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General Information

All the chemicals and reagents were purchased from different vendors (Merck, Sigma Aldrich &
TCI) and were used without further purification. Solvents for syntheses and chromatographic work were
distilled and properly dried before use (if required). The progress of reactions was monitored by TLC plates
(Aluminium sheet pre-coated with silica gel) by visualizing under the UV lamp at 254 nm wavelength. The
reaction mixtures were purified using silica gel column chromatography (pore size 60 A, 230-400 mesh
size, 40-63 um). FTIR spectra were recorded using Bruker Alpha Platinum AT applying ATR sampling
technique through neat samples. NMR spectra were recorded in deuterated solvent using Bruker 600 MHz
NMR instrument (Avance Neo Bruker). GCMS data were obtained using 1300 GC-MS (Thermo Scientific).
Melting points were measured by using "STUART SMP3" apparatus.
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Table S1. Crystal data and structure refinement (CCDC 2297186)

Chemical formula C16HgF30,S
M, 322.29
Crystal system, space group triclinic, P-1
Temperature (K) 100(2)
a, b, c(A) 6.5671(10), 7.2171(11), 14.364(2)
a 85.588(4)°
B 81.019(4)°
Y 83.178(4)°
V(A3) 1117.9 (3)
VA 4
Radiation type Mo Ka
i (mm) 0.27
Crystal size (mm) 0.39 x 0.27 x 0.08
Diffractometer Bruker AXS SMART APEX
Absorption correction Multi-scan
(SADABS; Sheldrick, 2004)
Tmina Tmax 0901, 0.979
No. of measured, independent 10330, 2652, 2171
and
observed [/ > 2o(/)]
reflections
Rint 0.039
(sin /A ) max (A1) 0.658
R[F?>20(F?)], wR(F?), S 0.043, 0.095, 1.06
No. of reflections 2652
No. of parameters 140
H-atom treatment H atoms treated by a mixture of independent and constrained
refinement
APrmax> APmin (€ A7) 0.39,—0.37

Spectroscopic Data ({H NMR and *C NMR Scans)

S3



3-hydroxybenz
AM-MS-TRZ-01.49.fid
Asma,fDrg;a eed/cdd3/AM-MS-TRZ-01 [~3600000

®m @

[b]thiophen-2-yl)(phenyl)methanone (5a).
;

1345

3400000

3200000

3000000

2800000

2600000
2400000
2200000
-2000000
1800000
1600000
~1400000
1200000
1000000
800000

600000

400000

! 200000

-0

E?E 428 é r-200000

1.00—] L—

r—7+-f97 1717 17 ‘1 717 ~©7 1 7 71 1 71 1 71 1 1 ~ 1 . 1 1 *~ 1 v 1 * 1 ~ T * T * T 7T
kO 13.5 130 125 12.0 115 11.0 105 100 95 9.0 85 80 75 7.0 65 60 55 50 45 40 35 3.0 25 20 15 10 05
f1 (ppm)

S4



191,98
165.53

28

28

28

24

24

23
—100.77

Asma/Dr.Saeed/cdcl3/AM-MS-TRZ-01 |

AM-MS-TRZ-01.50.fid

T T T T T T T T T T T T T T T T T T T T T T T T T
10 190 180 170 160 150 140 130 120 110 100 90 80
f1 (ppm)

S5

-400000

-350000

-300000

-250000

-200000

-150000

-100000

-50000




8T 8RGRERRR IS8 EMITREER 3 B o9 AMMS210427.10.fid
BEERRRER RN R s SRR RN R S 5 i S5 Asma/Dr Saced/DMSO]AMMS210427
| V] / YDMSOY, 9000000
8000000
~7000000
6000000
1 5000000
~4000000
~3000000
2000000
I 1000000
- -0
T | |
gpie g 8 3
=l Al i - o

9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)

S6



~800000

-750000

~700000

~650000

~600000

~550000

~500000

~430000

-400000

~350000

~300000

~2350000

~200000

~150000

~100000

~50000

~-50000

a6 3 # LeEREFS 2 2

B 5 4 T RHARKR 3 A

N | | SN [ |

1
B o 8 M, o Yo o e, el el ek
T T T T T T T T T T T T T T T T T T T T
0o 190 180 170 160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10
f1 (ppm)

S7



OH

AMMS80.10.fid

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

-0

-500000

[fa} g
(=} =+ M P m m bl o Gy
: : £399BDAREITLLITLLNNINNALAME  F By cooed DUSOMINGD0
et KMJ e e e | |
1
]
| |
—1 h SU R Y
8 5 £g 8358
: 5 %g s3uis
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
L0 13.5 13.0 125 120 115 110 105 100 95 90 85 80 75 7.0 65 60 55 50 45 40 35 3.0 25 20 15 10 05 00

S8

f1 (ppm)



193,24

162,96
— 140,89
132,75
13174

/

13137
—127.53

A\

126,46
124,51
— 11577

AMMS80.11.fid

Asma/Dr.Saeed/DMSO/AMMSSE0 |

-85000
-80000
~75000
-70000
~65000
-60000
-55000
~50000
;45000
-40000
-35000
-30000
-25000
-20000
-15000
-10000

-5000

—-5000

——
210

—
200

—
190

T
180

e
170

T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

S9



EE8C8RARREBBEI333328578 8 B 2 AMMS-43.10.11d
@ oo ol 'L'"‘._“._'T_'T_'l":_ﬁ“: '1'31;;3 '"~\(') ui o o Asma/Dr.Saeed/DMSO/AMMS-43 | gh00000
8000000
~7000000
. 6000000
! 5000000
4000000
+-3000000
2000000
I\
by
| 1000000
_J L "
s T f T
55 #®a 3 3 g
— = (=1 3] - (5]

T
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 45 4.0 35 3.0 25 20 15 1.0 0.5 0.0
f1 (ppm)

S10



AMMS-43.11.fid |
Asma/Dr.Saeed/DMSO/AMMS-43 | 250000

—193.09
—191.24
_—165.64
—~164.22
—137.25
131.34
13116
13071
130,31
114.67
114,57

A
AN
<
—67.53
—56.13

-240000
;230000
;220000
;210000
;200000
-190000
-180000
;170000
;160000
;150000
;140000
;130000
-120000
-110000
-100000
;90000

;80000

;70000

;60000

-50000

-40000
-30000
20000
10000
| e J . "

--10000

--20000

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

S11



(4-aminophenyl)(3-hydroxybenzo[b]thiophen-2-yl)methanone (5e¢) NH;
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4-chlorophenyl)(3-hydroxybenzo[b]thiophen-2-yl)methanone(5f)
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2-(2,4-dimethoxybenzoyl)benzo[b]thiophen-3(2H)-one (5j))
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(5-fluoro-2-hydroxyphenyl)(3-hydroxybenzo[b]thiophen-2-yl)methanone (5n)
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(3-hydroxybenzo[b]thiophen-2-yl)(naphthalen-1-yl)methanone (5q)
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