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JAEHE 3G sk e a2 EBR 1| ERBlae | lEERE
= | B et g 3| B vt g 3| B | B e g 3| B vt b 3| Bt iy 3] Bt iy 3| Bt iy 3] v o 19 oot £3
G143 -
€144 RisD TABLE
746
I I 1 1 1
Sub- | Run | Binding | Cluster | Reference | Grep
Rank | | Enezgy | RMSD | RMSD | Pattern
I I 1 I 1

T 370 .00 (50 TRNEINE

2 -a.57 1.08 .24 RANKING

3 3w 108 621 RNEING

3 S 1.0 6.3 RANKING

s 1 -3.37 .08 6.25 RANKING

P -1.36 107 6.28 RANEING

7 43 -3.36 1.10 6.43 RANKING

s 38 336 10 6.0 RaNEING

s & 3l 10 .22 RANKING

1 es 3,38 1.08 6.25 RANKING

no s 3ia 1loe 638 RNEING

12 s -3 1.07 631 RANKING

13w ;2 1 6.3 RANKING

1 3s S3lm in 6.2 RANEING

15 72 -3.32 1.12 €.42 RANKING

@ 332 1l07 6.30 RANKING

17 B Salm 1 622 RANEING

15 ss 331 1.1 628 RANKING
& 18 s 331 1 6.1 RANKING
&7 20 3 -3.3 1.1 €.37 RANKING
& 21 e 330 116 6.3 RANKING
& 22 s “3lso 108 638 RANEING
€ a3 H -3.2% 1.17 €.42 RANKING
& 26 es -3.2e 17 637 RANKING
¢ 28 i Calas 10 623 RANEING
& € 30 -3.28 118 641 RANKING

21 &s -3.28 1 6.23 RANEING

28 17 | -3.28 1.13 €.28 RANKING

3 a2 -3.28 1.0 6.27 RaNEING .
Normal text file fength: 39509 mes 7062 78 Col:1 Poss 5363 Windows (CRLF) _ UTF-6 s
[& D\pejuang STidockingwalidasi reseptor\EXHM\prat.dig - Notepads» - a %
File Edit Sewch View Encoding lLangusge Settings Tools Macro Run Pluging Window 7 x

cHHB B LB & dclag/axFE L1 ERPAu @ lE@
Boret iy (3| B prot b 3] ot oty 3 et ko 3] B et i 3| R ot s 3] ot i 3| Bt ey 3] oot b 3| et g 13| Bt o 3 ooty B8

G 3
€745 RMSD TABLE
1 1
Banding | Cluster | Referemce | Grep
Energy | EMSD | BMSD | Pattern
I | 1
BT .50 e TANING
pey 0l08 as2 pretns
“al30 0.26 eoas RAKING
Sl 0.17 647 RANKING
S 0l32 elas frens
-2l 0.34 643 RasING
sl olss o6z RANKING
i 0.40 642 TN
sl 0.28 a6 et
sla ole0 a1 RaNKING
BN 0.40 66t RANKING
i 0l4s alas pretns
sl 0-30 e RaING
S 0.2s 670 RANKING
306 olsa 638 RaNKING
306 0.58 676 RANKING
R oles e e
S 0.4 643 NG
sz 0.6z oua3 RANKING
e ol7s Pt fresns
-3.08 0.84 6.84 RANKING
sloe 0.72 ser e
T3los oles eles fro
ey 107 aus2 RAING
o) olss 6 RANKING
=3.06 1.07 6.92 RANKING
“slos 12 7.08 pretns
“slos 1o 61 RaING
=3.05 1.28 6.57 RANKING -
Tengih: 41782l 709 Lni 6780 Coli21 Pos: 325490 Windows (CRLA)_ UTF-8 s
& D\pejuang ST\docking!XHL docking\SXHL\prot.dlg - Notepad « - 8 x
File Edit Search View Encoding language Settings Tools Macro Run Plugins Window x
L EET-IER IR R IR 1 EERRu®| @EpEE
oot g 3| Bt kg 3| B oot g 3| B kg 3] Bt i €3] oot g 3| Bt ok 3| Blorot g 3] BB ok 3| B oot 3] Bt g 3 o 0g £3
RMSD TABLE
] T T T [ T
Rank | Sub- | Run | Bindtng | Cluster | Reference | Grep
| Rank | | Enezgy | RMSD | RMSD | Pattezn
1 1 1 1 I 1
1 1 % -14.43 0.00 RANKING
h 2 s e alm1 e
' PR -ials 1ie RANKING
1 . @ Cialas olsz G
s s 1al30 1 RANKING
‘ 3 Tiala 1le1 e
T e 13T Lias RANKING
1 s e -z 1i7e e
h s s e 1ies RANKING
LW o4 Tialis 1les e
1ou e Sialte 1ieo P
PO TR Sizles 1les G
3 i izle7 s RANKING
PR Tizlse 1ies RKTIC
s s ialss 1ise P
o s salm 1les raKIG
r 1w s szls1 0.5 RAEING
1 18 L] =-12.43 1.98 RANKING
T a3 as Llas e
1 20 1€ -12.20 1.44 RANKING
2 ose -ze 1ls0 sasG
1 22 1% =11.97 1.78 RANKING
23 s Ciiles 1iso e
24 24 -11.80 1.9¢ RANKING
12 7 Culms 1lss G
1 26 15 =11.66 1.98 RANKING
3 s iler 17 e
L2 s -iileo 17 RANKING
1 28 50 -11.34 1.88 RANKING v
Nermal text file length: 923.308 lines: 15.513 Ln:13.448 Col:1 Pes: 783513 Windows (CRLF)  UTF-¢ INS
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S D\pejuang ST\docking\6MOK docking\6MOK\prot.dlg - Notepad-++ 3
File Edit Search View Encoding Llanguage Seitings Tools Macro Run Plugins Window X
cHHEREE JaDpelag|lax|BRE(ST1ERERe® | @O EE
Bprot do 3| B protdis (3| Bl oot do 3| B prot dg 23] B prot dig (3] B prot g (3] B ot g 3] B prot g 23] B prot g (3| B prot g (3 ot g @3 |-Dm\dlg 8|
4 "
s RMSD TASLE
[l [l [l T
Renk | Sub- | Run | Binding | Cluster | Reference | Gzep
| Rank | | Enezgy | RMSD | RMSD | Pattern
| | 1 1
1 1 14 -14.06 0.00 1.22 RANKING
1 2 2z -14.04 0.39 1.10 RANKING
1 3 0 -13.61 1.20 1.8 RANKING
1 4 B -1s.41 1.8 1.59 RANKING
1 5 38 -13.33 1.€8 2.00 RANKING
1 € 94 -13.30 1.52 1.52 RANKING
1 7 13 -13.07 1.€1 1.59 RANKING
1 s 20 -12.67 1.97 2.30 RANKING
1 B B -12.19 163 162 RANKING
1 10 96 -11.82 1.95 1.94 RANKING
1 11 17 -11.59 1.82 2.17 RANKING
2 1 41 -13.57 0.00 4.25 RANKING
2 2 s0 -13.34 0.45 5.27 RANKING
2 3 0 -13.93 0.5 4.1 RANKING
2 4 a3 -13.73 0.28 2.21 RANKING
2 5 58 -13.70 0.4¢ 4.33 RANKING
2 € 36 -13.€9 0.71 4.24 RANKING
2 7 89 -13.68 0.34 4.18 RANKING
2 s 37 -13.54 0.73 519 RANKING
2 B 23 -13.42 1.37 233 RANKING
2 10 1g -13.04 0.85 4.18 RANKING
2 11 70 -12.99 0.76 4.18 RANKING
2 1z 78 -12.%8 1.86 4.13 RANKING
2 13 a1 -12.%0 1.60 532 RANKING
2 14 28 -12.77 1.39 213 RANKING
2 15 19 -12.56 1.90 4.11 RANKING
2 16 95 -12.28 1.50 4.33 RANKING
2 17 67 -12.23 1.45 4.24 RANKING
2 18 72z -12.21 1.56 4.28 RANKING v
Normal text file length: 853,632 lines: 14181 Ln:12034 Col:1 Pos:709.973 Windows (CRLF)  UTF-8 INS
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cHHRRGE|I4 Mk e s 2% BREIST EENNos IR
~
[l [l 1 [l [l
S Rank | Sub- | Run | Binding | Cluster | Reference | Gzep
o | Rank | | Enezgy | RMSD | RMSD | Pattern
1 | 1 1 |
1 1 €9 -15.64 0.00 3.99 RANKING
1 2 88 -15.53 1.51 4.43 RANKING
1 3 46 -15.12 1.69 4.23 RANKING
1 4 13 -15.06 1.63 3.91 RANKING
1 5 60 -15.04 1.47 3.95 RANKING
1 e 72 -14.93 1.72 3.82 RANKING
1 7 15 -14.92 1.72 4.15 RANKING
1 s 76 ~14.89 1.78 417 RANKING
1 B ES ~1a.85 1.57 3.98 RANKING
1 10 36 ~14.82 1.3 4.19 RANKING
1 11 & -14.73 1.7¢ 3.92 RANKING
1 12 8% -14.66 1.55 4.28 RANKING
1 13 32 -14.62 1.59 4.45 RANKING
1 14 19 -14.58 1.85 4.16 RANKING
1 15 89 -14.51 1.72 3.97 RANKING
1 16 37 -14.43 162 3.98 RANKING
1 17 75 -14.36 1.58 5.0z RANKING
1 18 &7 -14.27 192 4.20 RANKING
1 19 a0 ~1a.25 1.8 3.7 RANKING
1 20 0 ~14.24 150 4.1 RANKING
1 21 =13 -14.22 1.42 4.19 RANKING
1 22 73 -14.21 1.7¢ 3.92 RANKING
1 23 70 -14.20 1.59 3.77 RANKING
1 24 50 -14.09 1.73 3.90 RANKING
1 25 52 -14.00 1.45 3.82 RANKING
1 26 14 -13.84 1.98 4.08 RANKING
1 27 12 -15.82 147 3.86 RANKING
1 28 27 -13.7¢ 1.78 3.93 RANKING
1 29 29 -13.72 1.75 4.24 RANKING v
Normal text file length: 760.426 lines : 12.825 1949 Col:21 Pos: 703029 Windows (CRLF)  UTF-8 INS
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PENGAMATAN OBAT (DRUG SCAN)
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Molecular weight: 436.36
Exact molecular weight: 496.138034638
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(& D\pejuang ST - Notepad++ - X

File Edit Search View Encoding Language Settings Tools Macro Run Plugins Window X
cHEHER LA smk|oc|myax|EE|=1 Poe|lendE
et i 3| B ot 3 oot B3 Bt 3| B oot 3 | B et s 3| B e (3| Bt 3] ot g 3| B oot 3| et s 3| B et 3]
RMSD TABLE
[ [ [ [ [ [
Rank | Sub- | Ren | Binding | Cluster | Referemce | Geep
| Rank | | Energy | RMsD | RuSD | Bactern
1 1 1 1 1 1
T T o Tiaer G0 es 88 FANKING
1 2 12 S1al46 181 es.s3 RANKING
1 3 e lalss 10 6s.47 RANKING
1 PR -13.80 154 es.23 RANKING
1 s e 1378 1.6z es.e7 RANKING
1 PRt 13028 146 70017 RANKING
1 7w 12,83 141 esiol RANKING
1 s 36 12063 2.00 6311 RANKING
1 s s 12065 1.9 6s.66 RANKING
1 10 e 12,65 185 es.s0 RANKING
1o 2 S1ls2 12 70018 RANKING
2 1 e 14.65 0.0  68.70 RANKING
3 PR -1a.s6 0.00  63.93 RANKING
3 2 716 -12.60 1.9 6s.68 RANKING
3 3 1 12055 11 es.ts RANKING
s 1 s 14056 0.00  63.93 RANKING
s PR S1alas 0.00  6s.43 RANKING
s ER 13052 147 6816 RANKING
G 1 w0 -1a.3s 0.00  6s.08 RANKING
. 2 s 12,80 172 esiis RANKING
6 FR 12068 18 es.27 RANKING
6 PR o 164 6368 RANKING
6 s s 1128 12 6898 RANKING
7 PR 1426 0.0 7o.1s RANKING
s 1 se S1a12 0.00 6352 RANKING
s 1 20 S1al01 0.00  68.76 RANKING
10 1 10 -13.98 0.00  63.76 RANKING
10 2w 13,15 1.1 6s.55 RANKING
n 1 e -13.85 0.00  es.53 raKING v
Normal textfile length: 1335605 _lines :21.269 Ln:15450 Col:69 Pos:%21.085 Windows (CRLF)  UTF-8 s
(2 DA\pejuang ST docking\SMOK dockinglopinavinprot.dlg - Notepad-—+ - x
file Edit Search View Encoding language Settings Tools Macro Run Plugins Window ? x
cHHERGB 4 mkpe|lay 2axBE |1 EFi@po® | lEbBE
Bt i 3] Bt g 3| Bt o 3 o g £ Bt i 3| Bt i 3] B ot 3| Bkt 3 B o g 3| Bt s 3| Bt i 3] Bt 3]
Tsa1s A
RMSD TABLE
1 1 1 1 1 1
Rank | Sup- | Run | Binding | Cluster | Reference | ezep
| Rank | | Energy | RMSD | RMSD | Pavtern
1 1 1 1 1 1
T T < STRT 000 70.3s RANKING
1 PR 1277 161 esisr RANKING
2 1z 1s.2s 0.0 es.ss RANKTNG
2 2 s 13.6s 186 6s.50 RANKING
2 3 m 12,16 182 es.sy RANKING
3 1 e 14056 0.00  69.a3 RANKING
3 2 e S1a017 162 es.s2 RANKING
3 3 s0 -13.53 165 es.s3 RANKING
N 1 s -1a.a7 0.00  €s.0s RANKING
. 2 a6 -13.73 189 es.s1 RANKING
s 1 30 14015 000 es.3s RANKING
] PR 14,15 0.00  63.53 RANKING
6 z e -14.33 1.2 es.76 RANKING
G FR -la.12 1.1 es.3e RANKING
G PR l2.8s 1.7 es.7s RANKING
7 1. S1al3s 000 es.2s RANKING
e 1 s S1al31 0.0 70.52 RANKTNG
s 1 s 1a.27 0.0 65.70 RANKING
s 2 e S1al2s 181 70.37 RANKING
10 1 s 14220 0.0 70.88 RANKING
10 2 1 12,67 176 es.e1 RANKING
10 3 s S1lel 1.8 es.es RANKING
1n PR 14019 000  es.47 RANKING
1n 2 s S11laz 185 es.a7 RANKING
1n ER 1il2s 188 er.s2 RANKING
12 1 e 14,13 0.00  es.21 RANKING
13 1 e -14.08 0.00 7172 RANKING
13 2 e -12.20 2.0  70.46 RANKING
13 s e1 -10.56 1.5 70.56 RANKING v
Norma text file length: 133,045 lines:21.269 Ln:15450 Col:21 Pos:919923 Windows (CRLF)  UTF-8 s
& DApejuang ST\docking\6MIK docking\oseitamivi protdig - Notepad++ - X

File Edit Search View Encoding Llanguage Settings Tools Macre Run Plugins Window ?

sHHERGA s+hhiPe(hn x| BR |1 EEOAne DENEE

oot dg (3| Bprot i (3] Bt i 3| Bpot g (3 ot i £3 | ot g 3] Bt i 3] oot g 3| Bot o €3] Bt €3] Bot ag (3] Bt 3]

€ RMSD TABLE
1 1 1 1 1 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD | RMSD | Pattern
I I 1 1l I I
T T 7T ~10.53 0.00 7356 RENKING
1 2 17 -10.06 0.7 74.33 RENKING
1 3 &7 -9.72 1.27 7a.46 RENKING
1 2 B -9.49 1.0 74.29 RENKING
1 B 40 —5.43 1.1¢ 72.51 RANRING
1 B 2 -5.30 0.6 72.50 RANRING
1 7 74 -8.21 0.87 74.35 RENKING
1 8 14 -9.20 1.52 72,85 RANKING
1 B 4 -9.10 1.25 72,38 RENKING
1 10 79 -9.09 0.96 74,53 RENKING
1 1 22 -5.98 1.24 74,35 RENKING
1 1z e -5.98 1.93 73.16 RENKING
1 13 81 -5.95 1.78 73.76 RENKING
1 18 26 -5.7¢ 1.98 73.13 RENKING
1 15 82 -2.74 1.57 74.33 RENKING
1 1 18 76 —5.61 1.6e 74,62 RENKING
1 1 17 96 —5.54 1.80 73.46 RENKING
1 1 18 %0 -5.84 1.82 73.89 RENKING
10723 1 19 70 -5.46 1.57 73.98 RENKING
10724 1 20 20 —5.42 1.92 73.07 RENKING
10725 1 21 36 -5.39 1.22 73.47 RENKING
10726 1 22 59 -2.30 1.20 73.57 RENKING
10727 1 23 o3 -5.08 1.97 72.77 RANRING
2 1 224 B ERT 0.88 74.70 RANRING
28 2 1 £ -8.42 0.00 74,92 RENKING
z 2 4z -9.37 0.56 75.06 RANKING
z 3 33 -9.27 0.45 72,98 RANKING
2 2 85 -9.04 0.96 75.24 RENKING
z 5 45 -9.00 0.84 72,98 RENKING
2 6 32 -5.97 0.91 75.03 RENKING

length : 635767 lines s 11,375 Ln: 10733 Col:21 Pos: 596,200 Windows (CRLF)  UTF-3 INS

Lamp 4.6 Hasil Docking senyawa Osletamvir dengan kode 6MOK



& D\pejuang SThdocking\EMOK dockinghremdesiviriprot.dig - Notepads +
File Edit Search View Encoding Longuage Seftings Tools

cHHE LA smkpe|ne|l2x|BE

Macro

Run

Plugins
=1

Window 7

EEpo» @ENEE

Bt di 23| Bt d (3] B ot dg (3] Blprot do 3] Blpre do 3 5 ot ag €3 | ot i (3] B ot g 3| B o g ] B ot i 3] oot i 3| 8 o g 3]

RMSD TABLE

1 1 1 1 1 1

Rank | Sub- | Run | Binding | Cluster | Reference | Grep

| Rank | | Energy | RMSD | RMSD | Pattern

1 1 1 1 1 1
1 1 3 SENT) 0.00 G654 RANKING
1 2 21 -11.84 1.8z 86.10 RANKING
2 1 &6 -12.90 0.00 67.83 RANKING
2 2 a7 -11.19 1.6 68,60 RANKING
2 B s -11.0¢ 1.50 578 RANKING
3 1 B -12.86 0.00 67.45 RANKING
4 1 50 -12.50 0.00 67.69 RANKING
5 1 e -12.48 9.00 67,41 RANKING
B 2 15 -5.73 1.8 56.86 RANKING
B 1 a5 -12.16 0.00 67.74 RANKING
7 1 87 -12.13 0.00 68.07 RANKING
B 1 38 -12.02 0.00 ee.62 RANKING
B 2 13 -10.24 0.85 68,77 RANKING
s 1 10 -11.91 0.00 &7.19 RANKING
B 2 32 -1z 1.58 67,67 RANKING
10 1 36 -11.90 0.00 &8.50 RANKING
n 1 &3 -11.77 0.00 67.48 RANKING
n z 23 -10.60 1.43 68.06 RANKING
1n 3 72 -5.18 1.75 67,14 RANKING
12 1 2 -11.75 0.00 55,84 RANKING
13 1 73 -11.71 0.00 68,52 RANKING
13 z 7 -11.41 1.9 67.96 RANKING
13 B sa -11.08 1.e8 &7.77 RANKING
12 1 19 -11.58 0.00 67.69 RANKING
15 1 ES -11.51 0.00 65.81 RANKING
16 1 79 -11.38 0.00 68,08 RANKING
18 2 B -5.63 1.79 o812 RANKING
16 3 90 -3.20 1.81 62,61 RANKING

Normal text file

Lamp 4.7 Hasil Docking senyawa Remdesivir dengan kode 6MOK

[ D\pejuang ST\docking\MOK dockinghribavirinkprot.dig - Notepad++
File Edit Search View Encoding Language Settings Tools

HHeRGE 4Bk

Macro

Pelaglasxs|BE

Run

Plugins

Window
EEpm® IENEB

length: 1267622

lines: 20.857

Ln:15250 Col:21 Pos:801.844

ot o 3| Bprot g 3] 6 et ol 3| B oo 3| Bprot g 3 Bl g 3 15 ot g 8 | Bt g 3] B ol 3] B ot g 3| ot g 3] o i 3]

Windows (CR LF)

UTF-8

INS

B
s RMSD TABLE

a

°

a ] ] ] ] ]

° Rank | Sub- | Run | Binding | Cluster | Reference | Grep

S | Rank | | Enezgy | RMSD | | Pattern
B 1 1 1 1 1 1

2392 1 1 37 “5.33 0.0 72,91 RANKING
2393 1 2 32 -9.32 0.20 72.83 RANKING
9394 1 3 7 -9.29 0.33 72.76 RENKING
2395 1 . a3 -5.27 o.25 72.82 RANKING
2396 1 B &2 -9.16 1.69 72.30 RENKING
o3 1 € 41 -9.15 1.65 72,36 RENKING
EEt 1 7 21 -5.12 1.e3 72.38 RANKING
o3 1 H &2 -5.13 0.59 72.83 RANKING
2200 1 o 35 -9.13 1.55 72,42 RENKING
ER: 1 10 23 —5.12 0.63 72.83 RANKING
9202 1 11 34 -5.11 1.67 72.36 RANKING
2203 1 12 o3 -9.11 1.58 72,38 RANKING
9404 1 13 50 -5.11 17 72.30 RANKING
2405 1 14 76 -9.11 0.28 72.82 RANKING
5206 1 15 s2 —5.11 0.50 72,88 RANKING
9207 1 16 15 -5.10 1.22 72.50 RANKING
ERE 1 17 B -9.10 1.72 72,32 RENKING
9209 1 1z 13 -5.10 1.72 72.33 RANKING
o 1 19 a4 -5.10 0.45 72.89 RANKING
B 1 20 54 -9.10 0.66 72,74 RANKING
s 1 21 21 -5.08 1.72 72.33 RANKING
s 1 22 36 -5.08 1.70 72.3¢ RANKING
B 1 23 31 -9.08 L6z 72,37 RANKING
o 1 24 28 -5.08 1.32 72.56 RANKING
B 1 25 30 -9.07 1.72 72.37 RENKING
s 1 26 71 -5.08 1.72 72.33 RANKING
o 1 27 9 -3.08 1.70 72.35 RENKING
o 1 28 56 -9.06 l.69 72,31 RANKING
s 1 25 a7 -5.08 169 72.37 RANKING

Normal text file

Gambar 4.8 Hasil Docking senyawa Ribavirin dengan kode 6MOK

[& D:\pejuang STdocking\SMOK dockinglritonavir\prot.dig - Notepad=»
Fle Edit Search View Encoding language Settings Tools Macro Run Pluging Window 7

=) ER@p=® @@
e g 3| B i 3] B ot i 3| B i 3| B e g 3 et iy 1| Bt iy 3 e g 2 | et 3] Bt iy 3| B i 3| B et 5 3

s HH® o & & Wi

2c/ayla

length : 550988

lines: 9.974

) =]

Ln:9419 Col:1 Pos:517.920

Windows (CR LF)

UTF-8

=]

INS

x

RMSD TABLE

1
Sub- | Rus
Rank |

2.
2:
2

Grep
Pattern

RANKING
RANKING
RANKING
BANKING
RANKING
FANKING
RANKING
RANKING
RANKING

RANKING

Nermal text file

Lamp 4.9 Hasil Docking senyawa Ritonavir dengan kode 6MOK

length : 1.608.720

lines : 25,287

Ln:17.000 Col:21 Pos: 1010928

Viindoves (CRLF)

UTF-3

iHs




(S D\pejuang STdocking)\GMOK dacking\umifenaviriprot.dg - Notepads» - 8 x

File Edt Seoch View Encoding Langusge Setings Took Mscro Run Plugins Window 7
=] LI = x ¥ | @ Wl
= = =] ] |8 =] B =| i prot g €3 [ |& =]

13

Lamp 4.10 Hasil Docking senyawa Umifenovir dengan kode 6MOK

Current Total Grid Pts per map: 64000 F
number of points in i i

MTiT 4;3:‘ i Run  Analyze

number of points in y-dimension:

=il

B=
B

7T 40 77T
number of points in z-dimension:

([T 40777
Spacing (angstrom): IITT 0375 [T
Center Grid Box: <offset>

xcenter: [27.048
y center- [51773 L

2 center: [26.889 (IR

Mad - [Nana Tima- 0 Salartad- TG Sninof i |FR-[14 & [CBA

Lamp 4.11 Pengaturan Gridbox pada kode reseptor 6 XHL

[ D\docking\XHL docking\chioroguine! prot.d tepad=» - l:] x
File Edn e nqusg ! Run Plugins Wind
3 S| & = E o
- = = {prot dg E3

Narmal text file

length : 643247 fines : 11477 Ln: 10068 Col:21 Sel:5]1 Windows (CRLF)  UTF-8 NS

Lamp 4.12 Hasil Docking Klorokuin dengan kode reseptor 6 XHL



[ Ddocking\XHL docking!chloroquine!prot.dig - otepad= + - 8 x
Fle Bt Surch View Encoing lLiguage Seting: Tooks Macra Run Plugine Window %
cHEHE R GSE [peityg ax| BRI EERAc® lERNER

B oy 3| B et o 3| B ot 5| Bt g (0 e do B

smsp TaBLE
1 1 1 I | 1
Bank | Sub- | Run | Binding | Cluste: | Refersnce | Grep
| Rank | | Energy | RMSD | RMSD | Fattern
1 1 1 I I 1
T T % ETRT Tee s ARG
1 P 573 118 ezaz RANKTHG
1 3w sles oes a2 =
1 PR s.8s 121 e RANKING
1 sz 5. 13 ez RANKING
1 ¢ s sl oo eziez e
1 LT 5,40 18 eeds RANKING
1 s s sl lo1 e ARG
1 FR- o33 10 &zle1 e
1w om 533 1se  eios RAKTHG
i om oaz 526 s ezise RasG
PR -sile e e2lse RANKING
11 s 515 ey e R
T om slos o ela e
115 10 -e.50 15 ez RANKING
1 16 s slss s e ARG
Lo s el des  eales RANKING
11 s eles les  eass .
11 oz .78 im ease RANKING
1 20 4 -8.78 1.23 €1.%0 RANKING
PR 5l7s e ee RANKING
1o o a7 25 elso e
PRI s 156 eles RANKTHG
1 a sls7 s esuas ARG
PR el a1 eles e
PR 0.5z les  eae RANKING
1w oW a7 U1 esie RANKING
1 28 25 -8.44 1.%¢ €3.08 RANKING
13w .0 176 esuae RascG v
MNormal text file |=nv"‘ S41247 lines: 11477 Ln: 10169 Col:21 Sel:3]1 Windows (CRLF)  UTF-8
& - Notepadr= - 8 x
Fie Edit Seorch View Encoding Language Scitngs Toos Moco Run Plugins Windaw 7 x
cHHER GBI s mEaeayax|BE 5 EREAS CRCRON Y=
Bt g 3| Bt g (3| Bt g 3| Bt g 3| Bt g (3 et g £3
RisD TABLE
1 1 I 1 I
Sub- | Bun | Binding | Clascer | Beference 1
Rank | | tnezgy | masp | |
1 1 I 1 I
PR T oo enes
2 0m “26.00 Lsr eas
5 s 15,24 150
PR Jale s
5w 1ali0 s
1 18 -16.0% 0.00
3 o Jalss 157
5 s 2al7a e
PO Cisles 0,50
PR Saime 150
5 1w 3l 186
PR isles ol00
2 52 -14.45 1.99
1w -1s.7e 0.00
P Cialez o
PR Sislso 0.50
PR 15,38 0.00
1o isias 0.00
2 3 Salae iles
5 2 13031 1er
PR i3los P
P 1alss 0.00
: e Cialse 1ss
H s Jalsz 0.00
2w aalas e ez.0s
1 N Tiala ooa e
1 e Sauzs 0.0 €3.37
PR 1z.0z Ls ess G
1 53 -14.29 0.00 63.12 RANKING v
Hormmal text file Iuw 1352901 lines: 21.512 n:15453 Col:1 Sel:0|0 Windows (CRLF)  UTF-8
[ DAdocking\SHL docking\lopinaviiprot.dig - Notepades - B8 x
File Edit Search WView Encoding Language Settings Teols Macro Run  Plugins Window 7 X

SHG L& & 2cinyg22E3 51 EE@Pe® | fElE@R
oot dg 3| Bt g 3| oot g | Bloet g 3| B oot 8 | Bt s 1 Hpron g £

RMSD TABLE
1 1 I ] 1 [
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD | BRMSD | Pattern
I I I 1 1 I
T T B T .00 FANKING
1 : W -13.88 188 RANKING
1 ER -13.21 198 BANKING
2 1 e -16.15 0.00 RANKING
2 2 50 -15.00 171 RANKING
2 FR -14.48 1.60 BANKING
3 1 1e -16.10 0.00 BANKING
1 1w 15,85 0.00 RANKING
1 . -14.34 188 RANKING
s 1 10 -15.7m1 0.00 BANKING
5 z 3 -15.23 181 BANKING
s 3w -15.08 1.6 BANKING
s PR ~13.84 1.84 RANKING
5 5 e 78 2.00 BANKING
5 1 a2 -15.41 0.00 RANKING
& 2 m -14.87 1.87 BANKING
7 1 m -15.38 .00 RANKING
7 2 e -14.02 Ls1 BANKING
° 10m -15.35 0.00 RANKING
s 1 81 -15.18 0.00 BANKING
2 58 -14.13 i.81 RANKING
ER ~14.87 0.00 BANKING
2 e -13.88 i.33 RANKING
1 20 -14.2¢ 0.00 BANKING
PR -14.61 0.00 RANKING
1 s -14.46 0.00 BANKING
2 = -12.97 178 RANKING
3 e 12,87 s | samane
4 -1 = 87 1.82 RANKING -

length: 1333843 lines: 21268 Ln:15450 Col:dd Sel:0(0 Windews (CRLF)  UTF-3 INS.

Lamp 4.15 Hasil Docking Lopinavir dengan kode reseptor 6 XHL



\docking\6XHL docking\oseltamivirprot.clig - Notepad-++ - x

File Edit Search View Enceding Language Settings Tools Macre Run Plugins Window X
cHHERGA shk|loe s ax[BE|S1 Ao BErNEB
Bt d 3| B ot do 3| Bl pot o 3| Bt oo 3| B et o 3] Bt i 3| Bt o £ oot g B3 |
RMSD TABLE
[ 1 1 [ [ [
Rank | Sub- | Run | Binding | Cluster | Reference 1 Grep
1 Rank | | Energy | RMSD 1 RMSD | Pattern
1 1 1 1 1 1
P T T EENE 0.0 63,40 RANKING
1 > s 1106 0.55 6372 RANKING
1 E ~10.55 0.76  63.77 RANKING
1 ¢ e ~10.52 0.7 63.77 RANKING
1 5 7o -10.46 0.73  63.64 RANKING
1 s 13 -10.42 0.58 62,38 RANKING
1 7 -10.38 061 63.52 RANKING
1 ER -10.2¢ 107 63.07 RANKING
1 s 12 -10.2¢ 0.56  63.37 RANKING
1w s -10.23 0.83  63.55 RANKING
1o 2 -10.21 070 63,64 RANKING
112 s -10.16 0.67  63.57 RANKING
1m0 23 -10.12 0.92  63.75 RANKING
11 s -10.10 0.5 63.30 RANKING
11 sz -10.08 113 63.59 RANKING
1 1. s .52 105 6378 RANKING
1 e ~5.97 112 e3.63 RANKING
112 e 5.9 103 e3.87 RANKING
11 < 5.2 116 63.54 RANKING
1 20 e 5,91 117 6352 RANKING
1 e .89 120 es.es RANKING
122 s .87 1.0¢ 6378 RANKING
12 2 ~5.83 1.6 e3.46 RANKING
1217 5,79 0.9 63.76 RANKING
12 40 -5.78 0.85  63.70 RANKING
126 s 5,73 0.65  63.50 RANKING
12 5 565 182 63.56 RANKING
|1 28 26 “o.61 1.1 63.32 RANKING
1 29 20 -9.56 1.86 63.94 RANKING v
Normal text file length: 639304  lines:11.432 Ln:10.723 Col:1 Sel:0]0 Windows (CRLF)  UTF-8 INS
[&f D\docking\6XHL docking\remdesiviriprot.dig - Notepad++ - X
File Edit Search View Encoding Language Settings Tools Macro Run Plugine Window 7 X

cHHERGa 4 mEoe oy 23| EE S 1ERERe® | RE0B@
oot i 3] B ot i (3| B ot i 3] B ot i 3| Bt i 3] B ot €| Bt g 3] B ot 63 g 3|

o212 ~

RMSD TABLE

I I I I I 1

Rank | Sub- | Run | Binding | Cluster | Refersnce | Grep

| Rank | | Energy | RMSD | RMSD | Pattern

1 1 1 1 1 I
1 1 & ~13.30 0.00 61.28 RANKING
1 2 52 -13.58 1.58 60.26 RANKING
1 3 27 -13.17 1.8 61.13 RANKING
1 1 78 -12.88 1.93 60.99 RANKING
1 B 17 -12.8¢ 1.8 62.43 RANKING
1 € 81 -1z.64 1.52 60.99 RANKING
1 7 54 -12.38 1.91 61.06 RANKING
1 H 38 -11.86 1.7 61.29 RANKING
1 o a2 -11.66 1.0 60.27 RANKING
1 10 o6 -11.26 1.76 61.76 RANKING
2 1 8s -13.40 0.00 60.27 RANKING
2 2 En -10.42 1.97 60.23 RANKING
3 1 100 -13.26 0.00 60.56 RANKING
2 1 15 -13.08 0.00 61.83 RANKING
2 2 29 -12.39 1.38 61.62 RANKING
a 3 1n -12.33 1.78 60.98 RANKING
B s &7 -11.97 1.52 61.66 RANKING
5 1 32 -12.9¢ 0.00 61.81 RANKING
5 2 o -12.70 1.77 61.45 RANKING
B 3 74 -12.60 1.28 61.26 RANKING
B 4 21 -10.36 1.38 61.58 RANKING
B 1 14 -12.89 0.00 60.74 RANKING
7 1 a6 -1z.68 0.00 60.20 RANKING
7 2 3 -12.45 1.71 59,11 RANKING
7 B s -10.69 1.77 61.06 RANKING
7 4 33 -10.38 1.80 60.30 RANKING
B 1 24 -12.47 0.00 61.18 RANKING
B 2 o7 -11.98 111 61.10 RANKING
B 1 26 -12.42 0.00 s8.69 RANKING 9

Normal text file length:1270.988 fines: 20623 Ln:15248 Col:1 Sel:0]0 Windows (CRLF)  UTF-& INS

Lamp 4.17 Hasil Docking Remdesivir dengan kode reseptor 6 XHL

& D:\docking\6XHL docking\ribavirin\prot.dig - Notepad++ - X
File Edit Search View Encoding Language Settings Tools Macro Rum Pluging Window 7 X
sHHEEhRa shkl oe/ng a&|EBR(=1 Po® @m0 ®E
Bt dg 23| Blprot dig (3| Blprt dg 23| Bl prot dig €3 | B prot g 3| B pret g 3| B prot g (3 B pret g €3] B prot g 13 Epmd\gm|

.
RMSD TABLE
1 1 1 1 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Enezgy | RMSD | RSD | Paccern
I I 1 I 1
T T s T5ioa 500 6578 RANKING
1 2 a6 -s.50 015 65.74 RANKING
1 31 -s.50 0.5 €s.79 RANKING
1 1 8 .88 0.2 6s.83 RANKING
1 s s -s.87 018 es.7s RANKING
1 PR -s.87 0.5 es.34 RANKING
1 1 3 -5.84 0.5 es.37 RANKING
1 s 716 -5.84 0.30 6.0l RANKING
B 1 s s -5.80 0.25  €5.33 RANKING
5 110 1 -5.80 0.3t 65.89 RANKING
5 PR TR 5 -s.80 0.2¢ es.ae RANKING
5 11z o2 -s.78 0.5z 6.06 RANKING
5 113 s -8.77 031 es.ss RANKING
5 11 oz —s.77 0.35  es.s3 RANKTNG
5 115 a0 -5.75 0.3 6s.s2 RANKING
5 1 16 2 5,76 0.3z 65.87 RANKING
a 11 w0 5,76 0.46  65.89 RANKING
1 18 7e -5.7s 0.46  c6.08 RANKING
11 2 -5.70 0.6¢  66.09 RANKING
1 20 4 -5.70 0.8 63.99 RANKING
1om s -s.s8 1z es.er RANKING
1oz 3 -5.54 0.z es.a4 RANKING
1z 2 -5.53 060 €5.56 RANKING
1z 1 -5.35 0.6  66.03 RANKING
1z a1 -5.31 186 65.58 RANKING
1oz %6 -s.23 108 6.0s RANKING
1z e -s.20 l.es es.e7 RANKING
12 s .11 133 es.as RANKING
1 25 42 -8.13 1.88 €5.59 RANKING v
length: 551.142  lines: 9.974 Ln:9.419 Col:1 Sel: 0|0 Windows (CRLF)  UTF-8 INS

Lamp 4.18 Hasil Docking Ribavirin dengan kode reseptor 6 XHL



[ DA\docking\BXHL docking\ritonavir\prot.dlg - Notepad++ - X
File Edit Search View Enceding Langusge Settings Tools Macro Run Plugins Window 7 X
BHEEGE s ak|de s 2% BRI EFENAe® 0 EDNEEBR
Bort da 13| B ot o 3] Bt i 3| B g 3] Bt g 3] B i 3| B ot 3] B i 3| Mot g 3] Bt 3 Hlprnato 1|
-
ausD TASLE
1 1 1 1 1 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD | RMSD | Pattern
1 1 1 1 1 1
T 1w Te.7e o0 elez ARG
2 1 11 -15.30 0.00 €l.44 RANKING
3 1 36 -14.27 0.00 60.80 RANKING
s 1 s Jlalos 060 ea.37 RaNKTNG
5 1 94 -13.79 0.00 €0.59 RANKING
5 2 55 -12.499 1.71 60.68 RANKING
N 5 es ilse 185 eo.el RaNKTNG
L3 1 59 -13.71 0.00 €0.26 RANKING
T 1 37 -13.49% 0.00 61.54 RANKING
s 1 e slar 060 63.03 RaNKTNG
9 1 77 -13.41 0.00 62.57 RANKING
10 1 22 -13.25 0.00 62.06 RANKING
n 1 s 530 060 e2.a7 RaNKTNG
12 1 €7 -13.18 0.00 60.91 RANKING
13 1 es sl 060 e2.06 RaNKTNG
14 1 91 -12.92 0.00 €2.02 RANKING
15 1 25 -12.86 0.00 62.86 RANKING
Te 1 s 1280 060 ez2.1s RaNKTNG
17 1 84 -12.74 0.00 €L.77 RANKING
18 1 45 -12.5% 0.00 60.83 RANKING
is 1 30 Ry 060 ez.07 RaNKTNG
20 1 45 -12.41 0.00 €l.l¢e RANKING
20 2 16 -12.17 1.69 61.33 RANKING
2 1 os 5lss 000 el.sz RaNKTNG
22 1 89 -12.22 0.00 61.77 RANKING
23 1 55 -12.20 0.00 62.48 RANKING
a2 1o 5 060 el.46 RaNKTNG
25 1 € -12.01 0.00 6l.61 RANKING
26 1 78 =12.00 0.00 €4.51 RANKING ~
Normal text file length: 1.603.694 lines: 25.202 Ln:16.963 Col:1 Sel: 0|0 Windows (CRLF)  UTF-8 INS
[Zf DA\docking\BXHL docking\umivenovinprot.dig - Notepads + - bs
File Edit Search View Encoding Language Settings Tools Macro Run Plugins Window X
JHHERRGAl ikl he ax | BE S EREAues SENBE
Bprt dg (3| B prot i 3| B ot ol 3| Bt g 3| Bt dg 3] B prot i 3 | B ot s 3| Bt g 3| Bt g 3] B ot (3| B ot s 63 ot oo E3
1 3 ~
1071 RMSD TABLE
1 1 1 1 1 1
Rank | Sub- | Run | Binding | Cluster | Reference | Grep
| Rank | | Energy | RMSD ] | Pattern
1 1 1 1 1
T T s ErT oo ez.an ARG
1 2 78 -12.54 1.4¢€ €2.11 RANKING
1 3 81 -12.46 1.54 62.36 RANKING
2 1 e [y 000 e3.40 RaNKTNG
2 2 10 -12.5%0 0.58 €3.37 RANKING
2 3 22 -12.39 0.79 63.20 RANKING
2 PR 5130 olee 6352 RaNKTNG
2 5 89 -12.12 0.92 63.72 RANKING
2 6 83 T 107 es.a1 RaNKTNG
2 7 46 -9.67 1.89 €3.21 RANKING
2 8 31 -5.65 1.75 63.34 RANKING
2 ER sles 175 esz RaNKTNG
2 10 17 -9.63 1.92 63.24 RANKING
2 11 40 -5.51 1.88 63.18 RANKING
> 1 s sl38 182 es.e1 RaNKTNG
2 13 61 -9.36 1.99 62.69 RANKING
5 1o 1258 000 e4.25 RaNKTNG
3 2 8 -12.04 1.9¢ €5.54 RANKING
3 3 70 -11.85 1.63 65.44 RANKING
5 2 7 e 126 eass RaNKTNG
3 5 34 -11.76 1.26 64.88 RANKING
3 (3 37 -11.45 1.30 64.84 RANKING
3 1w 5l 000 6386 RaNKTNG
4 2 38 -11.86 0.58 64.03 RANKING
N 5 s Salm 085 e3.93 RaNKTNG
4 4 25 -11.62 1.19 €4.60 RANKING
4 5 2 -11.61 1.13 €4.36 RANKING
N & e e 130 esiea RaNKTNG
10753 4 7 28 -10.86 1.64 64.58 RANKING ~
Normal text file length: 717.947 lines: 12.391 Ln:10.752 Col:1 Sel:0|0 ‘Windows (CRLF) UTF-8 INS

Lamp 4.20 Hasil Docking Umifenovir dengan kode reseptor 6 XHL




LAMPIRAN V
VISUALISASI DOCKING

Lamp 5.3 Visualisasi Interaksi 3D Hidroksiklorokuin 6MOK



Lamp 5.6 Visualisasi Interaksi 3D Remdesivir 6MOK |
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Lamp 5.9 Visualisasi Interaksi 3D Umifenovir 6MOK



Lamp 5.12 Visualisasi Interaksi 3D Hidroksiklorokuin 6 XHL



Lamp 5.15 Visualisasi Interaksi 3D Remdesivir 6XHL
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Lamp 5.18 Visualisasi Interaksi 3D Umifenovir 6XHL



LAMPIRAN VI
MOLECULAR DYNAMIC
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Lamp 6.1 Hasil Simulasi MD Lopinavir dengan kode reseptor 6MOK

CHARMNZT | PBC

Lamp 6.3 Gambar Sebelum simulasi MD pada kompleks lopinavir
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Lamp 6.4 Hasil Simulasi MD Lopinavir dengan kode reseptor 6 XHL

Lamp 6.6 Setelah Simulasi MD Lopinavir dengan kode reseptor 6XHL



