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Lampiran 2. Hasil Virtual Screening Autodock Vina
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ZINC Natural Kode Zinc Kode Smiles Binding
Products Energy
IBScreen ZINC0209 | Clc4c(cc(NC(=0)COc2ccloc(=0) 116

Natural 4772 cc(clec2)c3cecce3)ccd)C(F)(F)F '
Product
ZINC1482 01c5¢(c(=0)c(cl)c3cc2c(0OC(C=C

Specs Natural 5188 2)(C)C)ce3)c(0)cac(OC(C=C4)(C -11,6
Product )C)c5
IBScreen ZINC4031 | O=c/1[nH]c4c(c/1=C/c3cc2c(ncce 111

Natural 3335 2)cc3)ceecd '
Product
IBScreen 0lcoc2clc(OC)cc(c2)[C@H](c3c(

ZINC98B36 | )1 H1e3Ce5ecac(0C(CCA)(C)C 11
Natural 4057 -
Product )cc5)CC(=0)0C
IBScreen ZINC0214 | Clc4c(NC(=0O)CCclc(oc3c(clC)ec 109
Natural 6796 2c(occ2C)c3)=0)cc(ccd)C(F)(F)F ’
Product

ZINC3383 04c2c1c(OC(CCL)(C)C)ecc2C[C

Specs Natural 1506 @@H](c3c(0)c(c(0)ce3)CC=C(C -10,8
Product )C)C4
IBScreen ZINC9622 0O4clc(ce(ccl)CC(=0)N[C@H](C(

Natural 1977 =0)[O- -10.6
Product ])Cc2c[nH]c3c2cccc3)CCC4(C)C
IBScreen ZINC0402 | 02clc(c(O)c(c(0)c1)CC=C(C)C) 106
Natural 6533 C(=0)C[C@H]2c3cceee3 ’
Product
ZINC1443 05c¢2c¢1c(0OC(C=C1)(C)C)ccc2C[C
Specs Natural 9706 @H](c4c(0)c3c(OC(C=C3)(C)C)c -10,6
Product c4)C5
Afropan ZINC1455 | 03clc(c(O)c(ccl)C(=0)\C=C\c2cc 105
Natural 7836 ¢(O)cc2)C=CC3(C)C ’
Product
IBScreen ZINC3636 | O(c4cclc([nH]cclCCNC(=0)C(= 105
Natural 9853 0)Nc3c2c(c(0)cce2)cee3)ccd)C ’
Product
Specs Natural ZINC1455 | O3clc(c(O)c(ccl)C(=0)\C=C\c2cc 105
Product 7836 ¢(0)cc2)C=CC3(C)C
IBScreen ZINC4031 | O=C2Nclc(ccecl)[C@H]2Cc4cc3 104
Natural 3079 c(ncce3)ccd '
Product
ZINC1482 0lc(c(O)c(=0)c2clec(O)c(c20)Cl
Specs Natural 5106 C@H]3C(=CCCC3(C)C)C)cacec( -10,3
Product O)cc4
AnalytiCon
Discovery ZINCO0573 03clc(c(O)c(cc_l)C(=O)\C=C\02cc 10,2
Natural 4356 ccc2)C=CC3(C)C
Product
O=[N+]([O-
IBScreen
Natural ZIN6§2§7611 Jcdclc(n(ccl)CC(=O)NCCc2c[nH -10,2
Product ]c3c2ccee3)cecd
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NuBBe ZINC3254 | O(c3c(c(0)c(cin[nH]cclc2ccc(OC 10.2
Natural 0719 )ec2)ce3)C)CC[NH+]4CCCCC4 :
Product
Princet 0lc(c(O)c(=0)c2clceec(O)cc20[C@
Natural Z'Ngffg% @H](CO)CCCO)e3ce(c(0)ce3)Ce 1102
Product 4cc(O)cecd
ZINC1469 02clc(c(O)cc(O)cl)C(=0)C[C@
Specs Natural 0579 H]2c4c¢(0)c3c(0OC(C=C3)(C)C)cc -10,2
Product 4
Ocd4c(cee(clec(cecl)CCC(=0)[C
ZINC8554 | @]23[C@](OC)(O)[C@H]([C@@
Specs Natural -
N orodLct 6223 | H](CO)C2)C(C3(C)C)=C)cd)[C@ 102
@H](c5cee(0)ce5)CINH2+]C
ZINC1482 Oclc(c(0O)ceclC(=0)\C=C\c2ce(c(
Specs Natural 1540 0O)c(c2)CC=C(C)C)CC=C(C)C)C -10,1
Product C=C(C)C
Specs Natural ZINC1481 | 02c(Oclccc(O)ccl)ec(=0)c3c2ec( 101
Product 4670 0O)c(c30)CC=C(C)C
Specs Natural ZINC1334 Oc1c(cc(ccl)C_Cchc(O)cc(O)cZ)C 101
Product 0783 C=C(C)C
O[C@@H]2CC(=C(\C=C\C(=C\C
NPACT ZINC0822 | =C\C(=C\C=C\C=C(\C=C\C=C(\C -10
Database 0175 =C\C1=C(C[C@@H](O)CC1(C)C
)C)/C)IC)\C)\C)C(C2)(C)C)C
O[C@H]3[C@]([C@@H]L[C@](I
NuBBe
Natural ZINC35% | co@H]([c@@H](Co)cC1)CCe 10
Product 2C(=0)0CC=2)(CC3)C)(COo)C
Specs Natural ZINC9590 Oc1c(cc(ccl)\CfCICZ(:c(O)cc(O)c -10
Product 9542 2)CC=C(C)C
Specs Natural ZINC0089 | O4clc(cec(O)cl)CIC@@H](c3c( -10
Product 9894 0)c2¢(0OC(C=C2)(C)C)cc3)C4
Specs Natural ZINC3139 | Oclc(c(O)cecclC(=0)\C=C/c2cce( -10
Product 4551 O)cc2)C\C=C(\CCC=C(C)C)/C
ZINC1348 | O[C@@H]([C@@H](O)C)\C=C\
Specs Natural L o = -10
Product 5494 C=C/CC\C=C\C(=O)NCC(0O)(C)C
Afropan ZINC1441 | olc4c(c(=0)c(cl)c2cec(0)ec2)c(O 9.9
Natural 7338 )c3c(OC(C=C3)(C)C)c4 ’
Product
Protein Data Ligan . 145
Bank Alami




Lampiran 3. Visualisasi Interaksi Senyawa
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