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Step 1: Find Co-complexes and Sites from Ligand-Structure-Se

Molecule ligname | similarity | pdbcode | siteeid |FourCode |pdblD | pdbBnxNumber | proteinid title classification source compound |releaseDate| journalTitle journalReference exptype
MOL_ID: 1;
MOLECULE:
PROTO-
ONCOGENE
TYROSINE-
PROTEIN
KINASE LCK;
CHAIN: A;
MOL_ID: 1; ORGAMISM_SCIENTIFIC: FRAGMENT: Elﬁg'?aﬂll:i%
HOMO SAPENS; ORGAMISM_COMMON: | PROTEIN STRUCTURES
NHs HUMAN; GENE: LCK; KINASE; GUIDES USE OF
EXPRESSION_SYSTEM: SPODOPTERA | SYNONYM: LIGAND
NH D FRUGIFERDA, PSE-LCK, -
Tl 1 2pl0A 1308707 || 2pl0 2pl0 | 1305799 42526 LCK BOUNDTO | 1) NSFERASE | EXPRESSION_SYSTEM_COMMON: LYMPHOCYTE | ne-ocToo7 | SELECTVITY PROTEINS 2007 KR
IMATINIB - . PROFILES TO DIFFRACTION
FALL ARMYWORM, CELL- PREDICT INACTIVE
EXPRESSION_SYSTEM_WECTOR_TYPE: | SPECIFIC )
Nc) PROTEIN. CONFORMATIONS:
’ |ON_Sv STEM_PLASMID: TYROSINE STRUCTURE OF
LCKAMATINIE
KINASE, LK, COMPLEX
T CELL- '
SPECIFIC
PROTEIN-
N TYROSINE
~M / . -
I N KINASE..EC.
P 27102
4'»1),7' ENGINEERED:
VES
. cn-—(o MOL_DD: 1;
h\ B D’J\ﬂ MOLECULE:
e NS Ny, A -
N bl ; ORGANISM_SCEENTIFIC: PROTO
[ J ALLUS: ONCOGENE
IM_COMMON: CHICKEN; GENE: TYROSIE- C-ERC BINDS TO
NH o SRC; EXPRESSION_SYSTEM: PROTEN THE CANCER
T STRUCTURE OF ESCHERICHIA COLT : KINASE SRC; DRUG IMATINIB
N CHICKEN C-SRC EXPRESSION SYSTEM COMMON: CHAIM: A, B; WITH AN INACTIVE
! M_COMMON: ) c
STl 1 20igA 1145914 | Zoig 20ig | 1125109 26318 nASE TRANSFERASE | BACTERIA; FRAGMENT: | 5p papo7 | ABLCKT STRUCTURE V. 15288 | XHAY
DOMAIN IN EXPRESSION SYSTEM STRAIN: KINASE CONFORMATION | 2007 DIFFRACTION
COMPLEX WITH BLZADET - : DOMAIN; AND A
-~ THE CANCER ! | SYNONYM: DISTRIBUTED
ol DRUG IMATINIB. Eﬁgfﬁg’_m“—s\(s“"‘—wCTOR—TYPE' PE0-SRC, C- THERMODYNAMIC
EXPRESSION_SYSTEM_PLASMID: sncj PP?“’ PENALTY.
PET2E SRC; EC:
27102
ENGINEERED:
YES
MOL_ID: 1;
MOLECULE:
PROTO-
ONCOGENE
TYROSINE-
ELT;E'N ABL1: STRUCTURAL
NHs HUMAN ABL MOL_ID: 1; ORGAMISM_SCIENTIFIC: CHAMN: A B | BIOLOGY
KINASE HOMO SAPENS; ORGANISM_COMMON: | "™ ™ CONTRIBUTIONS
HH o DOMAIN IN HUMAN; GENE: ABL1, e TO THE ACTA YRAY
Tl 1 2hyyA | 918207 | Zhyy 2hyy | 904013 16861 COMPLEXWITH | TRANSFERASE | EXPRESSION_SYSTEM: SPODOPTERA | /o "o 0 | 16-JAN-07 | DISCOVERY OF CRYSTALLOGR. SECT.D | jo oo
IMATINIB FRUGIPERDA, ABELSON DRUGS TO TREAT | V.63 80 2007
(STIST1, EXPRESSION_SYSTEM_COMMON: MURIE CHRONIC
[\) GLIVEC) FALL ARMYWORM I:EUKEHIA MYELOGENQUS
VIRAL LEUKAEMLIA.
ONCOGENE
HOMOLOG 1;
EC:2.7.10.2;
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Step 2: Find Other Receptor Sites from Site-Similarity Search




Example Site Similarity Results (Que

Site SitelLigand SiteProtein SiteScore  ContactScore

1309707 STI 2plOA 1000 1
1420904 C92 3cpbB 110.906 0.7
1384893 900 3b8qB 121.051 0.67
1322334 276 2qu5A 117.866 0.66
1284638 406 2e2bA 119.18 0.64
1396160 2RL 2rI5A 121.208 0.63
1400124 NIL 3¢cs9D 111.198 0.62
867405 7MP 2hiwA 101.948 0.61
916548 242 20fvB 109.214 0.6
1147514 MUH 20scA 104.115 0.6
776230 WBT 1wbtA 101.635 0.6
916805 IN8 20g8A 116.819 0.59
394066 PRC 1fpuB 107.297 0.57
1415780 C19 3cp9A 104.078 0.56
911671 KIN 2hznA 106.08 0.56
1148488 608 2p2iB 109.41 0.55
1300447 GIG 20h4A 110.471 0.53
1320735 857 2qu6B 116.424 0.52
437653 BO6 1kv2A 107.323 0.52
691631 L11 1w83A 101.268 0.52
1147212 RAJ 2008X 104.058 0.52
910098 GIN 2hz0B 108.713 0.51
1396708 P38 3bv2A 124.962 0.51
436174 BMU 1kv1A 88.568 0.5
1412158 G2G 2puuA 118.296 0.5
775147 LI3 1wbvA 85.135 0.5
1415688 C52 3cpcB 102.25 0.48
1431710 GK6 3d83A 104.164 0.48
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Step 3: LigandCross — Mixing Ligand Features from Aligned Sites

[ Chains | Chain Alignments | Sites I Site Alignments. |
te B

pdb2pl0is1 309707 (chain A)

pdb2ofis916548 (chain B)

podb2tlEis1 396160 (chain A)

pb2e2h1is1 284638 (chain B)
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Step 4: LigandCross Ligands reDocked into s1309707
B
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Kinase Knowledgebase (pIC50) Bayesian Model Predictions (PP)
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