Supporting Information

KOTHURI KIRAN 2, DONGAMANTI ASHOK 1, BODDU ANANDA RAO!, MADDERLA SARASIJA!, and
ALAPATI SRINIVAS RAO?

!Green and Medicinal Chemistry Laboratory, Department of Chemistry, Osmania University, Hyderabad, 500007,
Telangana, India
’Department of Chemistry, INTU-H, Hyderabad, Telangana, 500 085, India.

Vagdevi InnoScience Private Limited, 5-A/8, IDA Nacharam, Hyderabad, 500 076, Telangana, India.
E-mail: ashokdou@gmail.com

Green and Medicinal Chemistry Laboratory, Department of Chemistry, Osmania University, Hyderabad, 500007,

Telangana, India.

1 Corresponding author. E-mail: ashokdou@gmail.com
doi: 10.2298/JSC160216076A

S1



[=]
[543}

T oL b g bt b
- -l'l |
*7] o 3a 0] (VA
1 I\ N EE |H =| 2

=} oy Lo
— = & Bz g
. b = -
| v RIS T B &
— IT / lll aE- |-| E E; 4'
i *3 B g 2 IR |'L | 2
- £ 8 35 clE |3 ¥
g 3 OH HO wéag l8 3% ¢
B - 5 B g &
BU—_ I g = = @
g | HH\H' i
7 § 8]
45— E
7] 2 Compound 3 g
30—
n |
- I
] = !
15— 8 g
'0 IIII|IIII|IIIIIIIIIIIIIIlIIIIIIIIIlIIII|IIII|IIII|IIII|IIII|IIIIIIIII|I
4000 3750 3500 3250 3000 2750 2500 2950 2000 1750 1500 1250 1000 750 500
Figure S1: IR spectra of compound 3
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Figure S2: '"H-NMR (400 MHz, CDCls;) spectra of compound 3
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Figure S3: 'H-NMR (400 MHz, CDCl;) spectra of compound 3
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Figure S4: '"H-NMR (400 MHz, CDCls;) spectra of compound 3
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Figure S5: Mass spectra of compound 3
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Figure S7: '"H-NMR (400 MHz, CDCl;) spectra of compound 4
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Figure S8: “C NMR (100 MHz, CDCl;) spectra of compound 4
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Figure S9: BC NMR (100 MHz, CDCls;) spectra of compound 4

S7




100

90

80

60

50

40

30

20

API-ES, Pos. Scan, Frag: 50

‘ OH HO ‘
|
N—N
&
Compound 4
g
BT LA RN

Figure S10: Mass spectra of compound 4

S8



g2 98—=
Fea0s—
55550— —
47—

16a8—

| ) 1
& gl P |
s g @
B 2
=1 |
| °§ 1Yy :
2 o T o 2= -
g T = | =)
| 3 :
b 0O o | 3 | -
- a7 o
g 8 p:
o & IFEE ]
‘ ‘ 3 "
| 1 B
N—N g
™ =
Compound &
IIIIIIII|IIII|IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII|IIII|IIII|IIII|I
00 3750 3500 3250 3000 2750 2500 2950 2000 1750 1500 1250 1000 750 500

1/cm

Figure S11: IR spectra of compound 5
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Figure S12: "H-NMR (400 MHz, CDCls;) spectra of compound 5§
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Figure S13: BC NMR (100 MHz, CDCl;) spectra of compound 5
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Figure S14: BC NMR (100 MHz, CDCl;) spectra of compound 5
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Figure S15: °C NMR (100 MHz, CDCl;) spectra of compound 5
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Figure S16: Mass spectra of compound S
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Figure S18: 'H-NMR (400 MHz, CDCl;) spectra of compound 8
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Figure S19: Mass spectra of compound 8

S14



Compound 9

3

WE by Wy
0.88 0.90.5EB0.02 1.90 4.00
0.88 0.3EE000 06 1.95

Compound 9
T T T T T T T T T T T TTTTTprTTTT [rrTTT TTrrTTT T T T T T
8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.8 P
0.88 0.90 258 0.6 5.80 loz
0.e8 0.9 1.14 3.39 2.0 1.06

Figure S21: '"H-NMR (400 MHz, DMSO-dg) spectra of compound 9
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Figure S22: 'H-NMR (400 MHz, DMSO-dy) spectra of compound 9
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Figure S23: Mass spectra of compound 9
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Figure S24: IR spectra of compound 7a
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Figure S25: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7a
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Figure S26: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7a
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Figure S27: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7a
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Figure S28: BC NMR (100 MHz, DMSO-dg) spectra of compound 7a
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Figure S$29: °C NMR (100 MHz, DMSO-ds) spectra of compound 7a
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Figure S30: BC NMR (100 MHz, DMSO-dg) spectra of compound 7a
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Figure S31: Mass spectra of compound 7a
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Figure S32: IR spectra of compound 7b
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Figure S34: °C NMR (100 MHz, CDCl;) spectra of compound 7b
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Figure S35: °C NMR (100 MHz, CDCl;) spectra of compound 7b
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Figure S36: °C NMR (100 MHz, CDCl;) spectra of compound 7b
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Figure S37: Mass spectra of compound 7b
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Figure S38: IR spectra of compound 7¢
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Figure S39: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7¢
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Figure S40: BC NMR (100 MHz, DMSO-dg) spectra of compound 7¢
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Figure S41: *C NMR (100 MHz, DMSO-de) spectra of compound 7¢
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Figure S42: BC NMR (100 MHz, DMSO-dg) spectra of compound 7¢
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Figure S44: IR spectra of compound 7d
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Figure S45: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7d
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Figure S48: *C NMR (100 MHz, CDCl5) spectra of compound 7d
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Figure S49: Mass spectra of compound 7d
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Figure S51: '"H-NMR (400 MHz, DMSO-ds) spectra of compound 7e
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Figure S64: °C NMR (125 MHz, CDCl;) spectra of compound 7g
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Figure S70: BC NMR (100 MHz, DMSO-dg) spectra of compound 7h
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Figure S76: BC NMR (100 MHz, DMSO-dg) spectra of compound 7i
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Figure S93: °C NMR (125 MHz, CDCl;)
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Figure S95: Mass spectra of compound 71
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Figure S96: IR spectra of compound 7m




8227

1=1.754 ] ]
H [ T J=I[1_[1{\23

\[I=14.031 | [1=0.646

| N I W A
JJ[ |u| L,WWJ' | |L\ | j H

Mgt N—N
RN R R R E RNl AR RRR AL RRRRRRLREN | RRRE LA
165 T4 55 750 745 420 400 380 340 340 320 30p  LED [ =N

——

Compound Tm

| mtk._ )

TT T T T T [T T[T AP [ T [ T T [ T [T T T[T T[T [T T[T T [ T T T[T T[T T T[T T [ TTT T [ ITTT]
7.0 6.5 6.0 55 50 45 4.0 35 0 15 0 15 10 05 0.0 0.5 -1

TTT[ITTT]
8.0 75

Figure S97: "H-NMR (400 MHz, DMSO-dg) spectra of compound 7m
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Figure S98: °C NMR (100 MHz, CDCl;) spectra of compound 7m
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Figure S99: C NMR (100 MHz, CDCl;) spectra of compound 7m
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Figure S101: Mass spectra of compound 7m
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