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Docking methodology

Discovery Studio 2.5 software (Accelrys Inc., San Diego, CA, USA) was used for docking
analysis. Fully automated docking tool using “Dock ligands (CDOCKER)” protocol running
on Intel (R) core (TM) i32370 CPU @ 2.4 GHz 2.4 GHz, RAM Memory 2 GB under the
Windows 7.0 system. The crystal structure of InhA reductase enzyme (PDB code: 3FNH)
was downloaded from protein data bank [32-34]. The docked compounds were built using
Chem. 3D ultra 12.0 software [Chemical Structure Drawing Standard; Cambridge Soft
corporation, USA (2010)], and copied to Discovery Studio 2.5 software. Automatic protein
preparation module was used applying CHARMm force field. The binding site sphere has
been defined automatically by the software. Herein, the prepared receptor is given as
input for “input receptor molecule” parameter in the CDOCKER protocol parameter
explorer. Force fields are applied on compounds Triclosan, 3, 8b and 8g to get the
minimum lowest energy structure. The obtained poses those have displayed the best
ligand—InhA reductase enzyme interactions were selected and used for CDOCKER
energy (protein-ligand interaction energies) calculations. Receptor—ligand interactions of

the complexes were examined in 2D and 3D styles.



1H NMR for compound 2
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13C NMR for compound 2
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1H NMR for compound 3

55669
ZETOYA
00t0°LA
£550°L
5897
08T LA

Al

\

€880 t—-—=

vy

ZSETLE
hmmw,h\ﬂ
Ommmm#
18-

BZ6EL
6I6EL
QETH L
TEIEES
8zt

A

Feoz [ 7

BT
/6T [ ™

11

12

13

15

f1 (ppm)

13C NMR for compound 3
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1H NMR for compound 4
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1H NMR for compound 6a
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13C NMR for compound 6a
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1H NMR for compound 6b
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1H NMR for compound 6¢
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1H NMR for compound 6d
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13C NMR for compound 6d
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1H NMR for compound 6e
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1H NMR for compound 6f
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1H NMR for compound 6g
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13C NMR for compound 6g
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1H NMR for compound 6i
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13C NMR for compound 6i
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1H NMR for compound 6j
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13C NMR for compound 6j
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1H NMR for compound 6k
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13C NMR for compound 8a
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1H NMR for compound 8b
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13C NMR for compound 8b
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1H NMR for compound 8c
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13C NMR for compound 8c
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1H NMR for compound 8d
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13C NMR for compound 8d
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1H NMR for compound 8e
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1H NMR for compound 8f

coOm.N'J.
J

OO

19407
EF60°L

6E0T LA
T8TTL

69T §— - 00'C

61562

9L TT——=

=60

13C NMR for compound 8f

o

o

0

mm.m_”.m:._
PaPPLTT

9595611

ZLLETTA w

CETTLETS
6THLLET
S506°LET

L

L

TEPE69—

1260°82T
66ELBTT|
FET98LTT
096L'6ET

#85T°0ET
Gt "OET-

T9SEUPT" T
688H'G5T~

mvmm..m.m_”./u|
§95T°29T~ 3

20 10

30

60 50

70

200 190 180 170 160 150 140 130 120 110 100 90
1 {ppm)

210

22



1H NMR for compound 8g
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13C NMR for compound 8g
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1H NMR for compound 8h
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13C NMR for compound 8h

09bFLTT
mvmo“m:,_%
THI6'ETT
Qe PET-L
8L69°LTT—
08¥6 62T~
BTLTO0ETY
9E6EEETS

TERL P T~
LY 8T~
99£9°05 T
9H0F' S5 T
PTE0 09T~
2066291

50

90

T
100
f1 {ppmj

T
110

T T
180 160

T
200

T
210

24



1H NMR for compound 8i

LENS T ————y

SS607L4

PRITL

LIETL

TELT LA

GLETLY o

LISTL wm,w

S9btL - ot

779t°s =

8L I

1699°L- -lﬁ..%m

L796°L

VL6,

12hr'8

5959'8
99£0°ZT——=E-(6"0

13C NMR for compound 8i

TP LTl
S9L9'6TTA|
b6b6'0ZT~
606t+Z1~~
FEISLET—
SS50°0ET-~
£067'0€T-

1L

8405 T
T620°SHT~"
965Z°05T-—
£T9€'65T~
#09T 097~
TT09 29T~

20 1o

El)

200 190 180 170 160 150 140 130 120 110 100 an B 70 &0 50

210

1 (ppm)

25



1H NMR for compound 8j
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1H NMR for compound 8k
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