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TH, 3C, DEPT-135 NMR spectra of the synthesized compounds

ol —

€6L' T —

981°C
NON.NW
L1TT

£€6°C
ovm.mw
§95°C

Biee

hre

CHO
o

0.5

1.0

1.5

LEV'ET—

6T’ 1 —

2.0

981°6¢ —

2.5

3.0

795°€9 —

3.5

4.0

€10aD 8I0°LL

0EY
et 0
ceer
ULy — Fere
097'L M
39
ISt'L
80L'L B
Ll =
SP% wmum
SY8'L W
998°L T
8Y6°L J 681
696'L
$9t°8
S8t'8 6'T
L6’ ) 0'T
i g
0858 o o
€876 — z - m Fo6L0
o s i
o) S !
€66 — * — = 1201
R i
=
=z
I

HNY\O

4.5

€10aD 1¥¥'LL

5.0

5.5

f1 (ppm)

TEO'STTq
LTS8I1

6.0

GT90CT

9EZTT

6.5

8T9VTI A
9IT'LTL

Ottt

809'6T1

7.0

et

6zzeL

7.5

wﬁ.wm_ \
068°Z€ 1

8.0

8.5

9.0

99€7EVT ~_
€T vp1 -~

6E€°H9T ~
98791 /7
$19'991

£607L1 —

8LT' 161 —

11.0 10.5 10.0 9.5

10

20

30

100 9p 80 70 60 50 10

10
f1 (ppm)

130{| 120

40

\

NMR (150 MHz, CDCl5;)

~
b

13(

A
Y
N

C
H

210 ZOﬁ) 190 | 180 | 170 160 150




10

20

r8\7.7 76 |7.5

.9

f1 (ppm)

e WMOA
T0°T |

g§.6 8.5 8.4 8.3 8.2 8.1 8.0

200

L50°€T—
o
£TH'TE— «
¥8Y'6€ — <
[=]
n
o
O
£95°€9 —
R
o
[59)
69S°L ~_
= £
N
o ¢ /r
w \ﬂl BSL L=~
CLLL
a 908"
g -
ST 6L8'L—
— 4 68 L
0S0°STT — cle'L
o Li6L
v€9°0CT — N ¥86°L
9€7'L2T .
TH9'621 - o g —
SPT'TET - s}
e TEL F
[8LTET o
=)
- '8 \
° AR
= 3 WS~
C Us
Q 158 w
o 3 .
L. i
S
) 2
4 ~—
)
[
s &
N i
%
) &
LE€T6T — by —
w
o
QO
©

210

1.0 05 O

1.5

B.5| 3.0 25 20

4.0

4.5

5

3.5

6.0
fil (ppm)

@.5

15 7.0

90 85 8.0

g

12,5 12.0 1145 11.0 10.5 10.0 9,




10

20

88¢°€7 —
98¢'€7 —
= o
E1pIE— i
S0P 1€ — 98°6€ =
wﬁ.om/ 606'6¢ =
OSINA 1£8°6€ SLO'OF <
SO BUL6E= wToy
OSTT D.\G.G 2 ﬂO?OV —
OSING L8665 4 wS oy R
OSING 9Z1-0% L m
OSIA $9T°0% —
QSN €080 o
GO —— ©
EESHF g | 6s679—
15679 — — .
~
o
= N
o
o)
=
g E
o
= (@)Y
=
S =
—~ ISP
=% ~g
{ m/m - a
691911 = So
108°811 e E =
6vS611 = -
o6 2zl — |89r91T — o
090°t21 w 8ssoll — S
66LLT1 6% | & [esLeeiy
Lsy'STI TSRy
158'8C1 158301 > m
056'8T1 o [s10zErs =
18621 — -9 [socEr? = -
e : g
€ SIEThl —
tSToTt C < |
€0ETHT ~ — = )
weerl - —_
| 8 3 3 5
1) brd Q 2
P4 3 ) —
= 3 2
S67°E91 7 N\ ? - R =3 R
26 EQL _ w T - —
‘991
850°991 - o = | o o = E .
8€9'7L1 — o - z & = @
zZ, N g S = -
£61'8L1 — o o llax z I T = o
T HN — z O = 3
z e} v SHA o H Z
— 0 =
= © = (=} ™
> x ra AT A S
; H z o Q
= o—= N\ o
\ o o P w
z -~ L © T a o
£ I e S T o 2
> o




Purification profile of the proteins used in this study using Size Exclusion
Chromatography
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Docking Pose

azido naphthalimide —-TAC

sulfenic acid /| Catalytic region s
; Acyl chain
houg,mg Substrate
region
A & ., g regulatory loop

HtdX docked with the TAC-probe. (A) Surface representation image of HtX depicts the docked
TAC probe occupying its substrate binding pocket, (B) HtdX residues involved in interaction with the
probe.



Ligplot Analysis depicting the respective residues used in the study
interacting with probe
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HadAB-TAC sulfenic acid probe

Val85(A)

%\’5581 B)

Met60(B)
Leul42(A Cys61(A)
Thri40(A .
GInBI(A)
Cys105(A) o
Thri38(A] 5
k.’ i
1 os
o &
Thri23(A

M Thr58(A)

Tle60(A)

u_u(% Asnl 2;*[.\'

VallOT(A)

HadBC-TAC sulfenic acid probe
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HtdX-TAC probe
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Estimated Docking Results

Table 1
S.no Protein Estimated free energy Estimated Inhibition constant
of binding (Ki)
1. HadAB -8.80 kcal/mol 0.35 uM
2. HadBC -8.27 kcal/mol 0.86 uM
3. HtdX -10.64 kcal/mol 1.50 uM
4. EthA -11.39 kcal/mol 518 pM
5. MymA -10.6 kcal/mol 7.36 uM
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