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ABSTRACT: The present work demonstrates the PIDA-mediated mild synthesis of 3-aryl-5-phenyl-[1,2,4] triazolo[4,3-c]quinazolines Sa-5n
through an intramolecular oxidative-cyclization of twelve electronically dissimilar and newly prepared (£)-4-(2-benzylidenehydrazineyl)-2-
phenyl- quinazolines 4a-4n as key precursors. Structural confirmation of quinazoline-hydrazone and triazole has been established based on 'H &
BC-NMR, IR, and HRMS data. Antiproliferative activity examination led to the identification of 5-phenyl-3-(2,3,4-trimethoxyphenyl)-[1,2,4]
triazolo[4,3-c]quinazoline (5g) and 3-(2,3-dichlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c] quinazoline (5j), as most active (less than and
comparable to standard), which exhibits cytotoxicity with ICsy value of 1.14 mM and 1.39 mM respectively against MCF-7 cell line. 5g and 5j
also shows significant potential against MDA-MB231 cell line with ICsy of 2.79 mM and 1.95 mM respectively. Additionally, molecular
modeling studies have been conducted to support the results and to study the binding interaction of the compound 5g and Sj with VEGFR-2
kinase enzyme (PDB ID:3U6J). Furthermore, systematically screening of 5a-5n for ABTS radical scavenging activity, displays that 3-(4-
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fluorophenyl)-5-phenyl-[1,2,4]triazolo [4,3-c] quinazoline Sh, has highest antioxidant efficacy, with ICsp = 11.2 + 0.14 pg/ml. The antioxidant
efficacy of 5a-5n was also supported by DFT studies.

Remarks

“The standard compound, being a purified compound and highly active substance, was assessed using a lower concentration range (0 to 50
pg/ml). In contrast, the sample’s potency remains unbound; therefore, a broader concentration range (0 to 1000 pg/ml) was employed for the

sample analysis.”

Calculations

% RSA = ((Abs Control- Abs Sample)/Abs Control) x100
RSA = Radical Scavenging Activity

Abs Control = Absorbance of control

Abs Sample = Absorbance of sample.

Starting precursor characterization data
Characterization data for (E)-4-(2-benzylidenehydrazinyl)-2-phenylquinazoline derivatives 4a-4n.
(E)-4-(2-(2-Methylbenzylidene)hydrazinyl)-2-phenylquinazoline (4a)

Brown solid; Yield 70%; m.p. 138-140°C; Ry = 0.43 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]" caled for CoH;gNy: 339.1559, found:
359.1606.
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(E)-4-(2-(4-Methylbenzylidene)hydrazinyl)-2-phenylquinazoline (4c).
Yellow solid; Yield 78%; Ry= 0.35 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]+ calcd for CyyH;gNy4: 339.1559, found: 339.1800.
(E)-4-(2-(4-1Isopropylbenzylidene)hydrazinyl)-2-phenylquinazoline (4d).

Pale yellow solid; Yield 90%; m.p. 108-112°C; Ry = 0.62 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]" caled for Cp4H2oNy: 367.1859,
found: 367.1918.

(E)-4-((2-(2-Phenylquinazolin-4-yl)hydrazono)methyl)phenol (4¢).

Mustard solid; Yield 88%; Ry= 0.56 (ethyl acetate/n-hexane, 2:8); HRMS m/z [MJrH]Jr calced for C,1HsN4O: 341.1359, found: 341.1390.
(E)-4-(2-(4-Methoxybenzylidene)hydrazinyl)-2-phenylquinazoline (4f).

Pale yellow solid; Yield 74%; Ry= 0.45 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]+ calcd for Cy,H gN4O: 355.1559, found: 355.1765.
(E)-4-(2-(4-Fluorobenzylidene)hydrazinyl)-2-phenylquinazoline (4h).

Pale yellow solid; Yield 76%; Ry= 0.48 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]" calcd for CoH;sN4F: 343.1359, found: 343.1592.
(E)-4-(2-(4-Chlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4i).

Yellow solid; Yield 85%; m.p. 178-182°C; Ry = 0.30 (ethyl acetate/n-hexane, 2:8); BC-NMR (100 MHz, DMSO-dg, 25°C, TMS): 6¢c = 149.72,
148.08, 146.53, 141.29, 134.46, 133.02, 132.42, 131.82, 130.45, 129.75, 128.53, 128.29, 127.94, 127.89, 127.37, 123.14, 116.58; HRMS m/z
[M+H]"/[M+H+2] calcd for C,1H;sCIN4: 359.1059/361.1059, found: 359.1083/361.1024.

(E)-4-(2-(2,3-Dichlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4j).

Pale yellow solid; Yield 85%; m.p. 176-180°C; R,= 0.28 (ethyl acetate/n-hexane, 2:8).
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(E)-4-(2-(Naphthalen-1-ylmethylene)hydrazinyl)-2-phenylquinazoline (4Kk).

Yellow solid; Yield 92%; m.p. 204-206°C; R, = 0.72 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]" calcd for CasH;gN4: 375.1559, found:
375.1604.

(E)-4-(2-(3-Nitrobenzylidene)hydrazinyl)-2-phenylquinazoline (4m).
Yellow solid; Yield 95%; Ry= 0.43 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]+ calcd for Co1H 5N50,: 370.1259, found: 370.1298.
(E)-4-(2-(4-Nitrobenzylidene)hydrazinyl)-2-phenylquinazoline (4n).

Orange solid; Yield 95%; Ry=0.71 (ethyl acetate/n-hexane, 2:8); HRMS m/z [M+H]Jr calcd for Co1H;5N50,: 370.1259, found: 370.1300.
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®C-NMR SPECTRA: 4-Hydrazinyl-2-phenylquinazoline
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IR SPECTRA: 4-Hydrazinyl-2-phenylquinazoline

E) sHIMADZU

100 —
%T A ﬂ
90 — |
— [ap]
= st
- [ap]
. &
80 ] =
7 |
= J 25
. 2 i
: s8 ) |
60— & ' > u g
: | M~
] 2 5 | R
— N N I""-= [{n] (0]
50— | o i =
- by s [
- = o Lo 3
] N 2
40— | =
. L8 5 |
- ™~ % = %
_— 5 [=2]
30 . % i 2 r%
20 ] T T | T T T T T T I T T T | T T T T | T T T T I 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
4000 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 400
RK PK 42 cm-1

7|Page



HRMS SPECTRA: (E)-4-(2-(2-Methylbenzylidene) hydrazinyl)-2-phenylquinazoline (4a).
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(E)-4-(2-(3-Methylbenzylidene) hydrazinyl)-2-phenylquinazoline (4b).

"H-NMR SPECTRA
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(E)-4-(2-(3-Methylbenzylidene) hydrazinyl)-2-phenylquinazoline (4b).

"H-NMR SPECTRA
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IR SPECTRA: (E)-4-(2-(3-Methylbenzylidene)hydrazinyl)-2-phenylquinazoline (4b).
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HRMS SPECTRA: (E)-4-(2-(3-Methylbenzylidene)hydrazinyl)-2-phenylquinazoline (4b).
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HRMS SPECTRA: (E)-4-(2-(4-Methylbenzylidene) hydrazinyl)-2-phenylquinazoline (4c).
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IR SPECTRA: (E)-4-(2-(4-Isopropylbenzylidene)hydrazinyl)-2-phenylquinazoline (4d).
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HRMS SPECTRA: (E)-4-(2-(4-Isopropylbenzylidene)hydrazinyl)-2-phenylquinazoline (4d).
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IR SPECTRA: (E)-4-((2-(2-Phenylquinazolin-4-yl)hydrazono)methyl)phenol (4e).
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HRMS SPECTRA: (E)-4-((2-(2-Phenylquinazolin-4-yl)hydrazono)methyl)phenol (4e).
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IR SPECTRA: (E)-4-(2-(4-Methoxybenzylidene)hydrazinyl)-2-phenylquinazoline (4n).
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HRMS SPECTRA: (E)-4-(2-(4-Methoxybenzylidene)hydrazinyl)-2-phenylquinazoline (4f).
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'"H-NMR SPECTRA: (E)-2-Phenyl-4-(2-(2,3,4-trimethoxybenzylidene)hydrazinyl)quinazoline (4g).

©Q
I
&
®)
000'0— -——
O I
O 4
) N/ P4
I =/
/
1052 T
905°7
015°Z
S1S°Z
616°C z
825'C
€667
09€°E
618'E
mmm.mg/f _ = -
026'€~
L0~ _ e Ly Q
.m.mw_"m.\ 0T ™~
YhsL r
955, "
858" £ T~
— O/}
198°L s
L98'L — = i
74: 7 & 3 -
vigL T @
ot £95'8 i
FeRs: 995'8 i
955 185°8 -= L
: 985’8 D pep u
rd: Vi el - = e ==
b8 e
umn.w% -
£9578 SLL'8 F o
995'8 - -
185'8 £ =
985°8 )
1698 © O
8£/°8 W
SLL'8
Q
=1
n
A
8bL TT— o -
1 ra
L
-
L]
& "
= SPLTI— - 00"
3 lIJ 00T
F o _
g
I &

Iy

80e |

ore |

T

4.0

75

0.0

1.0 0.5

1.5

2.0

3.0 25

35

4.5

5.0

5.5

70 65 6.0

8.0

90 85

12.5 11.5 10.5 9.5

13.5

f1 (ppm)

21| Page



HYZ-TM

©Q
= I
(=) (&)
N S
Q
S o T
° Q Z
N r A7
© Z /
lm \
= ) I
o Ob6E
= G.mmw
>,  78%6¢
S -eoer
N  +20b
O sror
T 59°0F
2
= %695 1
O 9019+ -
M 6ET9—
S 9b'60T— )
= ...
N
o
n

Q =
5
o [=]
s SO'TZI~_ o
m 0ETTIS
- 81'9ZT n
Ay o Nm.wﬁ/ ]
AR T4t mm.mﬁw.
3, 0£12T 8b'8ZT+ -
o 81'9z1 S8'87T/ b=
N sesal 0L'0ET mE
QN spser 6L°0ET a
< S8l 99'EET — e
J 6L0ET— M=
S, 99°€Er—
S LUBET,
Q ST TFI LLBET— W
Dh. 1T°ZHT . 7
. . ST Nﬁv
N TSI 1TTHT
1. 66ZST—
-_ [Fp ]
m._\ 8b"G5T— A
T bL6ST
< 8L76ST
X iy a
~ S =
©) = ZLIST
L & 66'ZST~ "
Q 2 8t'SST~. in
%) o -

S
X 3
= o YL6ST 8
b F 8/°65T o
! a
O r.
(e [=)]
Anl £

190 1BO 170 160 150 140 130 120 110 f1(00 ) 90 80 70 60 50 40 30 20 10
1 (ppm

200

22| Page



23| Page

IR SPECTRA: (E)-4-(2-(2,3,4-Trimethoxybenzylidene) hydrazinyl)-2-phenylquinazoline (4g).
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HRMS SPECTRA: (E)-4-(2-(2,3,4-Trimethoxybenzylidene)hydrazinyl)-2-phenylquinazoline (4g).
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IR SPECTRA: (E)-4-(2-(4-Fluorobenzylidene)hydrazinyl)-2-phenylquinazoline (4h).
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HRMS SPECTRA: (E)-4-(2-(4-Fluorobenzylidene)hydrazinyl)-2-phenylquinazoline (4h).
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®C-NMR SPECTRA: 4-(2-(4-Chlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4i).
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IR SPECTRA: (E)-4-(2-(4-Chlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4i).

) sHIMADZU

100 —

%T

5 Cl

1328.95—

1490.97~
1462.04—
1361.74—

i
x
m&
w

M~ uw
(=]
[~ =]
w

1
1581.63—

1541.12—

|
1622.13—

30

T L] T T T T T T T L] I T J T L) T T T T T L] L L T 1 I ¥ T T 1 T L] I T T [‘ T T T T T T L J ] T T T T
4000 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 400
RK PK 44 cm-1

28| Page



HRMS SPECTRA: (E)-4-(2-(4-Chlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4i).
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IR SPECTRA: (E)-4-(2-(2,3-Dichlorobenzylidene)hydrazinyl)-2-phenylquinazoline (4j).
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IR SPECTRA: (E)-4-(2-(Naphthalen-1-ylmethylene)hydrazinyl)-2-phenylquinazoline (4k).
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HRMS SPECTRA: (E)-4-(2-(Naphthalen-1-ylmethylene)hydrazinyl)-2-phenylquinazoline (4k).
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'H-NMR SPECTRA: (E)-2-phenyl-4-(2-(4-(trifluoromethyl)benzylidene)hydrazinyl)quinazoline (4l).
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’C-NMR SPECTRA: (E)-2-phenyl-4-(2-(4-(trifluoromethyl)benzylidene) hydrazinyl)quinazoline (4l).
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IR SPECTRA: (E)-2-Phenyl-4-(2-(4-(trifluoromethyl)benzylidene) hydrazinyl)quinazoline (4l).
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HRMS SPECTRA: (E)-2-Phenyl-4-(2-(4-(trifluoromethyl)benzylidene) hydrazinyl)quinazoline (4I).
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IR SPECTRA: (E)-4-(2-(3-Nitrobenzylidene) hydrazinyl)-2-phenylquinazoline (4m).
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HRMS SPECTRA: (E)-4-(2-(3-Nitrobenzylidene) hydrazinyl)-2-phenylquinazoline (4m).
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IR SPECTRA: (E)-4-(2-(4-Nitrobenzylidene) hydrazinyl)-2-phenylquinazoline (4n).
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HRMS SPECTRA: (E)-4-(2-(4-Nitrobenzylidene) hydrazinyl)-2-phenylquinazoline (4n).
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"H-NMR SPECTRA: 3-(2-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5a).
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®C-NMR SPECTRA: 3-(2-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5a).
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IR SPECTRA: 3-(2-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5a).
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HRMS SPECTRA: 3-(2-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5a).
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3-(3-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5b).

"H-NMR SPECTRA
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"*C-NMR SPECTRA: 3-(3-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5b).
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"*C-NMR SPECTRA: 3-(3-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5b).
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HRMS SPECTRA: 3-(3-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5b).
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3-(4-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5c).

"H-NMR SPECTRA
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"®C-NMR SPECTRA: 3-(4-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5c).
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IR SPECTRA: 3-(4-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5c).
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HRMS SPECTRA: 3-(4-Methylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5c).
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lo[4,3-c]quinazoline (5d).

3-(4-Isopropyiphenyl)-5-phenyl-[1,2,4]triazo

"H-NMR SPECTRA
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(5d).

ine

3-(4-Isopropyilphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazol

3C-NMR SPECTRA
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IR SPECTRA: 3-(4-Isopropylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5d).
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HRMS SPECTRA: 3-(4-Isopropylphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5d).
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"*C-NMR SPECTRA: 4-(5-Phenyl-[1,2,4]triazolo[4,3-c]quinazolin-3-yl)phenol (5e).
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IR SPECTRA: 4-(5-Phenyl-[1,2,4]triazolo[4,3-c]quinazolin-3-yl)phenol (5e).
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HRMS SPECTRA: 4-(5-Phenyl-[1,2,4]triazolo[4,3-c]quinazolin-3-yl)phenol (5¢).
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3-(4-Methoxyphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5f).

"H-NMR SPECTRA
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"*C-NMR SPECTRA: 3-(4-Methoxyphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5f).
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IR SPECTRA: 3-(4-Methoxyphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5f).
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HRMS SPECTRA: 3-(4-Methoxyphenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5f).
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thoxyphenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5g).

rime

"H-NMR SPECTRA: 5-Phenyl-3-(2,3,4-t

Dec26-2022

1

000°0-—

b E—
o015’/
158°€—

1D:\Spectra} nmr 36

1H_8scan CDCI3

OCH;

(3]

£€9°9- W
059'0

@)

43 474
£TTL
THTL
S8T'L
z0z'L
EVT'L
SPT'L
LvzTL
8¥T'L
09Z°L
ELT LA

SICL
8LT L
96£"'L
hm_—_...h/r
Qm—q.h./.
vet'L
-/
6874

orLL

R

|

vLL
SSLL
LSL°L
8647 L~
TI8°L
vi8L

th.w
WNQ.HW
6c0'e
mg.w%
sto'e

_n.vh.w
m.vh.m%.
£9L°8
S9.L°8

+Or

00

— el
\ pog
~ £0'g

= IT'1

102
wm PTTL
Vo011
- BO'T
“ooTT
p0'T

= 00°Tp

-0

0.0

0.5

40 35 3.0 25 20 15 1.0

4.5

5.0

5.5

6.0

7.0

/.5

8.0

10.5 95 9.0 85

11.5

12.5

f1 (ppm)

69| Page



C-NMR SPECTRA: 5-Phenyl-3-(2,3,4-trimethoxyphenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5g).
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C-NMR SPECTRA: 5-Phenyl-3-(2,3,4-trimethoxyphenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5g).
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HRMS SPECTRA: 5-Phenyl-3-(2,3,4-trimethoxyphenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5g).
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3-(4-Fluorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5h).

"H-NMR SPECTRA
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BC-NMR SPECTRA

3-(4-Fluorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5h).
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IR SPECTRA: 3-(4-Fluorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5h).
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HRMS SPECTRA: 3-(4-Fluorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5h).
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"H-NMR SPECTRA: 3-(4-Chlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5i).
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3-(4-Chlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5i).

3C-NMR SPECTRA
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IR SPECTRA: 3-(4-Chlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5i).
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HRMS SPECTRA: 3-(4-Chlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5i).
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"H-NMR SPECTRA: 3-(2,3-Dichlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5j).
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3-(2,3-Dichlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5j).

BC-NMR SPECTRA
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IR SPECTRA: 3-(2,3-Dichlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5j).
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HRMS SPECTRA: 3-(2,3-Dichlorophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5j).
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'"H-NMR SPECTRA: 3-(Naphthalen-1-yl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5k).
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3-(Naphthalen-1-yl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5k).

BC-NMR SPECTRA

iy

ZT9TT—
16°8€
80°6€
S2'6€
mm.mmg\‘« SSTTT—
SL'6€E
16°6€
8€ vﬂ.n./.
8T'SZT
0Z°'SZT
T6°STT~
09T/
3592E
nm.._ﬂv.
66°LZT
SZT6ZT
mu.mﬂun
€L6TT
L
E.ﬁmﬂv
gz'zer’
+0'9Z1
85921
£6'£21
mm.av
mm.mﬁ\
59621
- EL0PT—
10°9%T
AN
Z0°6bT—
[¥yl
W
=
(18]
& 10'9bT—
a 7S 9PT—
(=]
(o]
(7]
3 3
& o
N w Z06bT—
2u0

124

136

139

118

121

130 127

133
f1 (ppm)

142

145

AR

s

T T ¥ T T T T T T T
170 160 150 140 130 120 110 100 90
f1 (ppm)

T
180

90| Page



IR SPECTRA: 3-(Naphthalen-1-yl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5k).

100
2-TRAZ1
95 -
<~ 90+ M
S <
un
@ S B o
g w{ B % :
£ 1| 2]
E o =
c ' N-N O © & <
m b T
= 754 & T o I o
! =~ L = <
N = o
70 -
, > o
o W
o
65 - a
=

7 | i 1 i | | i 1 - | i I 1
4000 3500 3000 2500 2000 1500 1000 500
Wavenumber (cm'1)

91| Page



92 | Page

HRMS SPECTRA: 3-(Naphthalen-1-yl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5k).
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'"H-NMR SPECTRA: 5-Phenyl-3-(4-(trifluoromethyl)phenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5I).
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3C-NMR SPECTRA: 5-Phenyl-3-(4-(trifluoromethyl)phenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5).
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IR SPECTRA: 5-Phenyl-3-(4-(trifluoromethyl)phenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5l).

| Smoothing —

| e
(ep] ~—
7s) - “
[do] (do)
Lo o
(e} AN
o
'\ ”
<
<
E '
L
LQ"
o
<
o0
|
|o
n B
s
AN
N-N “ © ™
/N
©\/§)\©\CF3
Nb
|
\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\\\‘\\\\
3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600

NP1

CI



"C-NMR SPECTRA: 5-Phenyl-3-(4-(trifluoromethyl)phenyl)-[1,2,4]triazolo[4,3-c]quinazoline (5I).
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3-(3-Nitrophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5m).

"H-NMR SPECTRA
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3-(3-Nitrophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5m).

BC-NMR SPECTRA
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IR SPECTRA: 3-(3-Nitrophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5m).

100 = —— TRAZ-01
] 'a’
s T
. % OQ) r ' Tl
= 2 [ - 2l |2
= o 2360 ST |Il®
O 85+ = - o
% . N
et o Y
T - SEIE i ©
) ) 0 © =
c < o
I_ r
70 MY NO o g
| S 2
~ - c’
od =Wy 2
- 1338.9 7
60

7 | by | | " | 7 ] 7 | | 5 ] b | |
4000 3500 3000 2500 2000 1500 1000 500
Wavenumber (cm'1)

99 |Page



HRMS SPECTRA: 3-(3-Nitrophenyl)-5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5m).
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lo[4,3-c]quinazoline (5n).

riazo

3-(4-Nitrophenyl)- 5-phenyl-[1,2,4]t

"H-NMR SPECTRA
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*C-NMR SPECTRA: 3-(4-Nitrophenyl)- 5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5n).
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IR SPECTRA: 3-(4-Nitrophenyl)- 5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5n).
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HRMS SPECTRA: 3-(4-Nitrophenyl)- 5-phenyl-[1,2,4]triazolo[4,3-c]quinazoline (5n).
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