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'H NMR (400 MHz, CDCls) of compound 2:
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13C NMR (100 MHz, CDCl3) of compound 2:

Chloroform-d
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HRMS of compound 2
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'H NMR (400 MHz, CDClI3) of compound 3:

00— ,—
T
(@)

o) @)

clc—

09— -

"

\ ]

YXAVA
L
YAA

8L
19—
89°L-F
| YAVA
96'Lf
28
€¢8
92’8
Lc'8

ACS-42P.esp.esp

__J 7
= 00¢=

S6

6

10




13C NMR (100 MHz, CDCl3) of compound 3:
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HRMS of compound 3
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'H NMR (400 MHz, CDCls) of compound 4:

ACS-44P.esp
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13C NMR (100 MHz, CDCl3) of compound 4:
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HRMS of compound 4
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'H NMR (400 MHz, CDClIz) of compound 6a:
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13C NMR (100 MHz, CDCIs3) of compound 6a:

| CHLOROFORM-d|
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'H NMR (400 MHz, CDClIz) of compound 6b:
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13C NMR (100 MHz, CDCIs3) of compound 6b:

Chloroform-d
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'H NMR (400 MHz, CDClIs) of compound 6c:
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13C NMR (100 MHz, CDCIs3) of compound 6c:
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HRMS of compound 6¢
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'H NMR (400 MHz, CDClIz) of compound 6d:

ACS-89P.esp

T00— —
160
60 .
9G'T
09'1{
€9 T— 00Z=
19T
LT
GLT
952
09'2} = €0’
92 5

27N\

\\}

z-z

o o EZO
lVG— - % 00Z=
0z'L
vl
1. .
vy —[68.0=
o %_ = 5670
o', 6611
16°2 Y0'€d
Til{ _[26'0=
Gl — :
80'8 i\%.(’:
6T'8 86
12'8
228

S21

1

6

7

10

I|IIIIIIIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIIIIllllllllIIIIIIlIIIIIIIIIlIIIIIIIIIlI
5



13C NMR (100 MHz, CDCIs3) of compound 6d:
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HRMS of compound 6d
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'H NMR (400 MHz, CDCls) of compound 6e:
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13C NMR (100 MHz, CDCIs3) of compound 6e:
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HRMS of compound 6e
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'H NMR (400 MHz, CDCls) of compound 6f:
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13C NMR (100 MHz, CDCl3) of compound 6f:
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'H NMR (400 MHz, CDClIz) of compound 6g:
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13C NMR (100 MHz, CDCls) of compound 6g:
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'H NMR (400 MHz, CDCls) of compound 6h:
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13C NMR (100 MHz, CDCl3) of compound 6h:

Chloroform-d
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'H NMR (400 MHz, CDClIz) of compound 6i:
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13C NMR (100 MHz, CDCls) of compound 6i:
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'H NMR (400 MHz, CDClIz) of compound 6j:
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13C NMR (100 MHz, CDClI3) of compound 6j:
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'H NMR (400 MHz, CDCls) of compound 6k:
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13C NMR (100 MHz, CDClI3) of compound 6k:
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'H NMR (400 MHz, CDClz) of compound 6l:
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13C NMR (100 MHz, CDCl3) of compound 6l:

Chloroform-d
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HRMS of compound 6l
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'H NMR (400 MHz, CDCls) of compound 6m:
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13C NMR (100 MHz, CDCls) of compound 6m:
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'H NMR (400 MHz, CDCls) of compound 6n:
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13C NMR (100 MHz, CDCl3) of compound 6n:
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'H NMR (400 MHz, CDClIz) of compound 6o0:
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13C NMR (100 MHz, CDCIs3) of compound 60:
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HRMS of compound 60
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'H NMR (400 MHz, CDClIz) of compound 6p:
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13C NMR (100 MHz, CDClI3) of compound 6p:
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HRMS of compound 6p
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'H NMR (400 MHz, CDClIz) of compound 6q:
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13C NMR (100 MHz, CDClI3) of compound 6q:

| CHLOROFORM-d |

ACS-87C.esp

2192
88'92}
€0°ee

68'88}
T0'8s-
26—

6992
OO'AL}
T€°LL

ge8IT
617'6131:&
€Sell~’
18°€CT—
0249t
18'acT
9T el

oT'LVT—

TG'S9ST—
T9'99T-[

89°9/T—

S61

0

20

40

60

80

100

120

140

160

180

200




Zjw
00¥ 06€ 08¢ 0LE 09¢ 0s€e .0¥E 0ee oze

oLe

00€ 062 08¢ 0Le 092

i, o Bl l L} et L
- = = j ) _ _
L06vG=d 00Z.2=d  [0895=Y | T Losre=y _

Ze22007 9LTL06E 62¥1'8LE %mmwmoumﬂ 0051 8EE

wdd 6¥£2°0
9ZGL'9¥E =BNENZ0 “¥H 8D
10809=¥
1251°9vE W

o)
AT
N=N o

wdd op¥6°0
L0LLP2E=ENZ20%H® D
10££9=Y
WAR74>

HRMS of compound 6q

R Y| 1 | | 11 RS |
105£9=Y wdd ¢052'0- 10£89=Y o

ﬁz.snvmﬂ.v&unzuoe:so mBN.EN Ih.
20.29=¥ |
€6EL V82 Fol

\cl
n
2ouUBpUNQY BAlE[SY

[00°0051-00004] Sw (N4 1S3 d + SNLA 'L
6369°L IN L AV 050 ‘1Y LLL# /8-SOV

S62



'H NMR (400 MHz, CDClIz) of compound 6r:
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13C NMR (100 MHz, CDCl3) of compound 6r:
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'H NMR (400 MHz, CDClIz) of compound 6s:
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13C NMR (100 MHz, CDCI3) of compound 6s:

Chloroform-d
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HRMS of compound 6s
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'H NMR (400 MHz, CDClIz) of compound 6t:
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13C NMR (100 MHz, CDCIs3) of compound 6t:
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HRMS of compound 6t
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In-vitro MTB MABA assay

Briefly, the inoculum was prepared from fresh LJ medium re-suspended in 7H9-S medium
(7H9 broth, 0.1% casitone, 0.5% glycerol, supplemented oleic acid, albumin, dextrose, and
catalase [OADC]), adjusted to a McFarland tube No. 1, and diluted 1:20; 100 ul was used as
inoculum. Each drug stock solution was thawed and diluted in 7H9-S at four-fold the final
highest concentration tested. Serial two-fold dilutions of each drug were prepared directly in
a sterile 96-well microtiter plate using 100 pul 7H9-S. A growth control containing no
antibiotic and a sterile control were also prepared on each plate. Sterile water was added to all
perimetre wells to avoid evaporation during the incubation. The plate was covered, sealed in
plastic bags and incubated at 37°C in normal atmosphere. After 7 days incubation, 30 ml of
alamar blue solution was added to each well, and the plate was re-incubated overnight. A
change in colour from blue (oxidised state) to pink (reduced) indicated the growth of bacteria,
and the MIC was defined as the lowest concentration of drug that prevented this change in
colour.

In-vitro cytotoxicity screening

Some compounds were further examined for toxicity in a RAW 264.7 cell line at the
concentration of 50 uM. After 72 h of exposure, viability was assessed on the basis of
cellular conversion of MTT into a formazan product using the Promega Cell Titer 96 non-

radioactive cell proliferation assay.

MIC in uM
Rifampicin 0.24
Ethambutol 7.64
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Correlation of bioactivity with respect to GLIDE Score Binding Energy (kcal/mol) of
1ZI1D (Enoyl-acyl carrier protein)

Figure:

Correlation Plot (Bioactivity vs GLIDE Score)
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Table: In vitro anti-tubercular activity MIC (pg/ml) and GLIDE Score (kcal/mol)

Compound | MIC (ug/ml) | GLIDE Score (BE)
6s 1.56 -11.123
6h 3.125 -9.189
6f 3.125 -7.826
60 3.125 -7.316
6m 6.25 -6.525
6g 6.25 -6.238
6p 12.5 -5.176
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