(n2)C(=0)NO, FMOPL000217a,Mounted Clear,Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, 1 - Analysis
Pending, None

PARP14A-x0182,Cclccc(ccl)c2nc(on2) C[NH2+]C(C)C,FMOPL000293a,Mounted Clear, success,P 21
21 21,33 41 109 90 90 90,1.1,0.026,45.8,1,89.4,99.5,41,0.17892,0.20318,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0183,C[NH+]1CCN(CC1)C (=0)Nc2ccc(cc2)F,FMOPL000740a,Mounted Clear, success,P 21
21 21,33 41 110 90 90 90,1.05,0.038,50.5,1.5,83.9,99.8,15.1,0.16529,0.18429,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0184,CC (=0)Nclnnc(sl)SCC(=0) [0-],FMOPL000618a,Mounted Clear, success,P 21 21
21,34 41 110 90 90
90,1.18,0.04,51.8,1.3,98.3,99.7,84.1,0.20086,0.22411,0.21389,0.23698,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0185,COC (=0)clccnccl, FMOPL000272a,Mounted Clear, Failed -
unknown, None, None, None, None, None, None, None, None, None, , ,None, None, None, 1 - Analysis
Pending, None

PARP14A-x0186,clcc (ccclC(=0)N2CCSCC2)Cl, FMOPL000284a,Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.13,0.027,50,1,97.1,99.6,75.1,0.17439,0.19488,None,None, P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0187,CN(C)C(=0)0CCnlccncl, FMOPL000698a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.05,0.05,37.1,1.9,82.7,99.6,15.5,0.1692,0.19,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0188,clcc (ccclCN2CCC (=0)N2)Cl,FMOPL000617a,Mounted Clear, success,P 21 21 21,33
41 110 90 90 90,1.05,0.032,55.2,2,84.2,99.8,14.4,0.16804,0.18979,0.15805,0.17412,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0189,CCOC(=0)clc[nH]ncl, FMOPL000271a,Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.05,0.036,47.4,1.2,82.4,99.6,13.8,0.17799,0.19949,0.16197,0.1808,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0190,clccc(c(cl)N)Nc2[nH]c3cccece3n2, FMOPLO00295a, Mounted Clear, success,P 21 21
21,33 41 110 90 90 90,1.05,0.034,47.1,1,85.5,99.5,16.3,0.17431,0.19714,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0191,clcc(ccclCC(=0)Nc2ccc(cc2)F)F,FMOPL000746a,Mounted Clear, success,P 21 21
21,33 41 110 90 90 90,1.05,0.036,44.4,1.4,84.5,99.7,14.7,0.16854,0.19061,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0192,CCNC (=0)Oclccc (ccl)c2csnn2, FMOPL000621a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.09,0.03,51.5,2.6,87.2,99,43.6,0.17389,0.19739,None,None,P 21 21
21,2 - PANDDA model,None

PARP14A-x0193,CCOC (=0)clc(nc(sl)C)C(F) (F)F,FMSOA000791b,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.18,0.037,41.6,2.7,97.8,99.7,87.8,0.18158,0.20774,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-

x0194,CC(C)COclccc(ccl) [CRRH] 2C (=0) NC (=0) N2, FMOPL000301a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.072,28.2,6,83.1,99.3,13.8,0.1838,0.20521,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0195,CC(C)CNC(=0)clccc2cceccec2el, FMOPL0O00732a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.1,0.031,55.1,1.3,92,98.9,48.6,0.19122,0.21456,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0196,clccc(ccl)c2cccec2NNC (=S) N, FMOPL000624a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.033,53.9,2.6,91.9,99,58.1,0.20324,0.22552,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0197,C[NH+]1CCN(CC1l)c2nc3cccce3s2, FMOPL000478a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.15,0.025,63.9,1.8,92.8,98.5,60,0.18961,0.22023,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0198,CC(=0)NCCclc[nH]c2clcc(cc2)F, FMOPL000287a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.1,0.045,39.4,2.6,95,99.6,70.7,0.18806,0.2102,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0199,clc(cncclBr)C(=0)ON, FMOPL000692a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.13,0.029,58.6,2.6,97.2,99.4,84,0.19777,0.22162,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0200,CC(C) (C)clccc(ccl)NNC (=S)N, FMOPL000620a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.14,0.031,55.7,2.6,98,99.6,88.8,0.19204,0.21805,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0201,C[NH+] (C)CCN1C (=0)c2ccccc2Cl=0,FMOPL000477a,Mounted Clear,success,P 2 2

2,34 41 110 90 90 90,1.13,0.028,60.2,1.5,96.3,99.4,68.9,0.19099,0.2168,None,None, P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0202,clcnccclCCNC (=0) NC2CCCCC2, FMOPL000299%a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.051,41.6,2.4,85.1,99.2,14.7,0.19557,0.21073,0.14205,0.16306,P 21 21
21,6 - Deposited, 5QHV

PARP14A-x0203,clcc(ocl)C(=0)0Cc2ccc(cc2)Cl,FMOPL000714a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.14,0.03,52.6,1.7,95.3,99.3,64.3,0.20514,0.22789,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0204,COC (=0) [CRRH]1C[CRH] (CN1C (=0) c2ccco2)0,FMOPL000622a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.059,37.4,3.2,85.3,99.2,15.2,0.20182,0.22057,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0205,CC(C) (C)NC(=0)Cnlccc (nl)C(F) (F)F, FMOPL000482a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.051,42.8,2.8,81.8,98.9,14.5,0.19588,0.21692,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0206,Cclcc (=0)oc2clcecc (c2C[NH+] (C)C)0O, FMOPL000294a,Mounted Clear, success,P 21
21 21,34 41 110 90 90
90,1.17,0.025,51.9,1.1,98.4,99.7,88.9,0.19881,0.2258,0.19972,0.22519,P 21 21 21,3 - In
Refinement, None

PARP14A-x0207,Cclcc (nol)NC(=0)CCC2CCCCC2, FMOPL000741a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.13,0.028,55.5,1.4,95,99.2,63.1,0.19077,0.21832,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-

%0208, COC (=0) [CRRH]1C[CREH] (CN1C (=0) c2ccco2) 0, FMOPL000622a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 %90,1.11,0.03,50.6,2.6,89.2,99.3,53.9,0.1931,0.21717,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0209,C[CR]1(C(=0)NC(=0)N1)CCc2ccc(cc2)0C,FMOPL000497a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.11,0.032,54.1,2.5,94.2,99.5,67.3,0.18761,0.21189,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0210,clcc (ocl)CNC (=0)NC2CCCCC2, FMOPL0O00286a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.059,36.4,2.1,81.4,99.4,13.9,0.20311,0.22469,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0211,COclccc (ccl)CC(=0)Nc2nncs2, FMOPL000738a,Mounted Clear, success, P 21 21
21,33 41 110 90 90 90,1.35,0.027,47.6,1.1,99.5,99,99,0.19455,0.23368,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0212,CC(=0)NCclcc (nol)c2ccc(cc2)0C, FMOPL000625a, Mounted Clear, success,P 21 21
21,33 41 110 90 90 90,1.14,0.034,43.1,2.7,96.1,99.5,76.5,0.17046,0.19165,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0213,CC(C)C(=0)Nclnnc (sl)COC, FMOPL000282a,Mounted Clear,success,P 21 21 21,33
41 110 90 90 90,1.46,0.027,44.2,1.1,99.4,99.6,98.9,0.21675,0.28125,None,None,P 21 21
21,1 - Analysis Pending, None

PARP14A-x0214,clc(nnsl)C(=0)NO, SDOOA000892b,Mounted Clear,success,P 21 21 21,34 41 110
90 90 90,1.11,0.03,56.8,2.5,93.6,99.6,64.9,0.19373,0.2202,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0215,CC(C)CC(=0)Nclccc(ccl)C(=0)NN, FMOPL000483a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.48,0.032,47.6,2,99.8,99,97.9,0.1856,0.22637,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0216,clccc2c(cl)c(c[nH]2)C[NH+]3CCCCCC3,FMOPL000291a,Mounted Clear, success,P 2

2 2,34 41 110 90 90 90,1.2,0.029,53.5,1.6,97,99,84.2,0.19789,0.22455,None,None, P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0217,clcc (ccclINC (=0)C[NH+]2CCCC2)F,FMOPL000715a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.09,0.028,58.2,1.3,90.3,99.1,43.2,0.19058,0.21674,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0218,C#Cclccc(ccl)OCc2ccccc2, FMOOAO00390b, Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.1,0.024,60.6,1.2,93.3,99.1,54.3,0.18836,0.21379,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0219,CC(C) [NH2+]Cclccc (ccl)N(C)C,FMOPL000463a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.11,0.03,52.8,1.3,95.4,99.3,64.1,0.1929,0.21646,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0220,Cclcccc(cl) C(=0)N2CCC(CC2)C(=0)N, FMOPL000307a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.13,0.027,61.8,2.7,94.4,99,70.5,0.17924,0.20531,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0221,CCC(=0)Nclccc(ccl)N2CCC (CC2)C,FMOPL000748a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.18,0.031,50.3,1.5,97.5,99.3,81.9,0.18827,0.21728,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0222,clccn(cl)CCNC (=0)C(F) (F)Cl,FMOPL000616a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.18,0.03,52.1,1.6,98.5,98.5,92.7,0.18089,0.20619,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0223,clcc(ocl)C(=0)N[CR@H]2CCCCNC2=0, FMOPL000472a,Mounted Clear, success,P 2 2
2,34 41 111 90 90 90,1.14,0.025,61.4,1.6,95,99,61.9,0.2016,0.22923,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0224,CNC (=0) [CRRH]1CC (=0)N(Cl)c2ccc(cc2)0C, FMOPL000304a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.12,0.035,45.9,2.4,93.3,99.6,64.6,0.19682,0.22411,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0225,C[CRQ@H] (C[NH2+]Cclccc2c (cl)0C02)0, FMOPL0O00709a, Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.11,0.031,50.8,1.2,95.3,99.4,63,0.18672,0.2136,None,None,P 21 21
21,2 - PANDDA model,None

PARP14A-x0226,CC (=0)NCCclcccc2clcc (cc2)0C,BDOOAOL11525¢c, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.16,0.03,52.3,1.3,97.9,99.2,85.9,0.18877,0.21288,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0227,clccc(ccl)C[NH+]2CCC(CC2)n3ccec3, FMOPL000492a, Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.2,0.03,48.9,1.8,99.6,99.2,95.7,0.18146,0.21031,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-
x0228,CCL ([C@H]2CC=C([CQR@H]1C2)C[NH+]3CCC[CRRH]3CO)C,FMOPL000351a,Mounted Clear, success
, P 2 2 2,34 41 110 90 90

90,1.05,0.043,48.1,2.8,81.4,98.7,13.7,0.18776,0.20872,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-

x0229,C[CQH]1CC[CR@H] (C1) [NH+]2CCN(CC2)c3cccce3, FMOPL000376a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.057,36.9,3,76.4,98.7,13,0.17993,0.20108,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0230,clcc (ccclC[NH+]2CC[CQRH] (C2)0)C1l,FMOPL000314a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.049,39.3,2,83.5,99.4,15.2,0.18987,0.21149,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0231,CclccsclC[NH+]2CCC[CREH] 2CO, FMOPL000320a,Mounted Clear, success, P 21 21

21,34 41 110 90 %90 90,1.14,0.036,46.1,2.5,97.4,99.9,83.2,0.19012,0.2169,None,None,P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0232,C[CQR@H] 1CCCC[NH+]1Cc2ccc(cc2)C(=0)0C, FMOPL000375a,Mounted Clear, success, P
222,34 41 110 90 90 90,1.1,0.024,65.3,1.2,93.5,99.2,53.4,0.18206,0.2075,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0233,Cclcc(c(cclOC)C)C[NH+]2CC[CQRH] (C2) 0, FMOPL000359%a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.14,0.029,51.7,2.6,96.8,99.8,79.9,0.17692,0.20348,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0234,clccc2c (cl) CC[NH+] (C2)Cc3ccecce30, FMOPL000367a, Mounted Clear, success,P 2 2
2,33 41 110 90 90 90,1.38,0.018,76.5,2,99.7,99.1,96.9,0.1699,0.20862,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0235,CCCILCCC(CC1) [NH+]2CCOCC2, FMOPL000315a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.05,40.4,2.3,85.7,99.5,15.1,0.18416,0.20559,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0236,CCC1CCC(CC1) [NH2+]C[CR@H]2CCCO2, FMOPL000326a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.13,0.034,49.1,2.8,94.5,99.6,67.4,0.18263,0.20757,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0237,CC (=0)NICC[NH+] (CC1l)CCCc2ccccc2, FMOPL000370a,Mounted Clear,Failed -
centring failed,,,,srrrrrrrrs  #NAME?,

PARP14A-x0238,Cclc (n2cccecc2nl) C(=0)NCC(C)C, FMOPL000347a,Mounted Clear, success,P 2 2
2,34 41 111 90 90 90,1.12,0.023,67.5,2.1,90.9,99.2,44.1,0.18144,0.20933,0.13829,0.1696,P
21 21 21,6 - Deposited, 5QHW

PARP14A-x0239,COC (=0) C1ICC[NH+] (CC1l)CC(=0)N, FMOPL000077a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.13,0.023,63.6,1.6,92.2,98.9,52.8,0.1786,0.20437,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0240,CI1CCN (CC1)C (=0)N2CCCCC2, FMOPL000010a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.09,0.025,57.8,1.3,83.2,98.7,31.5,0.1762,0.19853,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0241,clcc(ccclC[NH2+]C[CRH]2CCCO2)F,FMOPL000166a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.031,56.5,2.5,84.8,99.7,32.2,0.17789,0.20065,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0242,CCOC (=0) C1ICCN (CC1) c2cncen2, FMOPL000218a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.17,0.029,49.8,2.5,99.1,99.9,94.2,0.18861,0.21422,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0243,clccnc (cl)NS (=0) (=0) c2ccc(cc2)N, FMOPL000078a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.13,0.033,48.6,2.5,95.5,99.8,73.2,0.19601,0.2221,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0244,clccc(c(cl)C(=0) [0-])OC(F) (F)F, FMOPL000013a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0245,C1CCCC(CC1)NC(=0) [CRH]2CCCO2, FMOPL000167a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.12,0.022,59.7,0.9,95.9,99.9,69.2,0.20102,0.22963,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0246,clccc2c(cl)ncn2Cc3ccc (cc3)C#N, FMOPL000219%a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.036,58.6,3.2,70.8,98.2,6.9,0.19694,0.22333,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0247,CCOclccc2c(cl)sc(n2)C,FMOPL000079%9a,Mounted Clear, success,P 2 2 2,34 41 110

90 90 90,1.1,0.027,63,1.5,86.4,99,38.8,0.19168,0.21828,None,None,P 21 21 21,1 - Analysis
Pending, None
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PARP14A-x0248,COclcc(cc(cl0C)0C)C[NH3+],FMOPL000011a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.068,31,6.8,74.6,98.8,9.5,0.20211,0.22591,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0249,CICCC(CC1)NC(=0)NC[CRH]2CCCO2,FMOPL000168a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.06,0.033,56.1,1.6,83.2,98.6,19.7,0.20512,0.22518,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0250,Cnlc(cc(nl)c2ccecs2)N,XST00000599¢c, Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.22,0.023,55.5,1.9,99.4,98.5,96.3,0.19553,0.22984,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0251,clccc(ccl)COc2cecccc2N, FMOPL000014a,Mounted Clear, success, P 21 21 21,34 41
110 90 90 90,1.18,0.029,55.4,2.4,99.6,99.9,97.6,0.19069,0.21822,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0252,COclccc (ccl) [CRQRH] (c2cccec2) [NH3+],FMOPL000169a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.27,0.018,67.3,2,99.5,98.9,94.9,0.1855,0.22356,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0253,COCclnnc (s1)N,FMOPL000544a,Mounted Clear,success,P 2 2 2,34 41 110 90 90
90,1.05,0.031,58.9,2.3,79.4,99.1,11.5,0.18637,0.21136,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0254,CCclccccclNNC (=S)N, FMOPL000081a,Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.09,0.036,49.1,2.6,88.1,98.8,43.2,0.19933,0.22359,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0255,clccc(ccl) c2cec(cec2)CC(=0) [0-], FMOPL0O00015a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.047,42.3,2.4,84.3,99.4,14.7,0.19345,0.21418,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0256,CCOC (=0)Nclnc2ccc (cc2s1)C, FMOPL0O00170a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.09,0.031,54.2,1.3,92.9,99.3,48.9,0.19977,0.22402,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0257,clcnc([nH]1)c2[nH]ccn2, FMOPL000545a, Mounted Clear, success, P 21 21 21,34 41
110 90 90 90,1.11,0.033,49,2.7,93,98.7,62.3,0.20603,0.22861,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0258,clcc(scl)c2ccc(cc2)C[NH3+],FMOPL000080a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.04,45.1,2.6,90.7,99.2,50.7,0.19916,0.22072,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0259,clccc(ccl)C[NH2+]Cc2ccc (cc2)F,FMOPL000016a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.043,49.8,1.5,76.1,98.6,12.6,0.19954,0.22438,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0260,C[CRQRH] ([CR@H] (clccccecl)O) [NH2+]C, FMOPL000548a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.13,0.026,61.2,1.3,95.5,99.1,66.2,0.19124,0.21956,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0261,CNC (=0)NCclc(cccclCl)F,FMOPL000084a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 9%0,1.16,0.03,50.7,1.7,97.2,99.1,73.7,0.20319,0.23049,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0262,C[NH2+]Cclccnccl, FMOPLO00017a,Mounted Clear,Failed -
unknownl!lIIIIIIIIIIII#NAME?I

PARP14A-x0263,clcc(cc(cl)F)NC (=0)c2cncen?2, FMOPL000172a,Mounted Clear, success,P 2 2 2,34

41 110 90 90 90,1.15,0.026,59.2,1.4,98.2,99.4,82.2,0.20417,0.22953,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0264,clccc2c(cl) [nH]c (n2) NC#N, FMOPL000546a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.047,40.8,2,84,99.4,14.8,0.19309,0.21606,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0265,clcn[nH]clc2cc (cc(c20)F)F,FMOPL000085a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.029,48.9,2.4,97.1,99.6,85.2,0.19293,0.21877,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0266,Cclcc(C)nc(Nc2ccc (cc2)N)nl, FMOPL000278a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.11,0.026,57.6,1.2,95.6,99.2,63.8,0.179,0.2037,0.14173,0.17052,Pp 21 21
21,6 - Deposited, 5QHX

PARP14A-x0267,CC(C) [NH+]1CCN (CC1)C(=0)c2cccs2, FMOPL000173a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.09,0.031,58.6,1.2,91.8,99.4,45.7,0.20266,0.22855,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0268,C[NH+] (C)CC#Cclccccel, FMOPL0O00549a, Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.13,0.024,60.1,2.5,97.5,99.6,85.7,0.19057,0.21465,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0269,CCclnc (nol)c2ccec(cc2)Cl, FMOPL0O00083a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.047,46.9,1.8,84.4,99.4,14.9,0.19748,0.21988,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0270,CN(clccc(cnl)C(F) (F)F)N, FMSOA000815b,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.044,47.6,2,83.8,99.3,13.8,0.19486,0.21615,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0271,Cclccc (cclC)C(=0)Nc2nc[nH]n2, FMOPL000174a,Mounted Clear,Failed -
unknownlIIIIIIII’I’I’I#NAME?I

PARP14A-x0272,Cclccc (ol)c2cccec2N, FMOPL000550a, Mounted Clear, Failed -
unknownl!lIIIIIIIIIIII#NAME?I

PARP14A-x0273,Cclccc(ol)c2ccece (c2) N, FMOPL0O00020a, Mounted Clear, Failed - no
diffraction,P 2 2 2,34 41 110 90 90 90,9.56,0,0,0,93.1,0,72.2,,,,,,,

PARP14A-x0274,clc(c(=0) [nH]c (=0) [nH]1)N2CCOCC2, FMOPL000552a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.16,0.027,50.6,1.1,95.8,99.9,76.5,0.20945,0.23298,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0275,COclccc (ccl)C(=0)NCC (=0)N, FMOPL000090a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.26,0.024,54.5,1.7,99,99.2,93.9,0.21052,0.24306,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0276,CS (=0) (=0)Nclccc(ccl)C[NH3+],FMOPL000019%a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.06,34,3,83.1,99.3,14.7,0.19907,0.22096,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0277,clccc(ccl)C2CC[NH+] (CC2)CC(=0) [0-],FMOPL000176a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.1,0.032,50.2,1.3,89.6,99.3,41,0.20074,0.22377,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0278,clcc (ccclc2cnenc2N) Cl, FMOPLO00557a, Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.05,0.068,31.2,2.5,75.8,99.1,12.9,0.20926,0.23327,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0279,COC (=0)clc(cc(sl)c2ccecs2) N, FMOPL0O00088a,Mounted Clear, success,P 2 2 2,34

41 110 90 %90 90,1.05,0.051,39.5,2.8,75.6,99,13,0.19153,0.21551,None,None, P 21 21 21,1 -
Analysis Pending, None
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PARP14A-x0280,clcc(cc(cl)OC(C(F)F) (F)F)N,FMOPL000021a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.029,53.5,2.5,87.3,99.1,41.2,0.1966,0.21962,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0281,C[C@H]1CCCC[NH+]1Cc2ccccc2C#N, FMOPL000177a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0282,COclccc(c(cl)0)c2cc[nH]n2, FMOPL000554a,MMounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.09,0.033,53.5,2.5,87.9,99.3,45.9,0.20552,0.22945,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0283,CNC (=0) clccccclNC (=0) c2ccco2, FMOPL0O00751a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.052,37,2.5,88.6,99.4,44.7,0.2093,0.23198,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0284,CC (=0)Nclccc(ccl)C(=0)Nn2cnnc2, FMOPL000443a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.26,0.024,60.9,2,95,97.8,85.6,0.1905,0.21989,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0285,clcc(cncl)CNc2cec (cc2C(=0) [0-])N, FMOPL000298a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.1,0.039,47.9,2.6,90.6,99.5,52.8,0.19197,0.21674,None,None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0286,Cclc (cccclCl)NC(=0) [CRRH]2CCCO2, FMOPL000722a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.12,0.023,68.1,2.7,91,98.8,56,0.20216,0.2273,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0287,C[CQRH]1CCCCNIC (=0) N2CCOCC2, FMOPL000392a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.058,37.7,3,84.4,99.2,14.3,0.20104,0.21891,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0288,clccc(ccl)CC(=0)N2CCc3c2ccecc3, FMOPL000491a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.13,0.035,47.4,2.7,96.7,99,80.1,0.20034,0.22355,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0289,CICCN(CC1)c2c (non2)N,FMOPL000280a,Mounted Clear,success,P 21 21 21,34 41
111 90 %0 90,1.13,0.029,57.3,2.5,97.1,99.4,82.7,0.18941,0.21784,0.19499,0.2183,P 21 21
21,3 - In Refinement,None

PARP14A-x0290,CC[CQ@RH] (C)NC (=0)clcc (onl)c2cccecc2, FMOPL000750a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.1,0.031,56.3,1.1,92.6,99.2,50.5,0.20324,0.22834,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0291,CC(C)clccc(ccl)NC (=0)N2CCOCC2, FMOPL000442a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.13,0.03,55.3,2.6,96.9,99.4,80.8,0.20206,0.22736,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0292,clcc (ccclC[NH2+]C2CCCCC2) O, FMOPL000467a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.13,0.031,51.7,1.4,97.2,99.3,73.9,0.19346,0.21809,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0293,CC[CRH] (C)clccc(c(cl)O)NC(=0)C,FMOPL000285a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.039,46,2.5,92.5,99.4,59.3,0.18851,0.2124,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0294,clcc (ccclNC (=0)CC#N)OC (F) (F) F, FMOPL000725a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.08,0.029,58.2,2.7,85.4,98,34.8,0.18573,0.2087,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0295,Cclc(c(n[nH]1)C)CCOc2ccc(cc2)F,FMOPL000488a,Mounted Clear, success,P 2 2

2,34 41 110 90 90 90,1.07,0.032,49,1.4,79.7,98.4,24.1,0.18996,0.21528,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0296,Cclccc(c(cl)C)OCC (=0)N2CCOCC2, FMOPL000306a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.09,0.025,68.9,1.2,91.8,99.2,45.3,0.19198,0.21857,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0297,clcc (ccclC(=0)N)NC(=0)c2cncen2, FMOPLO00758a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.038,52.9,2.1,71.7,98,8.8,0.1911,0.21872,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0298,CCnlccc(nl)C[NH2+]C, FMOPL000384a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.1,0.026,60.6,2.6,89.6,99.1,47.5,0.20012,0.22767,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0299,Cclccc (0l)C[NH+] (C)Cc2ccccec2, FMOPL000479a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.11,0.046,37.5,2.6,95.4,99.5,72.9,0.19099,0.21513,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0300,CCOC (=0)clc(nc(sl)N(C)C(=0)C)C,FMOPL000288a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.046,42.9,1.7,78.3,99.1,12.5,0.20189,0.22687,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0301,clccc(ccl)Nc2nne3n2nc (cc3)Cl, FMOPLO00745a, Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.15,0.023,63.7,2.7,98,99.8,86.7,0.17996,0.20437,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0302,clcc2c (cclC (=0)N3CCCCCC3)0C02, FMOPL000435a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.042,45.3,2.5,91.7,99.6,57.3,0.19327,0.21788,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0303,COclccc (ccl)C(=0)Nc2ccecce2F, FMOPL000496a,Mounted Clear, Failed -
unknownlIIIIIIII’I’I’I#NAME?I

PARP14A-x0304,Cnlnc (nnl)NC(=0)c2ccc(cc2)Cl, FMOPL000290a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.17,0.024,60.1,1.5,99.1,99.3,91.4,0.18702,0.2139,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0305,CC (=0)Nclccc (ccl) C#N, FMSOA000445b, Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0306,Cnlc (c(cnl)NC(=0)c2ccccc2)C(=0)N, FMOPL000456a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.08,0.033,51.4,1.3,88,99.2,36.5,0.19563,0.21966,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0307,CI1CCC(CC1)C (=0)N2CCC(CC2)C(=0)N,FMOPL000480a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.19,0.02,72.4,2,98.8,99,91.1,0.1839,0.21061,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0308,Cnlnc (nnl)NC (=0)c2cc3ccccc302, FMOPL000309a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.15,0.022,73.2,1.6,96.4,98.9,75.7,0.20439,0.23266,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0309,clcc(cncl)C[NH2+]C[CRQ@H]2CCC=CC2, FMOPL000760a,Mounted Clear, success,P 2 2
2,34 41 111 90 90 90,1.05,0.041,48.5,2,83.6,99.4,14.4,0.19452,0.21583,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-
x0310,CC(C)COclccc(ccl) [CRRH]2C (=0) NC (=0) N2, FMOPL000441a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.14,0.046,31.6,0.9,96.5,99.8,76.7,0.21389,0.24416,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0311,C[C@H] (clcccecl)NC (=0)COC, FMOPL000465a, Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.13,0.026,60.4,2.6,97.5,99.6,85.7,0.19388,0.21847,None, None, P 21
21 21,1 - Analysis Pending, None
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PARP14A-x0312,CCclccc(ccl)C(=0)Nc2nnn (n2)CC, FMOPL000303a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.1,0.029,60.1,1.4,90.3,98.9,42.5,0.21069,0.23622,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0313,CNC (=0)OCclnccnlC, FMOPL000759a,Mounted Clear, success,P 2 2 2,34 41 110 90
90 90,1.09,0.03,59.9,1.4,90.6,98.9,44.5,0.20289,0.22961,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0314,COclccc (ccl)CNC (=0) CC#N, FMOPL000389a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.17,0.023,58.8,1.8,97.1,98.9,80.7,0.19646,0.22166,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0315,COCC (=0)Nclccc (ccl)O,FMOPL000462a,Mounted Clear,success,P 2 2 2,34 41 111
90 90 90,1.17,0.032,50.9,1.4,99,99.5,88.2,0.19885,0.22708,0.15175,0.18634,P 21 21 21,6
- Deposited, 5QHY

PARP14A-x0316,CCOclccc(ccl)C(=0)Nc2nnn (n2)C, FMOPL000302a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.037,48.7,2.7,85.9,98.8,43.5,0.20949,0.23448,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0317,clccc(c(cl)C(=0)N)Nc2ccce(c2)Cl,FMOPL000761a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.14,0.023,64,1.5,94,99.2,58.2,0.20119,0.2269,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0318,Cclcc (nol)NC(=0)CSc2ccccec2, FMOPL000428a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.05,0.059,37.4,4.1,84.3,99.4,14.6,0.19358,0.21424,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0319,Cclccc(ccl)OCC (=0) Nc2cce (on2)C, FMOPL000498a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.22,0.029,53.5,2,99.8,99.3,98.7,0.20187,0.23146,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0320,clcc (ocl)C(=0)Nc2ccec3c(c2) [nH]c (=0) [nH] 3, FMOPL000310a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.12,0.03,53.5,2.5,96.2,99.4,77.4,0.20779,0.23213,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0321,Cclcccc(cl)C(=0)Nc2ccc (cc20)C, FMOPL000499a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.045,47.1,1.9,75.6,99.2,12.1,0.20995,0.2359,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0322,Cclccc(ccl) C[NH2+]Cc2ccncc2, FMOPL000289%a,Mounted Clear, success,P 2 2 2,34
41 110 %90 90 90,1.09,0.024,70.1,1.1,90.9,99.2,43.2,0.19845,0.22098,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0323,COC (=0)clccc (ol) C[NH+]2CCCC2, FMOPL000562a,Mounted Clear, success,P 2 2
2,34 41 111 90 90 90,1.14,0.038,45.8,1.7,95,99.1,61.3,0.19397,0.22255,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0324,C1CCC(CC1)NC (=0)CC#N, FMOPL000385a,Mounted Clear,success,P 2 2 2,34 41 111
90 90 90,1.15,0.027,60.7,1.4,97.1,99.2,75.4,0.19264,0.21674,0.14129,0.17403,P 21 21 21,6
- Deposited, 5QHZ

PARP14A-x0325,clcc (ocl)CNC (=0)NCc2ccco2, FMOPL000471a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.042,37.7,2.3,94.5,99.7,63.4,0.20603,0.22934,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0326,clcc (ccclC[NH+]2CCC(CC2)C(=0)N)F, FMOPL000346a,Mounted Clear, success,P 2 2

2,34 41 110 90 90 90,1.11,0.02,75.2,1.3,93,99,56.8,0.19833,0.22273,None, None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0327,clc(nc[nH]1)CC[NH2+]C2CCCCCC2,FMOPL000322a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.25,0.022,53.7,2,99.6,99.3,94.7,0.19081,0.21953,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0328,clcc(cc(cl)O)C[NH+]2CCSCC2, FMOPL000313a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0329,CC(C)clccc(ccl)C[NH+]2CCC(CC2)0,FMOPL000348a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.68,0.076,25,8.2,100,99.9,100,0.23008,0.28536,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0330,CCOclccc(ccl) C[NH+]2CCSCC2, FMOPL000336a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.09,0.037,49.9,1.3,89.7,99.4,41.7,0.21896,0.24808,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0331,C[NH+] (C)CC(=0)clccc(ccl)c2ccecc2, FMOPL0O00377a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.13,0.031,50.5,2.7,95.6,99.1,85.3,0.1884,0.21041,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-
x0332,Cclccc(ccl)C(=0)N[CR@H]2C[C@H]3CC[CRRH]2C3,FMOPL000360a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.076,28,3.6,81.3,98.8,14.2,0.20989,0.2322,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0333,Cclc (nonl)NC (=0) N2CCCCC2, FMOPL000330a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.058,38.1,3.9,83.6,99.4,13.6,0.19719,0.21607,0.22661,0.23522,P 21 21
21,3 - In Refinement,None

PARP14A-x0334,CCCnlc2cccecc2nclNC (=0) CC, FMOPL000352a, Mounted Clear, success, P 21 21 21,34
41 111 90 90 90,1.05,0.048,49.3,2.9,85.2,99.6,15.3,0.19685,0.21926,0.13653,0.15657,P 21
21 21,6 - Deposited, 5QI0

PARP14A-x0335,COclccc (cclOC)C[NH+]2CCOCC2, FMOPL000357a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.035,54.4,2.1,85.3,99.2,15.1,0.20101,0.224,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0336,clcnc(cnl)c2ncc(c(n2)N)C#N, FMOPL000086a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.034,49.8,2.6,94,99,72.6,0.20974,0.23791,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0337,clccnc(cl)c2ccc(s2)C(=S)N,FMOPL000022a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0338,clcc(ccclc2cecc (02) CO)N, FMOPL000551a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.018,79.2,1.5,92.7,99.3,50.5,0.20475,0.22977,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0339,CC(C)NC(=0O)N[CRQRH]1CCCCNC1=0, FMOPL000087a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.08,0.03,08.7,1.8,84.2,98.8,22.9,0.20643,0.22822,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0340,clcc(cncl) C[NH2+] [CRH]2CS (=0) (=0)C[CREH] 20, FMOPL000179a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.036,55.5,2.6,85.2,98.9,14.7,0.20204,0.22568,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0341,COC (=0)clcccc (cl)NS (=0) (=0)C, FMOPL000089a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.1,0.034,49.3,1.1,93,99.5,51.3,0.20403,0.22754,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0342,clccc(ccl)COc2cecc (c2)N, FMOPL0O00023a,Mounted Clear,success,P 2 2 2,34 41

110 90 90 90,1.17,0.038,40.9,1.6,97.9,99,80.1,0.20009,0.22459,None,None,P 21 21 21,1
Analysis Pending, None
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PARP14A-x0343,C[NH+]1CCC(CC1) [NH+]2CCC[CR@H] (C2)C(=0) [O-

], FMOPL000180a, Mounted Clear, success,P 21 21 21,34 41 110 90 90
90,1.09,0.027,60.3,2.7,90.9,99.2,55.7,0.1972,0.21895,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0344,C[CQRQH] (C[NH2+]Cclc(cccclCl)Cl)O, FMOPL0O00555a, Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.1,0.031,52.7,2.5,94,98.7,66.4,0.21181,0.23628,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0345,clcsc(cINC(=0)C(F) (F)F)C(=0)N,FMOPL000092a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.1,0.024,69.2,2.6,93.6,98.9,62.3,0.21113,0.23653,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0346,clccc(ccl)C[NH+]2CCO[CRH] (C2)CO, FMOPL000024a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.16,0.039,42.8,2.6,98.2,99.7,89.2,0.21016,0.23319,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0347,C[NH+]1CCN(CC1)C (=0)c2ccc(c(c2)F)F,FMOPL000181a,Mounted Clear, success, P
21 21 21,34 41 110 90 %90 90,1.12,0.031,48.1,1,95.4,99.8,65.5,0.20474,0.23166,None,None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0348,clcc(scl)c2ccc(s2)c3cen([nH] 3, FMOPL00009%91a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.09,0.039,45.6,1.2,92.4,99.6,49.6,0.20586,0.22871,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0349,CC(C) (C)OC (=0)NICCC(CC1) [NH2+]C2CC2, FMOPL000025a,Mounted Clear, success, P
222,34 41 110 90 90 90,1.05,0.082,29.3,5,84.5,99.1,15.3,0.21751,0.23792,None,None, P 21
21 21,1 - Analysis Pending, None

PARP14A-x0350,clccc(ccl)COCc2c[nH]c(=0) [nH]c2=0,FMOPL000182a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.11,0.033,49.8,2.5,93.9,98.6,65.6,0.20285,0.22704,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-
x0351,Cclccec2c(cl)c3c([nH]2) [CRH] (CCC3) [NH3+], FMOPL000564a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.11,0.028,62.2,1.7,91.1,98.8,46,0.20517,0.22896,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0352,COC (=0)NNclcc (ccnl)C(F) (F)F,FMOPL000096a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.12,0.029,53.5,2.5,96.6,98.7,81,0.19237,0.21434,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0353,clccc(c(cl)CNc2ccc(cc2)F)CO, FMOPL000183a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0354,clccc(ccl)C[NH+]2CC(=0)NC (=0)C2,FMOPL000558a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.14,0.035,51.3,1.2,97.2,99.4,75.1,0.22841,0.25392,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0355,COclcccc (cl) c2nc (c (02)N) C#N, FMOPL000097a, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.084,26.3,6.3,83.1,99.3,14.7,0.19297,0.21336,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0356,clcc (ccclINNC (=S)N)F, FMOPL000055a,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.08,0.03,57,1.1,90.9,99.4,41,0.20977,0.23303,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0357,clcc (ccclCC (=0)NC2CCCCC2)F, FMOPL000184a,Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.14,0.034,47.8,2.6,96.9,99,82.4,0.19831,0.22023, None,None, P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0358,CCOclcccc(cl)c2nnc (s2)N, FMOPL0O00560a, Mounted Clear,success,P 21 21 21,34
41 110 90 90 90,1.12,0.045,37.1,2.7,93.9,99.6,67.2,0.19743,0.22389,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0359,clcc(cc(cl)Cl)N2CC[NH+] (CC2) CC#N, FMOPL0O0009%94a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.09,0.034,50.6,2.5,91.3,98,55.4,0.20419,0.22544,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0360,clcc (ccclNC (=0)CC#N)Cl, FMOPL0O00056a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.11,0.021,72,2.6,93.6,99.1,65.6,0.19211,0.21454,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0361,CC(C)CC(=0)NCclccc2c(cl)0C02, FMOPL000185a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.03,52.3,2.5,96.7,99.3,79.2,0.2063,0.22932,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0362,clccc(ccl) C#CC[NH+]2CCCCC2, FMOPL000559a,Mounted Clear,Failed - loop
brOkenlIIIIIIIIIIIIII#NAME?I

PARP14A-x0363,Cclc(c(c([nH]1)C)C(=0)0C)c2cc[nH]n2, FMOPL0O00098a,Mounted Clear, success, P
21 21 21,34 41 110 90 90 90,1.18,0.028,50,2.7,96.9,99.6,87.3,0.20382,0.22695,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0364,clccc(ccl)c2cc(on2)C[NH3+],FMOPL0O00057a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.027,61.8,2.5,93.8,98.5,64.1,0.20263,0.22873,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0365,CC (=0)Nclccc(ccl)Nc2ccece2, FMOPL0O00186a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.036,45.5,2.6,89.3,99.2,48.1,0.18976,0.20901,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0366,clcc(cc(cl)Cl)NC(=0)C[NH+]2CCCC2, FMOPL000567a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.05,0.04,53,2.5,83.3,99.1,15.9,0.19564,0.22085,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0367,CC(=0)clccc(ol)c2ccc (cc2F) F, FMOPL000095a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.022,66.6,2.5,96.5,99.6,79.8,0.19562,0.21885,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0368,clcc(cccln2cc (nn2)CO)Cl, FMOPLO00058a,Mounted Clear, success,P 21 21 21,34
41 110 %90 90 90,1.05,0.047,50.2,2.6,85.8,99.3,16.4,0.19963,0.22421,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0369,CC (=0)Nclcc (ccclO)c2ccece2, FMOPL000187a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.034,51.5,2.5,93.9,99.2,66,0.19966,0.2232,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0370,CC(=0)Nclccc(ccl)c2esc(n2)N, FMOPL0O00568a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.033,56.3,2.7,88.6,98.7,46,0.19574,0.21918,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0371,clcc(scl)c2nc (no2)N3CCCCC3, FMOPL000093a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.15,0.024,59.4,2.7,98,99,86.8,0.20581,0.23026,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0372,CC (=0)Nclccc(ccl)OCC (=0) [0-],FMOPL000059a,Mounted Clear, success, P 2 2
2,34 41 110 %90 90 90,1.21,0.017,85.9,2.1,98.4,98.6,90.7,0.20241,0.23239,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0373,Cclnc(c(sl)NC(=0)0C)c2ccccec2, FMOPL000188a,Mounted Clear, success, P 2 2

2,34 41 110 90 90 90,1.09,0.032,54.6,1.4,90.8,99.1,43.9,0.20663,0.22872,None, None, P 21
21 21,1 - Analysis Pending, None
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PARP14A-x0374,Cclcc(nnlc2ccccec2) NC (=0)0C, FMOPL000105a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.049,46.4,2.9,80.6,99.3,14.2,0.19907,0.22246,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0375,clcc (ocl)CNC(=0)Nc2ccc (cc2)F, FMOPL000189%a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.03,57.8,2.6,90.7,98.5,50.7,0.19828,0.22019,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-
x0376,Cclccc2e(cl)c3c([nH]2) [CREH] (CCC3) C#N, FMOPL000572a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.12,0.035,48.3,2.7,95.1,99.3,73,0.19818,0.22113,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0377,clcc2c (cclC[NH2+]C[C@E@H] 3CCC=CC3)0C02, FMOPL000300a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.17,0.021,57.7,1.2,98.6,99.8,93.1,0.20095,0.23177,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0378,clccc2c (cl) [nH]c (n2)NCc3ccco3, FMOPL000565a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.15,0.023,67.9,1.4,97.4,99.4,82.4,0.20229,0.23631,None,None,P 21
21 21,2 - PANDDA model,None

PARP14A-x0379,CC(=0)N[CRQH] (Cclccc(ccl)0)C(=0) NN, FMOPL000484a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.08,0.027,62.7,2.8,89.8,97.9,48.1,0.20888,0.23085,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0380,clccnc(cl)C[NH2+]Cc2ccc3c(c2)0C03, FMOPL000297a, Mounted Clear, success,P 21
21 21,34 41 111 90 90 90,1.1,0.025,66,2.7,90.7,98.7,53.6,0.1979,0.22231,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0381,clccc(ccl)CCNc2[nH]c3cccee3n2, FMOPL000586a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.062,35.7,2.5,83.9,99.3,15,0.20103,0.22439,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0382,C[CQRQ@H] (CNC (=0)Nclccccel) O, FMOPL000464a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.05,0.094,27.2,3.5,81.5,99.5,15.4,0.19892,0.22027,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0383,CC(C) (C)NC (=0)NICCC(CC1)C(=0)0C, FMOPL000292a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.11,0.024,66.1,1.5,91.6,99.1,47.5,0.19553,0.2206,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0384,clccc(ccl)CCNC (=0) c2cce (=0) oc2, FMOPL000585a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.13,0.03,57.3,2.6,92.5,99.3,57.6,0.19773,0.22491,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0385,Cclcc (nol)C(=0)NCC (=0)0C, FMOPL000387a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.08,0.038,48.2,2.8,86.2,98.4,37.6,0.19855,0.22318,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0386,clcc(cc(cl)O)NC(=0)Nc2cce (cc2)F, FMOPL000500a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.09,0.032,53.1,2.5,88.7,99.1,48.7,0.19565,0.2203,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0387,CCclnnc(sl)NC (=0)C[NH+] (C)C, FMOPL000283a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.03,58.8,2.5,90.8,97.2,53.9,0.20094,0.22178,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0388,CC1 (C[CRH] (CCO1)C (=0)NCc2ccccc2)C, FMOPL000592a,Mounted Clear, success,P 2

2 2,34 41 110 90 90 90,1.05,0.031,71.6,2.1,80.5,98.6,14.1,0.19213,0.21311,None,None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0389,Cnlccc (nl)C(=0)Nc2cccc(c2)C(=0) [0-],FMOPL000457a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.1,0.034,48.2,2.5,91.3,99.4,57.2,0.19171,0.21199,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0390,clccc(ccl)OCC (=0)Nc2ccecec20, FMOPL000490a, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.059,39.9,3.2,84.2,99.4,15.2,0.20541,0.22446,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0391,clcc(ccclC[NH2+]Cc2ccc (cc2)F)C#N, FMOPL000296a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.064,35.7,2.1,80.3,99.1,12.9,0.20188,0.22127,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0392,CC(C)C(=0)Nclnnn(nl)C,FMOPL000547a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.09,0.044,37.4,2.5,90.8,99.7,54.8,0.20017,0.22179,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0393,clccc(ccl)NS (=0) (=0)c2ccc(cc2)N,FMOPL000432a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.14,0.029,51.5,1.3,95.3,98.5,64.1,0.19546,0.22057,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0394,CC[C@H] (CO)NC (=0)Nclccc(ccl)Cl,FMOPLO00476a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.046,47,2.3,82.6,99.2,14.8,0.19752,0.22083,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0395,COclcccc (cl)C[NH+]2CCC(CC2)C(=0)N, FMOPL000305a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.39,0.029,46.3,2.2,99.9,99.1,98.8,0.18672,0.22026,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0396,clccc(ccl)COc2ccccc2C (=0) NN, FMOPL000587a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.057,38.8,2.5,84.6,99.2,14.6,0.19801,0.22181,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0397,clc(c(=0) [nH]c (=0) [nH]1)NC2CCCCC2, FMOPL000388a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.033,68.2,2.3,83.7,99.2,14.7,0.18984,0.20959,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0398,C[CQH] (C[NH2+]CI1CCCCC1) 0O, FMOPL000461a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.09,0.023,68,2.6,91.2,99.1,57.3,0.20042,0.22523,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0399,clc(nnsl)C(=0)N2CCOCC2, FMOPL000281a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.15,0.028,53.1,1.6,95,99,68.7,0.19454,0.21922,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0400,C[CRQRH] (C(=0)0OC)NC (=0) N1CCOCC1, FMOPL000563a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.057,41,2.2,84.2,99.3,14.1,0.19895,0.22095,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0401,clccc(ccl) [CRRH]2C[C@H] 2C (=0) Nc3nccs3, FMOPL000417a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.16,0.034,49.3,2.6,98.4,99.5,89.8,0.20156,0.2261,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0402,clcc(c(cclC(F) (F)F)N)N2CCCCC2, FMOPL000263a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.052,44.2,4,79.4,99,12.1,0.19419,0.21727,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0403,COclcc(cc(cl)0C)C(=0)Nn2cnnc2, FMOPL000451a,Mounted Clear, success, P 2 2

2,34 41 110 90 90 90,1.07,0.026,71,1.2,89.6,99.1,33,0.18842,0.21256,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0404,clccnc (cl)NC(=0)c2cnccn2, FMOPL000469a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.13,0.034,52.8,2.6,97.1,99.3,81.9,0.19208,0.21744,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0405,COC (=0)clcccc2cl-c3cccec3C2=0,FMOPL000264a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.1,0.089,19.1,2.5,94.6,99.1,68,0.20094,0.22579,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0406,clcc(cc(cl)F)NCc2ccc3c(c2)0C03, FMOPLO00650a, Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.076,28,3.8,81.6,99.1,13.5,0.19533,0.21482,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0407,Cclc(sc(nl)NC(=0)0C)C(=0)N(C)C, FMOPL00040%a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.08,0.031,50.6,2.7,84.1,98.2,31.3,0.20161,0.22133,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0408,COclccc2c (cl)sc(n2)NC(=0)C3CC3, FMOPL000487a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.12,0.029,56.6,2.6,94.9,98.3,70.7,0.20706,0.2311,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0409,CCOC (=0)Nclcccc(cl)Cl, FMOPL000260a,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.09,0.023,67,1.7,78.5,97.9,20.5,0.19155,0.21757,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0410,clcc(cncl)Nc2nnc (s2)C(F) (F)F, FMOPL000643a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.08,0.035,50,2.7,89.7,98.6,46.7,0.20844,0.23154,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0411,CC(C)C(=0)N1CCC(CC1l)Cc2ccccc2, FMOPL000438a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.027,61.7,2.6,87.7,98.9,42.4,0.19751,0.22265,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0412,CC(C)NC(=0)clccc2ccecec2nl, FMOPL0O00474a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.046,44.4,2.3,84.5,99.2,14.3,0.19716,0.22157,0.14917,0.17231,P 21 21
21,6 - Deposited,5QI1

PARP14A-x0413,Cclccc(ol)C[NH+] (C)C,FMOPL00025%9a,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.05,0.037,52.1,2.5,83.9,98.7,14,0.19774,0.21795,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0414,CN(C)C(=0)NclcnccclC(F) (F)F,FMOPL000641a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.12,0.028,64.3,1.1,94.9,99.5,62.1,0.18712,0.21177,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0415,C[NH+]1CCN(CC1)C (=0)Nc2ccccc2, FMOPL000408a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.036,55.8,2.5,81.8,99.4,15.6,0.19831,0.22064,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0416,CCC(=0)Nclccc2c(cl) [nH]c(=0) [nH]2,FMOPL000468a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.048,44,2.4,74.2,98.4,11.3,0.20251,0.22545,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0417,CI1CC[NH+] (C1)C[CR@H] (CO)O,FMOPL000258a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.048,41,2.6,79.2,99.1,13,0.18328,0.20479,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0418,COCclnnc (s1)NC(=0) c2ccccec2, FMOPL000424a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.033,62.3,1.7,76.6,98.5,13.4,0.19791,0.22006,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0419,CC(C)C(=0)NCcl[nH]c2cccce2nl, FMOPL0O00473a,Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.08,0.046,39.5,2.7,89.5,98.6,47,0.20149,0.22247,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0420,clcc(cc(cl)Cl)C[NH+]2CCOCC2,FMOPL000312a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.07,0.037,55.7,1.5,82.8,98.8,27.2,0.20018,0.22117,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0421,CC(=0)Nclccc(ccl)C[NH+]2CCOCC2, FMOPL000349a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0422,Cclcccc(cl) C[NH+]2CCOCC2, FMOPL000319%a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.06,35.7,3.1,79.4,98.7,12,0.20328,0.22465,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0423,CC(C) (C)ClCCC(CC1) [NH2+]Cc2ccncc2, FMOPL0O00368a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,2.48,0.239,16.8,1.5,100,99.1,100,0.29534,0.36733,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0424,Cclcc(cc(cINC)C) [N+] (C) (C)C,FMOPL000318a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.19,0.022,59.7,1.9,99.5,99.3,93.7,0.18847,0.21368,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0425,clcc (ccclOCC (=0)N2CCCC2) F, FMOPL000332a,Mounted Clear, success, P 21 21
21,34 41 110 90 90
90,1.14,0.039,48.5,2.4,92.1,99.6,63.7,0.18871,0.21342,0.18923,0.21384,P 21 21 21,3 - In
Refinement, None

PARP14A-x0426,COCC (=0)Nclnc(csl)c2cccce2, FMOPL000355a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.035,51.1,1.9,77.7,98.7,13.5,0.19016,0.21484,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0427,clccc(ccl)CCC(=0)Nc2cce (cc2)0,FMOPL000363a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.14,0.028,54.9,2.4,96,99.8,80.5,0.19487,0.22128,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0428,clccc2c(cl)OC[CRRH] (02)C (=0)N3CCOCC3, FMOPL000366a,Mounted Clear, success, P
22 2,34 41 110 90 90 90,1.17,0.026,58.4,1.5,99,99.4,88.7,0.19375,0.22271,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0429,clccc(ccl)CNc2cec(cc2)C(=0) [0-],FMOPL000343a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 9%90,1.11,0.025,64.5,2.6,89.7,99.5,51.9,0.18707,0.21317,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0430,clccc(ccl) SCC(=0)NC2CCCCC2, FMOPL000344a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.05,42.9,4.2,78.9,98.7,8.5,0.19214,0.21337,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0431,COCC (=0)NclccccelC (=0)N, FMOPL00032%a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.09,0.032,57.4,2.7,89.2,98.4,50.3,0.19023,0.21666,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0432,clccc(ccl)COc2cec(cc2)C(=0)N, FMOPL000099a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.27,0.021,65.1,2.5,99.9,99.3,98.8,0.19703,0.22596,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0433,CCOclccc (ccl)NC(=0)NC(C) (C)C, FMOPL000041a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.057,39.6,2.2,84.9,99.3,14.9,0.20619,0.22604,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0434,CC[NH+]1CCN(CC1l)C(=0)NC2CCCCC2, FMOPL000190a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.051,41.8,2.6,81.8,99.1,13.3,0.19528,0.21663,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0435,COclccc2cc (ccc2el) c3cc[nH]n3, FMOPLO00102a, Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.19,0.017,72.2,1.2,94.1,98.8,75.7,0.19957,0.22977,None,None,P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0436,CC1 (CC(=CC(=0)Cl)Nc2cccc(c2)0)C,FMOPL000040a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.12,0.029,54.4,2.6,95.7,99.5,74.1,0.19802,0.22387,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0437,clcnccclc2nc (on2) C3CCCCC3, FMOPL0O00191a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.056,41.3,3.6,71,99,7.3,0.2036,0.22777,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0438,CCCnlc (nnnl)NC (=0)c2cccs2, FMOPL000569a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.032,49.6,2.6,95.6,98.6,77.8,0.19062,0.2146,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0439,Cnlc(c(c(nl)C(F) (F)F)c2ccccc2)N,XST00000908¢c, Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.1,0.032,47.5,2.5,92,99.2,57,0.19216,0.21233,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0440,C[CRH]1CC[CRH] (C1) [NH2+]Cc2ccc3c (c2)0C03, FMOPL000043a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.12,0.028,58,2.6,95.6,99.1,74.6,0.18671,0.21003,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0441,clccn(cl)c2ccc(cc2)N3CCOCC3,FMOPL000192a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.049,45.2,2.4,84.5,99.2,16.7,0.21399,0.2346,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0442,COclccccclN2CC[NH+] (CC2) CC#N, FMOPL000103a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.025,76.1,2,81.8,98.9,13.8,0.19837,0.22014,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0443,CCICCN(CC1l)c2ccc (cc2N)C(=0) [O-

], FMOPL000193a,Mounted BadDispense, success, P 2 2 2,34 41 110 90 90
90,1.05,0.057,41.6,3.1,85.2,99,14.5,0.19453,0.21534,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0444,Cclcc(nol)c2nc(on2)c3cccec3, FMOPL0O00106a, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.14,0.024,58.9,1.2,96.9,99.4,72.7,0.20286,0.22946,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0445,Cclccc(ccl)C(=0)n2cnc3c2ccecc3, FMOPL000194a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.07,0.031,55,2.6,89.1,98.6,42.3,0.19042,0.20804,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0446,Cclcc(nol)C(=0)NNc2ccccc2F, FMOPL000104a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.027,70.1,1.7,78,98.5,12.9,0.18777,0.2111,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0447,clccc2c(cl) ccc(c20)C[NH+]3CCOCC3, FMOPL000195a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.34,0.018,74.1,2.5,99.7,99.2,97.2,0.18958,0.2254,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0448,clcc(ccclC(=0) [0-])Oc2ccc(cc2)N,FMOPL000584a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.06,37.4,4,73.3,98.6,10.8,0.19618,0.21935,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0449,clcc2c (cclNC (=0)NCC3CC3)CCO2, FMOPL000100a,MMounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.13,0.025,63.4,1.5,96.2,99.5,69.1,0.20386,0.22979,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0450,CC(C) (C)NC(=0)NclcccecclC(=0)N, FMOPL000039a,Mounted Clear, success,P 21 21

21,34 41 110 90 %0 90,1.11,0.025,67.5,2.7,93.9,97.7,67.4,0.19911,0.22097,None,None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0451,clcc2c (cclC[NH2+]Cc3ccnce3)0C02, FMOPL000196a,Mounted Clear, success,P 2 2
2,34 41 111 90 90 90,1.08,0.028,65.1,1.4,91.3,99.1,40.8,0.19846,0.22319,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0452,CCICC[NH+] (CC1l)Cc2c[nH]c3c2ccecc3, FMOPLO00576a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.21,0.021,66.5,1.7,97.4,98.9,86.8,0.19946,0.23173,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0453,COclccc (cnl)NC(=0)Nc2cccs2, FMOPL000101a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.054,40.5,3.5,78.5,98.9,7.8,0.19242,0.21327,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0454,clcc (ccclN2C (=0)CCC2=0)0CC (=0) [0-],FMOPL000045a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0455,CclcccecclOCC (=0)Nc2ceenc2, FMOPL0O00197a, Mounted Clear, success,P 2 2 2,34 41
111 90 90 90,1.05,0.047,44.5,2.6,76,98.8,9.7,0.18404,0.20708,0.185,0.20705,p 21 21 21,3
- In Refinement, None

PARP14A-x0456,clccc2c(cl)ncn2Cc3ccc(cc3) F, FMOPL000574a,Mounted Clear, success, P 21 21
21,33 41 110 90 90 90,1.14,0.032,50.7,2.5,97.9,99.4,86.4,0.17028,0.19645,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0457,Cclnccc (nl)c2ccecc (c2)NC (=0)NC, FMOPL000110a,Mounted Clear, success,P 21 21
21,34 41 111 90 90
90,1.08,0.035,51.2,2.5,89.3,98.8,48.6,0.19883,0.22257,0.14477,0.17042,P 21 21 21,6 -
Deposited, 5Q0I2

PARP14A-x0458,clccc(ccl)CCNC (=0) NC2CCCCC2, FMOPL000046a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.05,34.8,2.6,94,98.6,67.1,0.20944,0.23077,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0459,Cclcccc (clC)NC (=0) C[NH+]2CCOCC2, FMOPL000198a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.05,0.04,51.9,2.6,85.5,99.5,18.1,0.19656,0.21761,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0460,CCOC (=0) clcc (nol)c2ccc(cc2)C, FMOPL000579a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.044,49.4,2.3,75.3,99.1,10,0.20422,0.22762,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0461,clcc(ccclCNC (=0)N2CCOCC2) C#N, FMOPL000108a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.06,0.035,52.6,1.4,87.3,99.1,23.5,0.20339,0.22928,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-

x0462,CC[CREH] (C) [NH+]1CCN(CC1l)C(=0)c2ccncc2, FMOPL000199a,Mounted Precipitate, success,P
2 2 2,34 41 110 90 90 90,1.2,0.03,53.7,1.7,95.2,99,82.6,0.20777,0.23181,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0463,CCOC (=0) clcc (nol)c2ccc(cec2) F, FMOPL0O00580a, Mounted Clear,success, P 21 21
21,34 41 110 90 90 90,1.12,0.028,57.4,2.7,95.7,98.1,75.4,0.19878,0.21909,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0464,clc(cncclC(=0) [O-])C#CCC2CCCCC2, FMOPL00010%a, Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.21,0.028,60.2,2.3,99.5,99,95.1,0.20054,0.23385,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0465,clccc (ccl)NC (=0)N2CCC(CC2)C(=0)N, FMOPL000200a, Mounted Clear, success,P 21

21 21,34 41 110 90 90 90,1.1,0.022,74.7,2.6,92.5,98.8,60.9,0.20841,0.2317,None, None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0466,CC(C)COclccc(ccl)c2csc (n2)N, FMOPL000575a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.036,51.9,2.7,94.6,99,67.9,0.20652,0.23045,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0467,clccc(ccl) [CRRH] (CNC (=0) c2cccec2) 0, FMOPL000107a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.05,0.041,51.9,2.3,85.6,99.1,16.8,0.19463,0.21611,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0468,CC1 (CC(=CC(=0)Cl)Nc2ccccc2C#N)C, FMOPL000049a,Mounted Precipitate,Failed -
unknownlIIIIIIII’I’I’I#NAME?’

PARP14A-x0469,clcc(cncl)CNc2cec (cc2N)C(=0) [0-],FMOPL000201a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.08,0.03,52,2.5,91,99.2,51.4,0.1955,0.21789,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0470,CCC(=0)Nclc2cccec2oclC (=0)N, FMOPL000577a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.13,0.026,63,1.4,95.2,99.1,68.6,0.20085,0.22887,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0471,clcc(cc(cl)c2ccec(cc2)0)C#N, FMOPL000261a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.025,65.3,2.5,93.2,99.3,62.1,0.19332,0.21884,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0472,Cclcc(nc(cl)NC(=0)Nc2cccecc2)C, FMOPL000454a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.054,42.5,4,77.1,99.1,9.4,0.19458,0.21727,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0473,CCCnlc (nnnl)NC (=0)c2ccco2, FMOPL000475a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.079,29.6,5.5,80.2,98.9,14.8,0.18772,0.20636,0.1408,0.15758,P 21 21
21,6 - Deposited,5QI3

PARP14A-x0474,clcc(cc(cl)c2cccc(c2)0)C#N, FMOPL000262a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.09,0.022,63.3,1.1,91.2,99.2,43.2,0.19733,0.22097,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0475,CCOC (=0) clc(nc(sl)c2cnccn2)C, FMOPL000647a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.05,0.049,52,2.7,85,99.6,15.9,0.20094,0.2217,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0476,CC(C)Oclccc(ccl) [CREH]2CC (=0)NC2, FMOPL000402a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.051,44.5,2.9,79.8,99.2,14.5,0.19524,0.21601,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0477,CC (=0)Nclccc(ccl)OC (=0)N2CCCC2, FMOPL000494a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.11,0.022,73.5,1.5,90.1,99,40.8,0.20252,0.22777,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0478,C[NH+] (C)Cclc[nH]c2clcc (cc2)0C, FMOPL0O00690a, Mounted Clear,success,P 2 2
2,34 41 111 90 90
90,1.05,0.079,28.2,4.7,84.8,99.2,14.7,0.20705,0.22556,0.21299,0.23428,P 21 21 21,3 - In
Refinement, None

PARP14A-x0479,CI1COCC[NH+]1Cc2c (snn2)Cl,FMOPL000627a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.047,42.3,2.8,78.5,99.4,10.7,0.19714,0.21957,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0480,CCclnnc(sl)NC (=0)c2cnccn2, FMOPL000404a, Mounted Clear, success, P 21 21

21,34 41 110 90 90 90,1.13,0.028,56.8,2.3,94.3,99.3,70.7,0.19169,0.22008, None, None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0481,clccc(ccl)CC[NH+]2CCC(CC2)C(=0)N,FMOPL000481a,Mounted Clear,success,P 21
21 21,34 41 110 90 90 90,1.16,0.031,49.9,2.6,98,99.6,87.2,0.19738,0.22636,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0482,CC (=0)clccc(ccl)OCC(=0) [0-],FMOPL000688a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0483,CC (=0)Nclnc2ccc(cc2sl)C(=0)NC, FMOPL000419a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.048,46.6,3.4,79.4,98.7,9.4,0.20105,0.22198,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0484,Cclc(sc2clc(ncn2)N(C)C)C,FMOPL000466a,Mounted Clear, success,P 21 21 21,34
41 111 90 90 90,1.2,0.025,56.9,2.3,99.3,99.7,97.5,0.18826,0.21996,0.14741,0.18488,P 21
21 21,6 - Deposited, 5QI4

PARP14A-x0485,COclccc2c (cl)non2, FMOPL000686a,Mounted Clear,success,P 2 2 2,34 41 110 90
90 90,1.05,0.041,52.5,2.3,85.5,98.9,15.2,0.19589,0.21865,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-

x0486,clccc(ccl) [CRRH] (C[NH+]2CCC(CC2)C(=0)N)0O, FMOPL000653a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.19,0.028,50.9,1.7,98.8,99.2,86.5,0.19346,0.22499,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0487,clcc (ocl)C(=0)NCCc2ccc(cc2)F, FMOPL000411a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.09,0.031,55.2,2.5,93,98.6,60.7,0.19745,0.223,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0488,CC(C)clccc(ccl)C(=0)NC[CRRH]2CCCO2,FMOPL000493a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.18,0.03,46,1.6,97.9,99.5,78.9,0.19578,0.22516,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0489,clccc(ccl)COC (=0)NO, SDOOA000888b,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.09,0.038,44.1,2.7,87.8,98.5,42.6,0.196,0.22302,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0490,COC (=0)clccc(sl)c2cccen2, FMOPL000638a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.24,0.03,42.3,1.2,99.6,99.6,98.7,0.18722,0.22375,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0491,CCnlcc(cnl)CNC (=0)c2cccnc2, FMOPL000422a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.055,40.2,2.6,71.9,98.7,8.9,0.18647,0.20836,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0492,CC (=0)clccc(ccl)N2CCC(CC2)C(=0)N, FMOPL000495a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.21,0.022,50,1.1,98.8,99.1,94.6,0.20111,0.2287,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0493,CCN (CCO)clccc(c(cl)C)N,FMOPL000689a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.11,0.033,50,1.3,94.6,99.2,63.4,0.20256,0.22275,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-

x0494,clccc(ccl) [CRRH] (C[NH2+] [CR@H]2CCCCNC2=0) 0, FMOPL000651a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.051,46.1,2.3,76.7,98.6,13,0.21035,0.23318,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0495,clcc (ocl)C(=0)NC (=S)N2CCOCC2, FMOPL000401a,Mounted Clear, success,P 21 21

21,34 41 110 90 90 90,1.05,0.092,29.2,3.9,84.4,99.7,15.5,0.19864,0.21926, None, None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0496,CC (=0)Nclccc(ccl)Oc2nceen2, FMOPL000485a, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.078,31.5,6.2,84.5,99,14.2,0.19823,0.21855,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0497,clccc(ccl)COC (=0)N2CCC[CRH]2CO, FMOPL000691a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.05,36.5,1.9,84.6,99.3,14.9,0.19194,0.21667,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-
x0498,Cclccc(ccl)C(=0)0O[CRRH]2C[NH+]3CCC2CC3,FMOPL000661a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.032,53.5,2.5,91.4,99,53.7,0.19423,0.21931,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0499,Cclccc (ccl)CNC(=0)c2c(ccs2)C, FMOPL000429%a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.09,0.049,37.7,2.7,89.2,99,48.3,0.20258,0.22065,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0500,COclcc2ccenc2c (cl) N, FMOPL000687a,Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.14,0.071,22.6,1.4,97.2,99.5,75.5,0.2039,0.22852,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0501,C[C@H]1ICN(C[CRH] (O1)C)c2ccc (cc2C(=0) [0~

])N, FMOPL000658a,Mounted Clear, success, P 21 21 21,34 41 110 90 90
90,1.15,0.031,48.3,2.7,97.7,99.7,85.3,0.19963,0.22288,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0502,C[CQRQH]1C[CRH]1C (=0)NCCc2ccc (cc2)Cl,FMOPL000407a,Mounted Clear, success, P
2 2 2,34 41 110 90 90 90,1.05,0.067,35,6.4,84.2,99,14.6,0.21089,0.23034,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0503,clccc(ccl)CCCC (=0) N2CCOCC2, FMOPL000501a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.19,0.024,56.7,1.6,98.5,98.3,87.1,0.19921,0.22719,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0504,COclccc (cclN)N, FMOPL000685a,Mounted Clear, success,P 21 21 21,34 41 110 90
90 90,1.05,0.055,42.3,2.2,84.5,99.8,14.3,0.21202,0.23455,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0505,Cclc(c(n(nl)C)C)NC (=0)CC#N, FMOPL000633a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.05,0.033,57.3,2.2,74.1,98.8,11.3,0.18778,0.21102,0.14067,0.16519,P 21
21 21,6 - Deposited, 5QI5

PARP14A-x0506,COCC (=0)Nclccccel, FMOPL000504a,Mounted Clear, success,P 2 2 2,34 41 110 90
90 90,1.05,0.044,45.2,2.3,83.4,99.1,14.1,0.20261,0.22422,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0507,clccc(ccl)NO, FMOPL0O00684a,Mounted Clear,success,P 2 2 2,34 41 110 90 90
90,1.05,0.032,68.2,1.8,78.8,99.1,10.3,0.19136,0.21655,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0508,clcc (ocl)C[NH+]2CCS (=0) (=0)CC2, FMOPL00062%a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.058,36.7,2.4,85.4,99.1,15.1,0.19692,0.22098,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0509,COclccc (ccl)NCc2cccecc20, FMOPL000426a,Mounted Crystalline, success, P 2 2
2,34 41 110 90 90 90,1.05,0.056,38.5,2.7,83.5,99.2,14.9,0.19224,0.21337,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0510,clccc(c(cl)NC(=S)N)OC(F) (F)F, FMOPL000512a,Mounted Clear,success,P 21 21

21,34 41 110 90 %0 90,1.1,0.087,21.3,2.6,88,99.6,49.7,0.20134,0.22599,None,None, P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0511,Cclccc(ccl)CNC(=0)Cc2cccs2, FMOPL000743a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.055,38.3,2.2,83.1,99.4,14.3,0.208,0.2304,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0512,CC (=0)NclccccclC (=0) NN, FMOPL000631a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.1,0.037,45.3,2.6,88.9,99,47.4,0.19267,0.21266,0.19254,0.21254,Pp 21 21
21,3 - In Refinement,None

PARP14A-x0513,CCOclccc (ccl)NC(=0)c2cncen2, FMOPL000446a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.1,0.034,52.6,2.5,91.9,99,57.6,0.20762,0.23169,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0514,CC (=0)NCCclccc (ccl) S (=0) (=0)N, FMOPL000513a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.047,47.7,2.9,83.8,99,15.1,0.19542,0.21281,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0515,CC(C) (C)NC (=0)NICCC(CC1)C(=0)N, FMOPL000334a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.05,0.052,38.8,2,83.7,99.4,14.8,0.20573,0.22649,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0516,clccc(c(cl)C(=0)NCCc2ccncc2)F,FMOPL000361a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.031,54.2,2.5,88.9,98.7,47.6,0.19499,0.21789,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0517,CC (=0) NLCCNC (=0) [C@RERH] 1CC (=0)OC, FMOPL000325a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.034,51.3,1.2,84.7,99.2,14.6,0.19372,0.21611,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0518,CCCC (=0)Nclnnn (nl)CC,FMOPL000311la,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.05,0.054,37.7,3.4,84.7,99.2,14.4,0.19375,0.21475,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0519,CCNC (=0) clccc(ccl) NS (=0) (=0)C,FMOPL000335a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.028,65.4,2.1,79.7,98.2,11.6,0.19554,0.21716,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0520,clcc(cc(cl)NC(=0) CCC2CCCC2) C#N, FMOPL000364a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.049,45.3,2.1,83.8,99,14.1,0.19879,0.22196,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0521,CN(C)C(=0)0Oclccc (ccl)c2nnco2, FMOPL000354a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.053,37.4,1.9,84.8,99.4,14.1,0.20392,0.22499,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0522,CCICCN (CC1)C(=0)c2cc3cccecc302, FMOPL000372a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.075,30.9,6.1,83.7,99,15.3,0.19469,0.21509,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0523,CC(C) (CO)NC(=0)clcccc(cl)Cl,FMOPL000324a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.031,55.9,2.8,88.8,98.8,46,0.1984,0.22279,0.1505,0.17192,P
21 21 21,3 - In Refinement,None

PARP14A-x0524,Cclc(nc[nH]1)C[NH+]2CCCCCC2,FMOPL000317a,Mounted Precipitate, success,P 2
2 2,34 41 110 90 90 90,1.13,0.024,62.4,1.5,96.9,99.2,72,0.19395,0.21619,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0525,CC[NH+]1CCC(CCl)Nc2cccec2F, FMOPL000339a,Mounted Precipitate, success,P 21
21 21,34 41 110 90 90 90,1.39,0.087,19.3,1.6,98.4,99.9,99.9,0.22508,0.26527,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0526,clccc (ccl)C#Cc2ccc (cc2)c3cen[nH] 3, FMOPL000111a,Mounted Clear, success,P 2

2 2,34 41 110 90 90 90,1.07,0.022,80.2,1.4,88.3,98.7,32.5,0.20794,0.23246,None,None,P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0527,Cclccc(ccl)OCC (=0) N2CC[NH+] (CC2) C, FMOPL000202a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.05,0.052,41,3.4,77.8,98.8,9.4,0.19145,0.21304,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0528,Cclcccecclc2nc (c(02)N(C)C)C#N, FMOPL0O00583a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.057,39.4,2.9,83.4,99.3,15.5,0.20804,0.22593,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0529,CC (=0) N1CCC (CC1)C#N,XST00000907b, Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.05,0.054,41.1,2.7,81.8,99.1,14,0.19851,0.21719,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0530,CC (=0)NclccccclOCc2cccec2, FMOPL000047a, Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.026,59.9,1.2,96.3,99.3,70.1,0.20125,0.2286,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0531,CCclccc (ccl)OCC (=0)N2CCCCC2, FMOPL000203a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.058,41.4,2.5,82.8,98.8,14.1,0.19623,0.21603,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0532,Cclccc(sl)CNc2cccc (c2)C (=0) [O-

],FMOPL000582a,Mounted Precipitate, success,P 21 21 21,34 41 110 90 90
90,1.12,0.056,28.9,2.4,90.4,99.2,50.5,0.20361,0.22786,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0533,C[NH2+]Cclccc(ccl)C(F) (F)F,FMOPL000112a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.025,58.2,2.5,93.2,99.5,65.9,0.1955,0.21871,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0534,COclccc2c(cl)cc([nH]2)C[NH3+],FMOPL000053a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.059,38.1,2.5,84.4,99,15.6,0.19734,0.21577,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0535,CCOclcccc (cl)C(=0)Nc2nnn (n2)C, FMOPL000204a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.08,0.039,52.3,1.5,86.4,99.3,34.9,0.20107,0.22146,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0536,CCNC (=0) N1CCNC (=0) [CRH]1CC (=0) OC, FMOPL000578a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.14,0.026,53.7,1,97.4,99.4,79,0.20988,0.23942,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0537,clccc(ccl)CONC (=0)N,XST00001145b, Mounted Clear,Failed - loop broken,P 21
21 21,34 41 110 90 90 90,1.22,0.497,32,1.2,81.3,71.8,61.4,,,None,None,None,1 - Analysis
Pending, None

PARP14A-x0538,COclccc (ccl)C#CC(=0) [0-],FMOPL000052a,Mounted Clear,success,P 21 21 21,34
41 110 90 90 90,1.11,0.037,47,2.6,95.2,99,70.6,0.20706,0.229,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0539,CCOclccc (ccl) [CRRH] (C) [NH3+], FMOPL000205a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.11,0.035,51,2.4,90.8,99.7,52.4,0.19013,0.21434,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0540,COclcccc(cl)Nc2c3c([nH]cn3)ncn2, FMOPL0O0059%96a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.14,0.03,49.1,1.1,96.3,99.2,71.1,0.19487,0.22025,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0541,clccc (ccl)Nc2nnecs2, FMOPL000113a,Mounted Clear, success,P 21 21 21,34 41 110

90 90 90,1.05,0.051,38.6,2.1,82.9,99.9,15.3,0.18935,0.20541,None,None,P 21 21 21,1 -
Analysis Pending, None
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PARP14A-x0542,clcc2c(ccc(c2ncl)0)C[NH+]3CCOCC3, FMOPL000054a,MMounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.048,43,1.9,82.8,99.3,14.4,0.20044,0.21957,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0543,clcc2c (cclC[NH2+]C[CRQH]3CCCO3)0CO2Z, FMOPL000206a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.14,0.026,59.1,2.5,97.4,98.8,83.5,0.21851,0.24977,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0544,clccc(ccl)NC (=0) NCCN2CCCC2=0, FMOPL000589%a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.051,44.3,2.6,84.7,99.3,14.4,0.19813,0.22063,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0545,clccc(c(cl)N)Nc2cccen2, FMOPL0O00114a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.09,0.027,66.7,1.3,88.9,99,37,0.20495,0.22359,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0546,COC (=0)C#Cclccc(ccl)Cl, FMOPL000060a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.11,0.037,50.8,1.4,88.3,99.2,45.8,0.21157,0.23803,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0547,CCnlc(ccnl)C[NH2+]C, FMOPL000221a,Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.05,0.059,34.3,2,84.3,99.4,13.9,0.20982,0.22983,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0548,Cclccc(cclN)c2enc3ccece3n2, FMOPL000598a, Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.11,0.037,46.1,2.7,93.4,98.8,64,0.20433,0.22735,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0549,CIC[CRRH] (OC1)CNC (=0)N2CCOCC2, FMOPL000116a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.024,68,2.5,85,99.1,32.7,0.20292,0.22459,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0550,CCNC (=0) N1ICCN (CC1)C(=0)C,FMOPL000061a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.05,0.053,41.5,2.1,83,99.2,15.1,0.21673,0.23996,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0551,Cs (=0) (=0)NC1CCCC1, FMOPL000222a,Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.08,0.022,72.9,2.4,90.4,99.1,49.6,0.19899,0.22381,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0552,CN(C)clccc(ccl)c2cc(on2)C(=0)0C, FMOPL000595a,MMounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.06,0.019,86.4,1.1,83.1,99.1,21.9,0.20428,0.22904,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0553,clcc(cc(cl)F)Nc2[nH]c (=0) ccn2, FMOPL000115a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.034,51.7,2.5,91.6,98.8,54.5,0.21593,0.24188,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0554,CC(=0)clccc(ccl)OC(F)F,FMOPL000223a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.08,0.029,61,2.4,90.1,98.4,50.1,0.20898,0.22836,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0555,clccc2c(cl) [nH]c (n2)CNC (=0) c3ccco3, FMOPL000588a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.08,0.029,56.3,2.7,90.1,98.3,49.8,0.18911,0.21204,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0556,clcc(ccclc2ccc (02)C(=0)NN)Cl, FMOPL000118a,Mounted Clear,success,P 21 21

21,34 41 110 90 90 90,1.15,0.025,59.8,2.5,98.7,98.8,91.8,0.20302,0.22983,None,None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0557,clccc(ccl)c2enc(c(n2)C(=0)N)N,FMOPL000063a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.11,0.029,57.9,2.7,92.2,98.8,58.9,0.20137,0.22313,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0558,Cclc (nc(=0) [nH]nl)Nc2cccc(c2)0, FMOPL0O00117a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.1,0.029,57.1,2.5,94.9,99,71.4,0.20995,0.233,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0559,clcc(ccclCO)c2cec(cc2)CO, FMOPL000064a,Mounted Clear, success, P 21 21 21,34
41 110 90 90 90,1.11,0.039,42.3,2.6,93.9,99.4,66.7,0.20627,0.22887,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0560,COclccccclOCC (=0) NN, FMOPL000225a, Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.09,0.025,68.7,2.7,90.1,99.3,51.2,0.19071,0.21539,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0561,CC(=0)clccc(ccl)NC(=0)C[NH+]2CCCC2,FMOPL000591a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.036,60,1.9,79.6,99.2,10.9,0.20482,0.22497,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0562,CS (=0) (=0)Nclccc (ccl)c2cccecc2, FMOPL000121a,Mounted Clear, success,P 21 21
21,34 41 110 90 %90 90,1.09,0.036,50.5,2.6,91.5,98.7,55.6,0.21141,0.23456,None,None, P 21
21 21,1 - Analysis Pending,None

PARP14A-x0563,CS (=0) (=0)Nclccc (ccl)C(=0)N, FMOPL000226a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.1,0.035,49.4,2.6,91.1,99.4,55.6,0.19898,0.22224,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0564,CC1 (C[CRQH] (CCO1)C (=0)NCc2cccecc2)C,FMOPL000592a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.15,0.034,46.7,2.5,97.6,99.7,84.6,0.20223,0.22907,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0565,CCCclnnc (s1)NC(=0) c2ccccn2, FMOPL000119a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.042,44.7,2.8,90,98.1,51.6,0.207,0.22722,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0566,CCclnnc (s1)NC(=0)C(F) (F)F,FMOPL000227a,Mounted Clear,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0567,Cclcc(n2c(nl)ncn2)Nc3ccc(cc3)0, FMOPLO00597a,Mounted Clear, success,P 21 21
21,34 41 111 %0 90 90,1.1,0.023,69,2.6,88.8,99,47.7,0.18301,0.20419,0.14006,0.16196,P 21
21 21,6 - Deposited,5QI6

PARP14A-x0568,CCC[CEH] (C)C(=0)Nclc(cccclC)C,FMOPL000720a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.047,50.1,2.4,82.8,99.4,16.2,0.21528,0.24088,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0569,CCOC (=0)NCclcccecl, FMOPL000628a,Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.07,0.036,50.2,2.8,86.4,98.4,41.1,0.19822,0.22035,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0570,COclccc (ccl)CNC (=0)c2cncen2, FMOPL000452a, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.06,0.022,87.2,1.6,78.4,98.3,14.9,0.19997,0.22394,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0571,clcscclC[NH+]2CCC(CC2)0, FMOPL0O00505a,Mounted Clear, success,P 21 21 21,34
41 111 90 90 90,1.07,0.025,61.5,2.8,83.2,97.1,32.1,0.19625,0.21943,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0572,CC(C)CC(=0)Nclccc(ccl)NC(=0)C,FMOPL000731a,Mounted Clear, success,P 2 2

2,34 41 110 90 90 90,1.05,0.043,47,1.8,80.1,99.3,11.5,0.20828,0.22852,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0573,CC(C)clccc(ccl)NNC (=0)c2ccno2, FMOPL000654a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.05,0.045,52,3.2,84.8,99.3,16.7,0.19965,0.22191,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0574,clcnc(cnl)C (=0)NCCC2=CCCCC2,FMOPL000415a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.026,63.9,2.9,97,98.8,82,0.20535,0.22365,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0575,Cclccc (ccl)CNC (=0) COC, FMOPL0O00511a,Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.05,0.067,32.5,3.4,81.8,99.1,14.8,0.20404,0.22643,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0576,CC(C)clccc(ccl)NNC (=0)C2CCC2, FMOPL000646a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.09,0.036,48.6,2.6,92,98.2,56.9,0.21349,0.24011,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0577,clccc(ccl)CCC (=0)NN2CCOCC2, FMOPL000413a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.13,0.024,59,1.2,96.1,99.2,71.6,0.20519,0.23076,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0578,COCC (=0)NCclcccecl, FMOPLO00507a, Mounted Clear, success,P 2 2 2,34 41 110 90
90 90,1.22,0.025,48.1,1.9,99.8,99.3,99,0.18611,0.21678,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0579,clcc(c(c(cl)F)C(=0)N2CCCCCC2)F, FMOPL000729%9a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.08,0.038,45.3,2.4,91.2,99.5,52.8,0.19506,0.2174,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0580,CCclccccclNNC (=0) c2cccec2, FMOPL0O00657a, Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.17,0.035,47.5,1.4,97.3,99.3,78.4,0.218,0.24215,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0581,CC(C)C(=0)Nclccc (ccl)N2CCCCC2,FMOPL000439%a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.11,0.028,60.1,2.7,91.6,98.5,55.4,0.20702,0.23029,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0582,CCOC (=0) N1CCOCC1, FMOPL000502a,Mounted Clear,success,P 2 2 2,34 41 110 90
90 90,1.12,0.018,75.1,1.4,95.3,99.1,63.4,0.19777,0.22335,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0583,Cclccc(ccl)CNC (=0) c2ccc (cc2)C, FMOPL000754a,MMounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.07,0.027,70.5,1.3,85.9,98.9,29.5,0.20426,0.22748,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0584,clcc(cc(cl)NC(=0)c2ccno2)C(=0) [0-],FMOPL000648a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.07,0.029,62.8,1.7,88.4,99.1,33.1,0.19567,0.21664,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0585,CI1CCC(CC1)CCC (=0)N2CCOCC2, FMOPL000400a,MMounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.02,72.4,1.5,96.1,99.3,68,0.19298,0.21806,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0586,CC (=0)Nclccc2c(cl) [nH]c (=0) [nH] 2, FMOPL000508a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.06,0.032,50.3,2.4,79.3,98.5,25.1,0.20448,0.2273,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0587,C[NH+]1CCC(CC1)OC (=0)c2cccc(c2)F,FMOPL00073%a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.051,42.5,2,84.8,99.5,14.8,0.19918,0.21802,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0588,clcc (ccclNNC (=0) C2CCC2) F, FMOPL000636a,Mounted Clear, success,P 2 2 2,34 41

110 90 90 90,1.1,0.022,67.1,1.1,92.9,99.2,54.3,0.196,0.22148,None,None,P 21 21 21,1
Analysis Pending, None
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PARP14A-x0589,clccc(ccl)NC(=0)NCc2ccc (cc2)F,FMOPL000434a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.13,0.03,52.6,1.3,96.2,98.9,73.7,0.18287,0.21021,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0590,CCC(=0)Nclccc(cclO)C,FMOPL000506a,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.05,0.059,37.1,4.7,81,99.1,12.7,0.18342,0.20238,0.13882,0.16273,P 21 21 21,6
- Deposited, 5QI7

PARP14A-x0591,clccc2c(cl)nc(s2)N3CCOCC3, FMOPL000705a,MMounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.23,0.027,52.6,2.1,98.8,98.9,90.5,0.18971,0.21938,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0592,clccc(c(cl)NNC(=0)c2ccno2)F, FMOPL000644a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.16,0.032,36.7,1.2,96.1,99.7,67.9,0.19549,0.22439,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0593,COC (=0)Nclcccc (¢cl) NC (=0)0C, FMOPL000406a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.07,0.032,59.5,1.2,85.9,99.5,29.1,0.19317,0.21597,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0594,CNC (=0)CCClCCCCCl, FMOPL000503a,Mounted Clear, success,P 2 2 2,34 41 110 90
90 90,1.05,0.037,60.2,2,79.9,98.5,13.2,0.20756,0.22887,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0595,Cclcccc (cl) NC (=0)Nc2nc (cs2) C, FMOPL000744a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.13,0.024,63.5,2.7,95.8,99.6,75.6,0.19199,0.21748,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0596,clccc(ccl)C(=0)NNc2cccec2F, FMOPL000649%a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.13,0.029,50.8,1.1,96.8,99.1,74.5,0.20235,0.2281,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0597,COclccc (ccl)CNC (=0) [CRRH] 2CCCO2, FMOPL000425a, Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.06,0.03,61.5,1.5,86.1,99.2,22.9,0.19023,0.21332,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0598,COC (=0) COclccc (ccl) C#N, FMOPL000510a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.13,0.032,52.8,2.6,96.1,99.3,76.6,0.19018,0.21628,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0599,clcc(scl)C(=0)Nc2ccc (cc2)C#N, FMOPL000713a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.09,0.029,61.1,2.6,92.4,98.6,57.9,0.19797,0.22435,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0600,CC (=0)Nclccc(cnl)NC(=0)c2ccco2, FMOPL0O00656a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.06,0.025,71.1,1.3,83.7,98.2,21.4,0.20826,0.2336,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0601,COC (=0)clccc(ccl)NC(=0)C2CCCC2, FMOPL000450a,Mounted Clear, success,P 21 21
2,34 41 110 90 90 90,1.05,0.036,56.8,2.6,72.2,98.4,9.1,0.19395,0.21763,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0602,COC (=0)CNC (=0) C1CCCCC1, FMOPL000509a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.068,29.8,3.8,76.9,99,8.9,0.2114,0.23366,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0603,Cclcc(nol)NC(=0)c2ccc(cc2)N(C)C,FMOPL000753a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.065,33.5,6.2,81.5,99,13,0.20171,0.22122,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0604,Cclcc(nol)C(=0)Nc2ccc3c(c2)cc[nH]3,FMOPL00065%9a,Mounted Clear, success, P

21 21 21,34 41 110 90 90 90,1.05,0.059,37,2.8,81.4,99.4,14.9,0.19973,0.21905,None, None, P
21 21 21,1 - Analysis Pending,None
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PARP14A-x0605,clccc(ccl)CCNc2c[nH]c (=0) [nH]c2=0, FMOPL000412a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.046,46.2,2.5,84.5,99.5,13.6,0.19253,0.21538,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0606,CC(C) (C) [NH+]1CC(C1) O, FMOPL0O00515a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.08,0.032,51.5,2.5,91,99.2,51.3,0.19899,0.22065,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0607,COclcc (ccclO)C[NH2+]C2CCCCC2, FMOPLO00737a,Mounted Clear, success,P 21 21
21,34 41 110 90 90
90,1.08,0.035,50.4,2.6,88.8,98.1,47.3,0.20192,0.22384,0.21224,0.2249,P 21 21 21,3 - In
Refinement, None

PARP14A-x0608,Cclccc (ccl) C[NH+]2CCS (=0) (=0)CC2, FMOPL000642a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.06,0.026,71.8,1.4,75,98.2,14.7,0.19007,0.2178,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0609,CCCC (=0)NCcl [nH]c2cccce2nl, FMOPL000518a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.09,0.044,41.9,2.6,91.6,99.3,55.2,0.20186,0.22175,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0610,CC (=0)NCC1 (CCOCC1) c2ccccc2, FMOPL0O00733a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.05,47.3,2.5,75.6,98.7,12.3,0.19457,0.21628,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0611,Cclccc(c(cl)NC(=0)Nn2cnnc2)0C, FMOPL000455a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.059,39.4,6.8,81.4,98.9,14.6,0.20912,0.22712,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0612,clcc2c (ccc(c2ncl)O)C[NH+]3CCCC3, FMOPL000519a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.086,28.9,6.4,77.7,98.8,8.6,0.19479,0.21537,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0613,clcc(cncl)NC(=0)CC2CCCCC2, FMOPL000331a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.035,59,2,84,99,14.8,0.20743,0.22546,None,None, P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0614,clnncnlNC (=0) CC2CCCCC2, FMOPL000321a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.049,44.3,2.7,83.2,99.4,14.8,0.20024,0.22338,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0615,clccnc (cl)C(=0)NCCc2ccc (cc2)0,FMOPL000362a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.058,36.1,2.1,85.6,99.4,14.8,0.20673,0.2277,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0616,CC[CQH] (C)NC(=0)Nclcccec(cl)Cl,FMOPL000327a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.04,48.6,2.1,81.5,98.8,13.4,0.22938,0.25905,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0617,clccc(c(cl)c2cce(cc2)N)C(=0) [0-],FMOPL000342a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.068,33.5,2.9,82,99.2,13.6,0.20095,0.21994,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0618,clccc(c(cl)C[NH+]2CCOCC2) 0O, FMOPL000382a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.05,0.047,45.5,1.9,82.3,99.4,13.6,0.19756,0.22075,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0619,clccc(c(cl)CNc2[nH]c3ccecee3n2) 0, FMOPL000383a,Mounted Clear, success,P 2 2

2,34 41 110 90 90 90,1.21,0.026,57,1.5,99.7,98.9,96.9,0.20214,0.22997,None, None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0620,C[NH+]1CCS (=0) (=0)CC1, FMOPL000267a,Mounted Clear,success,P 2 2 2,34 41 110
90 90 90,1.05,0.085,26.9,4.7,84.2,99.3,14.3,0.19539,0.21738,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0621,clccc(ccl)COc2cec(cc2)C(=0) [0-],FMOPL000270a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.05,42.9,2,80.9,99.1,13.8,0.19686,0.21752,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0622,CC(=0)Oclccc2c(cl)nsn2, FMOPL000268a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 %90,1.1,0.021,78.6,1.3,89.2,99.2,38.5,0.19977,0.22051,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0623,CNclccc(ccl) O, FMOPL000266a,Mounted Clear,success,P 2 2 2,34 41 110 90 90
90,1.1,0.031,53.4,1.3,93.7,99.4,55.4,0.19588,0.21752,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0624,CI1COCC[NH+]1CCO, FMOPL000265a,Mounted Clear, success,P 21 21 21,34 41 110 90
90 90,1.19,0.057,47.2,1.6,94.9,99.5,81.1,0.24335,0.28699,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0625,CS (=0) (=0)NCCclccc(ccl)F,FMOPL000228a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.039,59,2.1,79.9,98.8,13.4,0.18893,0.20498,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0626,clccc(ccl)CONC (=0) Nc2cccec2, FMOPL000122a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.22,0.035,41.8,1.6,98.9,99.4,89.9,0.20131,0.22802,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0627,COclcc (nc(nl)N)c2cccec2, FMOPL000229%a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.023,63,1.3,94.1,99.1,62.7,0.20855,0.23763,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0628,COclccc2c(cl)nc(s2)N,FMOPL000602a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.09,0.038,50.2,2.5,92.4,99.2,58.5,0.19446,0.21813,0.16377,0.18642,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0629,Cclc(nc(=0) [nH]nl)Nc2ccc(cc2)C(C)C,FMOPL000125a,Mounted Clear, success, P
21 21 21,34 41 110 90 90 90,1.12,0.04,40.1,1,94.9,99.5,65.8,0.21021,0.23613,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0630,CCclccc(ccl)c2c(sc(n2)N)C,FMOPL000231a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.069,30.1,2.5,83,99.4,14,0.21258,0.23235,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0631,COclccc(cclOC)C[NH3+],FMOPL000601a,Mounted Clear,success,P 2 2 2,34 41 111
90 90 90,1.05,0.066,33.8,3.1,83.7,99.3,14.5,0.19953,0.2199,None,None,P 21 21 21,1 -
Analysis Pending,None

PARP14A-x0632,COclccc (ccl)NC(=0)Nc2cencc2, FMOPL000127a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.047,42.2,3.5,71.2,98.6,7.6,0.1885,0.21079,0.15978,0.18042,P 21 21
21,2 - PANDDA model,None

PARP14A-x0633,Cnlcc(c(nl)C(=0)NC2CCCC2)C1l,FMOPL000232a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.066,33.1,6,72.9,98.4,8.3,0.20698,0.22876,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0634,CCOclccc(ccl)CC(=0) [0-],FMOPL000603a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.05,0.085,24.6,4.4,75.7,98.6,12.5,0.20686,0.22716,None,None,P 21 21 21,1

- Analysis Pending,None

PARP14A-x0635,clcc(ocl)C(=0)N2CCN (CC2)C(=0)C3CC3,FMOPL000123a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
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90,1.08,0.032,54.7,2.6,87.3,98.6,41.7,0.19399,0.21843,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0636,CC(=0)clcccc(cl)NC(=0)C(F) (F)F, FMOPL000233a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.1,0.097,19.8,2.5,91.1,99.6,56.8,0.20597,0.22661,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0637,clcc(ccclc2nne (s2)N)O, FMOPLO00605a, Mounted Clear,success, P 21 21 21,34 41
110 %0 90 90,1.09,0.03,57.9,2.6,92.2,98.7,57.4,0.19564,0.21932,0.14326,0.16699,P 21 21
21,6 - Deposited,5QI8

PARP14A-x0638,CC(C) (C)C(=0)NCCcl [nH]c2ccccec2nl, FMOPL000124a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.09,0.027,60.4,1.3,92,99,46.7,0.1953,0.21934,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0639,clccc(ccl)NC(=0)Nc2ccenc2, FMOPL000234a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.08,0.03,57.4,2.6,90.7,99.1,52.4,0.20475,0.22535,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0640,COclccc(ccl)NC(=0)C[NH3+],FMOPL000604a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.17,0.026,49.3,1.2,97.8,98.9,80.9,0.20855,0.23592,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0641,Cclnc2ccc(cc20l)0,FMOPL000128a,Mounted Clear, success,P 21 21 21,34 41 110
90 90 90,1.2,0.024,51.1,1.3,98.2,99.7,96.5,0.20945,0.23964,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0642,CCS (=0) (=0)NCclccc2c (cl)0C02, FMOPL000235a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.055,34.9,2.6,91.3,99.3,54.4,0.19957,0.22283,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0643,clcc(ccclc2cenc (n2)N)Cl, FMOPL0O00606a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.056,37,2.4,81.2,98.9,14.5,0.20645,0.22444,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0644,Cclccc(cclC)c2c(sc(n2)N)C,FMOPL00012%a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.054,40,2.3,85.3,99.3,15,0.19477,0.2161,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0645,CCOclccccclN2CC[NH2+]CC2, FMOPL000609%a, Mounted Clear, success, P 21 21 21,34
41 110 90 90 90,1.14,0.031,45.8,1.1,96.9,99.8,74.7,0.20247,0.22728,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0646,CC1 (C[CEH] (CCOLl) [NH2+]Cc2ccco2)C, FMOPL000607a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.18,0.021,70.6,1.6,97.9,99.4,78.2,0.20202,0.22719,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0647,clcc (ccclC(=0) [O-])Nc2cn[nH]c (=0)n2, FMOPL000130a,Mounted Clear, success, P
2 2 2,34 41 110 90 90 90,1.05,0.034,60.8,2.4,82.9,99.2,13.5,0.19196,0.21395,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0648,clccc(ccl)Nc2ccc (cc2N) C#N, FMOPL000238a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.15,0.033,42.8,1.3,95.1,99.3,70.2,0.19554,0.2222,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0649,CCICCN(CC1) c2ccc (cc2Cl)N,FMOPL000608a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.15,0.031,53.5,2,88.5,98.9,45.2,0.19697,0.22458,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0650,clccc2c(cl)CC[NH+] (C2)Cc3ccc(cc3)0,FMOPL000132a,Mounted Clear, success, P 2

2 2,34 41 110 90 90 90,1.05,0.037,59.2,2.2,85.3,98.9,13.9,0.20413,0.2246,None, None, P 21
21 21,1 - Analysis Pending, None
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PARP14A-x0651,CC(=0)NICCN(CC1l)c2ccc(cc2)Cl, FMOPL000239%a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.18,0.033,48.5,2.7,99.3,99.7,95.6,0.19437,0.22175,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0652,CC(C)C(=0)N1ICCN(CC1l)c2ccc(cc2)N,FMOPL000610a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.16,0.028,52.2,1.5,98.3,99.3,82.5,0.19605,0.22466,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0653,CC(=0)clccc(ccl)OC(=0)c2ccecs2, FMOPL000735a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.1,0.021,76,2.7,86.9,99.2,47.3,0.19321,0.21878,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0654,clccc2c(cl)c(cs2)NC(=0)NC3CC3, FMOPL000640a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.09,22.8,4.1,82.1,99.1,14.2,0.20638,0.22566,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0655,CCL (CC(=CC(=0)C1)Nc2c[nH]c(=0) [nH]c2=0)C,FMOPL000444a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.13,0.025,65,2.6,97.8,99.5,87,0.18169,0.20783,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0656,CNclncccnl, FMOPL000514a,Mounted Clear, success,P 2 2 2,34 41 110 90 90
90,1.05,0.062,36.2,3.3,84.9,99.4,14.5,0.19646,0.21727,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0657,COclccc (ccl)C[NH2+]C2CCCC2, FMOPL000707a,Mounted Precipitate, success,P 2 2
2,34 41 110 90 90 90,1.05,0.039,48,1.6,80.5,99.1,14.9,0.19374,0.21594,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0658,CC (=0)Nclccc (ccl)NC(=0) [CRH]2CC2 (C)C,FMOPL000655a,Mounted Clear, success, P
22 2,34 41 110 90 90 90,1.05,0.045,49.3,1.8,82,98.7,13.2,0.20435,0.22436,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0659,clcc (ccclC(=0)N)NC (=0) [CRRH]2CCCO2, FMOPL000416a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.05,0.045,49.5,2.3,82.6,99.2,14.3,0.21635,0.24041,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0660,CLCN (CCCLC (=0)N)C (=0) CC#N, FMOPL000517a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.026,66,2.7,87.5,98.5,46.3,0.2105,0.23572,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0661,clcc(cc(cl)F)C[NH2+]Cc2ccco2, FMOPLO00703a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.05,0.045,46.2,2.6,81.9,99.4,15,0.20329,0.2228,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0662,CC(C) [C@] (C) (C#N)Nclcccccl, FMOPL000630a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.05,0.037,51.9,1.7,83.4,98.6,15.3,0.20138,0.22623,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0663,CC[CQH] (C)NC(=0)clcc(onl)c2ccccec2, FMOPL000448a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.08,0.043,46.2,2.6,90.9,98.7,50.3,0.21257,0.23698,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0664,C[NH2+]CCCICCCCC1, FMOPL000516a,Mounted Clear,success,P 2 2 2,34 41 110 90
90 90,1.13,0.022,71.5,1.4,96.2,99.3,69.5,0.19533,0.22048,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0665,COclcccc (cl)C(=0)Nc2ccececc2F, FMOPL0O00752a,Mounted Clear, success,P 2 2 2,34

41 110 90 90 90,1.06,0.031,57.6,1.5,86.2,99.1,22.7,0.20037,0.22223,None, None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0666,Cnlc (cc(=0) [nH]1)Nc2ccccec2, FMOPL000632a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.048,43.8,2.5,84.5,99.4,14.5,0.19925,0.222,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0667,CCICCN (CC1)C(=0)CCCc2ccccc2, FMOPL000445a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.14,0.034,43.8,2.6,97.2,99.4,82,0.19886,0.22433,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0668,CCLCCC(CC1) [NH2+]C2CCC(CC2) 0, FMOPL000520a,Mounted Clear, success,P 21 21
21,34 41 111 90 90 90,1.13,0.037,43.8,2.6,96.7,99.8,79.6,0.21244,0.2422,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0669,CCC(=0)Nclnnc(sl)C2CCCCC2,FMOPL000719a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.045,45.6,2.8,93.3,98.8,62.9,0.20819,0.2313,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0670,clcc2c (cclNC (=0)N3CCOCC3)non2, FMOPL000652a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.15,0.038,37.5,1.1,97.8,99.6,82.1,0.20587,0.2367,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0671,CC(=0)Nclnnc(sl)COc2ccccc2, FMOPL000734a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.12,0.032,52.5,2.6,95,99,72.7,0.2107,0.23691,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0672,Cclcc (nol)NC(=0)c2ccc3c(c2)non3, FMOPL000660a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.045,48.6,2.1,73.8,98.7,8,0.19798,0.21938,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0673,Cnlcc (cnl)CNC (=0) c2ccco2, FMOPL000397a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.08,0.025,66.7,1.5,89.7,99,37.8,0.19287,0.21394,None,None,P 21 21 21,1
Analysis Pending,None

PARP14A-x0674,clccc(ccl)C(=0)Nc2ccc3c(c2)ccen3, FMOPL000534a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.056,40,2.8,83.6,99.4,14.1,0.19917,0.22159,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0675,Cclccc(c(cl)0C(=0)c2ccncec2)C, FMOPL000742a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.11,0.033,51.2,2.6,93.3,99.3,63.8,0.19859,0.21958,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0676,clcc2c (cclC(=0)N3CCOCC3)nns2, FMOPL000645a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.032,57.5,1.8,85.6,99.1,15,0.20096,0.22443,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0677,Cnlccc(nl)C(=0)NC[CEQRH]2CCCO2, FMOPL000398a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.037,51,2.3,78.9,98.8,9,0.19598,0.21827,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0678,Cclcc(cc(cl)NC(=0)NCc2ccco2)C,FMOPL000533a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.09,0.039,47.3,2.4,92.1,99,57.1,0.20108,0.22738,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0679,clccc2c(cl) [nH]c (n2) C[NH+]3CCOCC3, FMOPL000717a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.15,0.026,55.6,1.8,93.3,98.4,62,0.19399,0.22106,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0680,CC (=0)NLICCC(CCl)c2c[nH]c3c2ccec3,XSTXX051512¢, Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.03,57.3,2,82.5,98.9,15,0.19698,0.21845,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0681,CCnlcc(cnl)C(=0)NCc2ccc (cc2)F,FMOPL000449%a,Mounted Clear, success,P 2 2

2,34 41 110 90 90 90,1.05,0.043,49.3,2.2,79.3,98.9,9.4,0.19817,0.22288,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0682,Cclc(c(nol)c2ccc(cc2)F)C(=0)NC, FMOPL00052%a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.15,0.04,39.4,2.5,97.1,99.5,85.8,0.211,0.23815,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0683,CC(C) (C)CICCN(CC1)C(=0)c2ccccec2, FMOPL000747a,Mounted Clear, success, P 21
21 21,34 41 110 90 90 90,1.12,0.036,47.9,2.5,90.3,99.7,49.7,0.19485,0.22076,None, None, P
21 21 21,1 - Analysis Pending, None

PARP14A-x0684,clcc (ccclC[NH+]2CCOCC2)CO, FMOPL000663a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.13,0.036,46,2.8,94.8,99.1,69.5,0.20187,0.22953,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0685,Cnlc (ccnl)C(=0)NCc2cccs2, FMOPL00039%96a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.05,0.038,58.4,2.3,78.1,99.1,12.8,0.19033,0.21148,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0686,CC (CO) (CO)NC (=0)Nclcccecl, FMOPL000524a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.15,0.034,46.2,2.6,98.4,99.7,90,0.19189,0.2207,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0687,CC (=0)Nclcccc (cl)NC(=0)N, FMOPL000701a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.08,0.024,71.2,1.2,89.6,99.3,37.9,0.19272,0.21341,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0688,CC(C) (C)clccc(cel)C(=0)Nc2ccon2, FMOPL000437a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.08,0.025,68.1,1.2,86.9,99.4,35.9,0.20686,0.23148,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0689,clcc (ocl)c2nnc (s2)NC(=0)C3CC3,FMOPL000522a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.1,0.031,55.3,2.5,91.9,99.1,58.3,0.21011,0.23273,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0690,Cnlc(c(cnl)Cl)C(=0)N2CCCCC2,FMOPL000711a,Mounted Clear,success,P 2 2 2,34
41 111 90 90 90,1.05,0.058,36.4,2.6,81.7,99.1,13.4,0.19507,0.21374,0.1398,0.16164,P 21
21 21,6 - Deposited,5QI9

PARP14A-x0691,COC (=0)Nclccc(ccl)Cc2ccncc2, FMOPL000683a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.09,0.034,54.3,2.5,92.5,98.9,58.9,0.21514,0.24158,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0692,CC[CQ@H] (clcccccl)C(=0)Nc2cncen2, FMOPL000447a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.06,0.02,78,1.3,87.7,98.8,24.7,0.20447,0.22558,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0693,CC (=0)Nclccc(ccl)N2CC[NH+] (CC2)C, FMOPL000526a,Mounted Clear, success,P 21
21 21,34 41 110 90 90
90,1.15,0.026,54.3,1.5,97.9,99.8,83.5,0.19386,0.2155,0.20486,0.21852,P 21 21 21,3 - 1In
Refinement, None

PARP14A-x0694,clccc(ccl)OCC (=0)NC2CCCCC2, FMOPL000728a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.05,0.081,28.9,4.4,83.4,99.1,13.9,0.20171,0.2248,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0695,C1CCC2 (CC1)OC[CRRH] (02) C[NH+]3CCCC3,FMOPL000669%a,Mounted Clear, success, P
21 21 21,34 41 110 90 %90 90,1.09,0.031,53,2.6,90.5,98.2,53.1,0.20827,0.23134,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0696,Cclc(c(onl)C)C(=0)NCCC2=CCCCC2,FMOPL000453a,Mounted Clear,success,P 2 2

2,34 41 110 90 90 90,1.17,0.038,46.6,1.6,98.6,99.2,85.6,0.20441,0.23476,None,None,P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0697,COclccc(ccl)NCc2ccc(cc2)F, FMOPL000528a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.18,0.019,73.1,1.7,97.3,99.3,83.2,0.20349,0.22447,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0698,CC(C)0Oclcc(c(cclCl)Cl)N,FMOPL0O0026%a,Mounted Clear,success,P 21 21 21,34
41 110 90 90 90,1.2,0.025,56.2,1.2,99.4,99.5,96,0.18977,0.2256,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0699,clccc(c(cl)N)N2CCOCC2,XST00000046b, Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.1,0.026,63.3,2.6,93.1,98.8,61.4,0.20162,0.22364,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0700,clccc(ccl)COC (=0)N2CCC(CC2) 0, FMOPL000543a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.16,0.035,43.6,1.1,98.1,99.1,84.3,0.19947,0.22923,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0701,COC (=0)C1CC1, FMOPL000535a,Mounted Clear,success,P 2 2 2,34 41 110 90 90
90,1.08,0.04,48.8,1.8,85.5,97.7,26.2,0.19794,0.22004,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0702,CCOC (=0) clccocl, FMOPL000537a,Mounted Clear, success,P 21 21 21,34 41 110 90
90 90,1.08,0.045,39.6,2.5,90.6,99.2,48.7,0.19839,0.22162,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0703,clccc(ccl)COCC (=0) [0-],FMOPL000539a,Mounted Precipitate, success,P 2 2
2,34 41 110 90 90 90,1.26,0.026,55.7,1.9,99.6,98.9,98.6,0.19373,0.22051,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0704,CCN(CCO)clccc(ccl)N, FMOPL000541a,Mounted Precipitate,Failed -
unknownlIIIIIIII’I’I’I#NAME?I

PARP14A-x0705,Cclcc(nc(nl)Nc2ccccc2)C, FMOPL000542a, Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.12,0.034,48.1,2.9,86.4,98.7,45.7,0.1946,0.21626,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0706,CNC (=0)clcc(ccnl)Cl, FMOPL000538a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.15,0.023,68.9,2.6,96.3,99.1,82.6,0.19458,0.21849,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0707,clccnc(cl)c2c[nH]nc2, FMOPL000133a,Mounted Clear,success,P 21 21 21,34 41
111 90 90 90,1.14,0.03,50.4,2.5,98,99.6,88.2,0.21545,0.24448,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0708,Cclcnc (s1)NC(=0) CCC2CCCC2, FMOPL000240a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.11,0.03,55.7,2.7,93.3,98.4,64.2,0.21272,0.23911,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0709,CC (=0) NICCC(CC1) [NH2+]CCOC, FMOPL000134a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.23,0.036,36.5,1.2,99.6,99.6,98.4,0.19261,0.22824,None,None,P 21
21 21,2 - PANDDA model, None

PARP14A-x0710,CS (=0) (=0)N1CCC(CC1)C(=0)NC2CC2,FMOPL000241a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.17,0.023,61.6,2,93.3,98.3,62.8,0.19145,0.21773,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0711,COclccc2c (cc(=0)oc2cl)CC(=0) [0-],FMOPL000612a,Mounted Clear,success,P 21
21 21,34 41 110 90 90 90,1.05,0.046,52.4,2.3,85.2,99.4,15.2,0.20889,0.22788,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0712,CC (=0)Nclcccc (cl)NC (=0)COC, FMOPL000242a,Mounted Clear,success,P 2 2 2,34

41 110 90 90 90,1.14,0.025,67.3,1.2,97.5,99.5,76.5,0.21194,0724097,0.1604,0.19815,P 21
21 21,6 - Deposited,5QIA
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PARP14A-x0713,CC[NH+] (CC)clcccc(cl)O,FMOPL000135a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.025,61.8,1.3,97.1,99.2,76.4,0.19893,0.22803,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0714,COC (=0)Nclnnc (s1)CC2CCCC2, FMOPL000243a,Mounted BadDispense, success, P 21
21 21,34 41 110 90 90 90,1.14,0.025,59.5,2.6,95.3,99.6,77.5,0.18425,0.20744,None, None, P
21 21 21,1 - Analysis Pending, None

PARP14A-x0715,COclcc (ccclN)Nc2cccece2, FMOPL000626a,Mounted Clear, success, P 21 21 21,34 41
110 90 90 90,1.1,0.028,59.6,2.5,93.6,99.1,65.7,0.2108,0.23782,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0716,CCclc(c(onl)C)C(=0)Nc2cc(on2)C,FMOPL000245a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.09,0.029,58.7,1,91.9,99.3,45.7,0.21399,0.2387,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0717,C[CRQH] (Cclccc(ccl)O) [NH+] (C)C, FMOPL0O00138a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.05,0.041,58.1,2.1,84.5,99.5,14.6,0.20113,0.22334,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0718,Cclccc(sl)C(=0)Nc2ccccec20C, FMOPL000247a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.03,56,2.6,95.8,99.3,74.5,0.18528,0.21074,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0719,CC (=0)clcccc (cl)NC(=0)N2CCOCC2, FMOPL000248a,Mounted Clear,success,P 2 2
2,34 41 110 90 90 90,1.12,0.038,42.8,1.2,93.5,99.4,60.9,0.18798,0.21265,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0720,clcc(c2c(cl)c3c([nH]2)CCCC3)C#N,FMOPL000140a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.25,0.028,52.9,2.1,99,98.7,88.9,0.19891,0.23269,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-

x0721,clcc (ccclN2CCN (CC2)C (=0) C3CC3) F,FMOPL000249%a,Mounted BadDispense, success,P 21 21
21,34 41 110 90 90 90,1.1,0.025,62.6,2.5,92.9,98.6,60.8,0.19215,0.21557,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0722,CclccccclCNc2nnnn2C, FMOPL000143a,Mounted Crystalline, success,P 2 2 2,34 41
110 90 90 90,1.05,0.059,35.9,3.3,83.4,99.4,14.3,0.19819,0.22099,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0723,CCC(=0)Nclccc(cecl)S(=0) (=0)N, FMOPL000O141la,Mounted Crystalline, success,P 2
2 2,34 41 110 90 90 90,1.21,0.022,65.6,1.9,99.6,99,96.9,0.19032,0.2201,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0724,clccc2c(cl) [nH]c (n2)NC (=0)C3CCCCC3,FMOPL000251a,Mounted Clear, success,P 2
2 2,34 41 110 90 90 90,1.08,0.035,48.2,1.2,89.4,99,37.5,0.1992,0.22514,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0725,clc(c(=0) [nH]c (=0) [nH]1)N2CCCCC2, FMOPL000665a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.05,0.045,52.7,2.8,85.2,99.3,15,0.19051,0.21085,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0726,Cclcc(nol)C(=0)NCc2cccs2,FMOPL0003%4a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.11,0.021,67.9,1.4,93,99.4,56.2,0.18929,0.21488,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-

x0727,Cclccc (ccl)CC(=0)NC[CRRH]2CCCO2, FMOPL000530a,Mounted BadDispense, success,P 21 21
21,33 41 110 90 90 90,1.24,0.031,45.5,1.1,99.8,99.8,99.5,0.17565,0.21144,None,None,P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0728,CI1CCC(C1)C(=0)N2CCNC (=0)C2, FMOPL000699a,Mounted Clear,success,P 2 2 2,34
41 110 90 90 90,1.09,0.021,67.2,1.4,86.9,98.5,31.6,0.19563,0.21944,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0729,C[NH+]1CCC[C@H] (C1)OC (=0) c2ccco2, FMOPL000668a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.09,0.027,57,2.6,90.8,98.5,57,0.19246,0.21622,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0730,COC (=0)NCclcc2cc(ccc2[nH]1)Cl,FMOPL000405a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.07,0.025,74.6,1.6,82.4,99.2,18.6,0.19292,0.2165,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0731,CCnlc2cccce2nclNC (=0)C, FMOPL000521a,Mounted Clear, success,P 2 2 2,34 41
111 90 90 90,1.21,0.044,31.2,1.7,99.1,99.3,89,0.18871,0.22142,0.20482,0.23377,P 21 21
21,3 - In Refinement,None

PARP14A-x0732,Cclccc(sl)C[NH2+]C[CQRRH] (C) O, FMOPL000693a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.09,0.024,66.9,1.3,92.3,99.3,46.1,0.19271,0.21658,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0733,COCC (=0)NCcl [nH]c2cccce2nl, FMOPL0O00672a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.027,69.6,1.3,83.7,99.3,14.3,0.18909,0.21103,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0734,CCOC (=0)Nclc(ccsl)C(=0)N, FMOPL000386a,Mounted BadDispense,success,P 2 2
2,34 41 110 90 90 90,1.2,0.045,39.8,2,98.6,99.1,90,0.18774,0.21976,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0735,COclccc (ccl)CNC (=0)c2csnn2, FMOPL000527a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.23,0.031,46,1.1,99.4,99.6,99.1,0.19131,0.22906,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0736,clccc(ccl)CNC(=0)c2cccc(c2) F, FMOPL000727a,Mounted BadDispense, success, P
21 21 21,34 41 110 90 90
90,1.17,0.025,57.1,1.1,97.5,99.5,84.5,0.18611,0.21536,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0737,Cclcccc2elnc (s2) NC (=0) OC, FMOPL000395a, Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.23,0.035,39.3,1.2,95.5,98.6,85.4,0.18982,0.23159,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0738,clcc(scl)CCNC (=0)C2CCCCC2, FMOPL000523a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.15,0.033,45.8,1.1,98,99.7,82.6,0.20121,0.23219,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0739,CCC(CC)C(=0)Nclnccsl, FMOPL000695a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.11,0.029,54.5,0.9,94.8,99.3,64.4,0.20402,0.22781,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-

x0740,CCL (C[C@H] (CCO1) [NH2+]Cc2ccc(cc2)0)C,FMOPL000676a,Mounted BadDispense, success,P 2
2 2,34 41 110 90 90 90,1.05,0.031,61.3,1.9,84.6,99.1,16.1,0.191,0.21057,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-

x0741,CC[CREH] (clccceel)C(=0)Nc2ccon2, FMOPL000420a, Mounted BadDispense, success,P 21 21
21,34 41 110 90 90 90,1.09,0.043,42,2.5,88.1,99.6,43.6,0.19826,0.22045,None,None, P 21 21
21,1 - Analysis Pending,None

PARP14A-x0742,C[NH+]1CCN(CC1)C (=0)c2ccc3cc[nH]c3c2,FMOPL000532a,Mounted Clear, success, P

222,34 41 110 90 90 90,1.13,0.025,64.1,1.5,94.5,99,61.1,0.19677,0.22202,None,None, P 21
21 21,1 - Analysis Pending,None
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PARP14A-x0743,Cclcc(c(c(cl)C)NC(=0)COC)C,FMOPL0O00710a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.07,0.035,51.8,2.6,89.7,98.5,45.2,0.19596,0.22036,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0744,clcc (ocl)C(=0)N2CCN(CC2)C(=0)N, FMOPL000670a,Mounted BadDispense, success, P
21 21 21,34 41 110 90 90
90,1.1,0.027,58.3,2.6,93.8,99.1,67.7,0.19247,0.21332,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0745,CCclccc(sl)C(=0)NCc2cnn (c2)C, FMOPL000421a,Mounted Clear, success,P 2 2
2,34 41 110 90 90 90,1.05,0.039,51.5,2.2,76.2,98.6,13.5,0.18504,0.20714,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0746,CC(C)NC(=0)clccc(ccl)NC(=0)NC, FMOPL000525a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.08,0.031,58,2.6,89.1,97.7,50.2,0.20946,0.23146,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0747,CCCC (=0)NclccecnclCl, FMOPL000696a,Mounted Clear, success,P 2 2 2,34 41 110
90 90 90,1.24,0.026,55.7,2.2,97.9,99.1,89.5,0.18915,0.21844,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0748,CI1CCC2(CC1)OC[CRE@H] (02)C[NH+]3CCCCC3,FMOPL000674a,Mounted Clear, success, P
2 2 2,34 41 110 90 90 90,1.15,0.027,56,1.3,98.1,99.4,81.7,0.18936,0.2152,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0749,CCC(=0)Nclnnc(sl)c2ccncc2, FMOPL000403a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.15,0.032,51.1,2.5,96.3,99.7,77.1,0.19226,0.21659,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-

x0750,C1C[C@H] (CC=C1)C[NH+]2CCC(CC2)C(=0)N, FMOPL000333a,Mounted Precipitate, success,P 2
2 2,34 41 110 90 90 90,1.09,0.025,61.3,1.2,89.7,98.8,43.2,0.19652,0.2194,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0751,CCC(CC)C(=0)NclcccceclO, FMOPLO00706a,Mounted Clear, success, P 21 21 21,34 41
110 90 90 90,1.05,0.039,55.6,2.4,83,99.4,15.2,0.18175,0.204,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0752,CC(=0)Nclccc2c(cl)nsn2, FMOPL000664a,Mounted Clear, success,P 21 21 21,34 41
110 90 90 90,1.14,0.044,34.5,2.6,97,99.4,81.7,0.18467,0.20601,None,None,P 21 21 21,1
Analysis Pending, None

PARP14A-x0753,clcc(cc(cl)Cl)C(=0)Nc2ccon2, FMOPL00039%a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.17,0.035,39.4,1.1,98.6,99.8,88.6,0.19734,0.22749,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0754,CCOclccc (ccl) C[NH+]2CCC (CC2)0, FMOPL000353a,Mounted Clear, success, P 2 2
2,34 41 110 90 90 90,1.05,0.042,47.8,2.3,84.4,99.3,15,0.19337,0.2157,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0755,COclccccclOC (=0) C2CCCC2, FMOPL0O00721a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.13,0.024,62.6,1.4,96,99.2,71.8,0.19085,0.21542,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0756,Cclcccc (cl) OCC (=0)Nn2cnnc2, FMOPL000680a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.12,0.032,48.4,2.5,88.9,98.9,52.5,0.20234,0.22732,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0757,Cclcc(nc(nl)Nc2cccc(c2)0)C, FMOPL000341a,Mounted Clear, success,P 2 2 2,34

41 110 90 90 90,1.15,0.019,76.2,1.6,97.1,99.2,75.4,0.18998,0.21585,None,None,P 21 21
21,1 - Analysis Pending,None
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PARP14A-x0758,CSclnnc (sl)NC(=0)c2ccco2, FMOPL000708a,Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.09,0.028,56.2,2.6,84.6,98.9,41.1,0.19709,0.22212,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0759,CN(C)clnc(nc(nl)SC)N(C)C#N, FMOPL000667a,Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.09,0.029,55.6,2.5,92,99,55.3,0.18953,0.21007,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0760,COC (=0)clccc(ccl) s (=0) (=0)N, FMOPL000316a,Mounted BadDispense, success,P 2
2 2,34 41 110 90 90 90,1.05,0.046,42.8,3.1,75.1,99.1,11.7,0.18846,0.20908,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0761,CCCC(=0)Nclnnc(sl)SC,FMOPL000697a,Mounted Clear,success,P 21 21 21,34 41
110 90 90 90,1.13,0.031,48.8,1,96,99.6,69.6,0.20043,0.23299,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0762,C[NH+]1CCC[C@H] (C1)OC(=0)c2cccc(c2)F,FMOPL000678a,Mounted Clear, success, P
2 2 2,34 41 110 90 90 90,1.13,0.03,54.6,1.3,96.7,99.3,72,0.1965,0.21942,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0763,clcc2c (cclCNC (=0) [CRRH]3CCCO3)0CO2, FMOPL000436a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.1,0.025,64.5,2.6,91.4,99.2,56.1,0.18136,0.20436,None,None,P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0764,CCOC (=0)Nclccc2c(cl)c(=0)n(cn2)C,FMOPL000373a,Mounted Clear, success,P 21
21 21,32 41 110 90 90 90,1.47,0.052,27.8,1.2,99.6,99.8,99.4,0.20418,0.26184,None,None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0765,Cclccc (cclO)NC (=0) c2ccco2, FMOPL000724a,Mounted Clear, success,P 2 2 2,34 41
110 90 90 90,1.06,0.036,50.8,1.9,73,98.8,11.6,0.19581,0.22179,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0766,CN(C)clccc(ccl)CNn2cnnc2,BDILV000151b, Mounted Clear, success,P 21 21 21,34
41 110 90 90 90,1.14,0.024,64.1,2.8,95.4,99.5,72.5,0.1847,0.20936,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0767,C1CCC(CC1)CCC (=0)NN2CCOCC2, FMOPL000414a,Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.15,0.028,53.6,2.3,91.1,99.3,61.8,0.19571,0.2262,None,None,P 21
21 21,1 - Analysis Pending,None

PARP14A-x0768,Cclc (nc(=0) [nH]nl)Nc2ccc(cc2)N(C)C,FMOPL000371a,Mounted Clear, success, P
21 21 21,34 41 110 90 90
90,1.09,0.031,56.9,2.6,88.2,98.5,43.3,0.20044,0.22174,None,None, P 21 21 21,1 - Analysis
Pending, None

PARP14A-x0769,CN(clccc(ccl)C(=0)N) s (=0) (=0)C, FMOPL000142a,Mounted Clear,success,P 21 21
21,34 41 110 90 90 90,1.05,0.035,53.8,1.7,80.9,98.9,14.7,0.20099,0.2218,None,None,P 21
21 21,1 - Analysis Pending, None

PARP14A-x0770,CC(C)Sclnnc(sl)NC(=0)C,FMOPL000027a,Mounted Clear,success,P 2 2 2,34 41
110 90 90 90,1.09,0.027,68.5,1.3,89.3,99,45.1,0.20147,0.22795,None,None,P 21 21 21,1 -
Analysis Pending, None

PARP14A-x0771,CC(C)clccc(ccl)C(=0)Nc2cccen2, FMOPL000252a, Mounted Clear, success,P 21 21
21,34 41 110 90 90 90,1.14,0.023,69.1,2.7,96,99.7,75.2,0.1863,0.20929,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0772,C[NH+] (C)Cclccc (ccl) C#N, FMOPL000137a,Mounted Clear, success,P 21 21 21,34

41 110 90 90 90,1.05,0.035,52.7,2.7,81.7,99,15.2,0.18459,0.20306,None,None,P 21 21 21,1
- Analysis Pending,None
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PARP14A-x0773,CC(C) [NH+]1CCN (CCl)c2ccc(cc2)0, FMOPLO00145a,Mounted BadDispense, success, P
2 2 2,33 41 110 90 90 90,1.62,0.059,30.1,0.8,96.9,97.5,71.8,0.22984,0.3009,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0774,clcc(cc(cl)F)C[NH+]2CCOCC2, FMOPL000028a,Mounted Precipitate,Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-
x0775,CC(C)C(=0)Nclnnc(sl) [CREH]2CCCO2, FMOPL000144a,Mounted BadDispense, success,P 21 21
21,34 41 110 90 90 90,1.08,0.03,52.7,2.4,88.9,99.8,47.3,0.17319,0.1952,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0776,clcc2c (cclc3cc[nH]n3)0C02, FMOPL0O0002%a, Mounted Clear, Failed -
unknownlIIIIIIIIIIIIII#NAME?I

PARP14A-x0777,CN(CCclcccenl)C(=0)c2cccec2, FMOPL000254a, Mounted Clear, success, P 21 21
21,34 41 110 90 90 90,1.13,0.028,57.4,2.6,97.3,99,84.7,0.19291,0.21573,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0778,CCOclccccclC[NH+]2CCC(CC2)0,FMOPL000042a,Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.035,57.9,2.3,78.8,98.8,8.9,0.1874,0.21338,None,None,P 21 21 21,1
- Analysis Pending,None

PARP14A-x0779,CCN(CC) S (=0) (=0)clccc(ccl)C,FMOMB000142b, Mounted Clear, success,P 2 2 2,34
41 110 90 90 90,1.05,0.069,31.5,8.4,79.8,98.7,14.8,0.18399,0.20531,None,None,P 21 21
21,1 - Analysis Pending,None

PARP14A-x0780,Cclc (ccol)C(=0)Nc2cc(on2)C(C) (C)C,FMOPL000255a,Mounted Clear, success,P 21
21 21,34 41 110 90 90 90,1.1,0.028,60.5,2.5,93.1,99.5,63.1,0.18248,0.20973,None, None, P
21 21 21,1 - Analysis Pending,None

PARP14A-x0781,COclccc(ccl) [CRQRH] (C(=0) [O-]) [NH3+], FMOPL000076a,Mounted Clear, success,P
21 21 21,33 41 110 90 90
90,1.1,0.026,62.1,2.7,92.4,99.4,60.1,0.16606,0.18686,None,None,P 21 21 21,1 - Analysis
Pending, None
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