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Wslaculs Name: Compound 563
AVINA. kcallmol): -5 785383858

Core 6 EN300-06233 + EN300-21202

Compound 583 CHCC(N1CCH
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Compound 535 CC(NCC1c2c(Core 6 EN300-18074 + EN300-06233
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Example compound 583, -9.1 kcal/mol
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Mlezuls Name: Compound 538

hlacuis Name : Compound 558
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Msleculs Name: Compound 535
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TYR
E:180 THR
E:410
SER
E:485 ALA
% s O s
i N 4
179 S s 72 4.52
o THR
g E:550
: HIS
THR
E:532 L
Interactions
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EN300-10273
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Compound 435 C#CC(N1CCq Core 6 EN300-10273 + EN300-21202

8411111111

Compound 378 CC(NCC1c2ci Core 6 EN300-18074 + EN300-10273 81
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\% C 16 CCHCC(NCC| Core 6 EN300-91328 + EN300-10273
E g Compound 379 CC(N1CCe2ci Core 6 EN300-10273 + EN300-18074

Example compound 435, -8.9 kcal/mol
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EN300-1703690

Table

Compound 16 (CHCC(N1CCd Core 6 EN300-1703690 + EN300-21202  |-8.866666667|

A

C CCNICCe2e|Ce Bt 18074

Compound 5 (CCINCC1c2c{ Core 6 EN300-18074 + EN300-1703690  |-8.355555556,

Compound 15 CH#CC(NCC1d Core 6 EN300-21202 + EN300-1703690  [-6.111111111)

Compound 42 CC#CC(N1C( Core 6 EN300-1703690 + EN300-91328
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Example compound 16, -9.3 kcal/mol

H-Bonds
Donor

Acceptor .

+
Cors & EN300 1703800 + ENADD-01328

Structures
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THR
E:532

Interactions
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- Conventional Hydrogen Bond

(Cors & EN300- 18074 + ENAD0- 1703600 | Core 8 EN300-21202 + EN30O- 1703800
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SUINA, kealmol) 8 595555560 k)
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Wilecule Name: Compound 42
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EN300-11687666

¢ |Compound 100 (C#CC(N1CC Core 6 EN300-11687666 + EN300-21202  |-8.67777777:
‘% a§ %N
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Example compound 100, -9.3 kcal/mol.
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EN300-6750792

Table

i CC(N1CCe2c! Core 6 EN300-6750792 + EN300-18074  |-8.2:

‘Compound 287 C#CC(N1CCa Core 6 EN300-6750792 + EN300-21202 |8

ng ‘Compound 223 CCINCC1c2¢( Core 6 EN300-18074 + EN300-6750792 | -8.0BB66666!

Example compound 222, -8.7 kcal/mol.

H-Bonds
Donor

Acceptar .

ARG

E:212 @

PHE
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Interactions

[] van der Waas

- Conventional Hydrogen Bond
B Unfavorable Donor-Donor

HIS
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E:517
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EN300-113123

%‘“% Compound 40 C#CC(N1CC
\Z} Compound 29 CHCCNCC1oCore 6 EN300-21202 + EN300-113123 8.

Table

‘Core 6 EN300-113123 + EN300-21202 8.1

Example compound 40, -8.7 kcal/mol.

H-Bonds
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Interactions
. [] vander Waals [ Akt
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EN300-754603

Compound 33 (CHCC(N1CCqCore 6 EN300-754603 + EN300-21202 -8 2777777
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Compound 11 (CCN1GCe2¢(Core 6 EN300-754603 + EN300-18074 -8.0777T777!

¥ etk Hame: Conpona Mokctk Hans:Compong 11
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EN300-26871972

A Compound 158 CC(N1CCe20( Core 6 EN300-26871972 + EN300-18074  [-8.111111111

. CHCCNICCAC 26871972 + EN300-21202  |-8.1
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EN300-6758811

o CON1GGe2cl G 1+ -8.166666667
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Compound 311 Core 6 21202 ~EN300-6758811 |81

ng(sx Compound 249 CC(NCC1c2e| Core 6 EN300-18074 + EN300-6758811 | 8.07777777¢

Mol cule Name: Sompound 248
INA, kealimoly 8180886087 N 81 5088660007

w Compound 310 c#CCNICCdCore 6 £758811 +EN300-21202  |-8.0B6666661




