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5-methyl-7-(4-nitrophenyl)-N-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-a]pyrimidine-6-

carboxamide

White Solid; M.p: 259-261 °C; IR (KBr, cm™): 3255, 3101, 2915, 1667, 1621, 1596, 1247, 825,
749, 545; 'TH NMR (250 MHz, DMSO-dy): 6 2.17 (s, 3H, CH3), 6.66 (s, 1H, H-benzylic), 6.99 (s,
1H), 7.22 (s, 2H, ArH), 7.47 (d, J = 6.25 Hz, 4H, ArH), 7.67 (s, 1H, ArH), 8.16 (d, J = 6.75 Hz,
2H, ArH), 9.78 (s, 1H, NH), 10.39 (s, 1H, NH); 3*C-NMR (DMSO-d,, 62.5 MHz): & 25.4, 60.0,
103.0, 120.1, 123.8, 124.2, 129.0, 130.0, 137.8, 138.4, 139.2, 147.6, 148.0, 148.3, 149.2, 150.7,

165.0.

7-(2-chlorophenyl)-5-methyl-N-phenyl-4,7-dihydro-[1,2,4]|triazolo[1,5-a]pyrimidine-6-

carboxamide

White Solid; M.p: 252-254 °C;IR (KBr, cm!): 3414, 3299, 3098, 3037, 2866, 1670,1636, 1595,
1499, 1328, 1262, 975, 872,750, 546; 'H NMR (250 MHz, DMSO-dy): 8 2.14 (s, 3H, CHj3), 6.92

(s, 1H), 6.97 (s. 1H), 7.27 (s, SH, ArH), 7.44 (s, 3H, ArH), 7.60 (s, 1H, ArH), 9.81 (s, 1H, NH),



10.28 (s, 1H, NH); 3C-NMR (DMSO-d,, 62.5 MHz): 6 17.5, 58.2, 103.2, 119.9, 123.7, 128.0,

129.0, 130.3, 130.5, 132.5, 137.2, 138.1, 139.3, 148.3, 150.4, 165.0.

Cl

7-(2,4-dichlorophenyl)-5-methyl-N-phenyl-4,7-dihydro-[1,2,4|triazolo[1,5-a]pyrimidine-6-
carboxamide

White Solid; M.p: 248-250 °C;IR (KBr, cm!): 3414, 3304, 3095, 3027, 1739, 1670, 1533, 1491,
1332, 1260, 857, 759, 547, '"H NMR (250 MHz, DMSO-dy): 2.13 (s, 3H, CH3), 6.88 (s, 1H, H-
benzylic), 6.98 (s, 1H, ArH), 7.21 (s, 2H, ArH), 7.30 (d, J =7.30 Hz, 1H, ArH), 7.36 (s, 1H,
ArH), 7.45 (s, 3H, ArH), 7.52 (s, 1H, ArH), 7.61 (s, 1H, ArH), 9.82 (s, 1H, NH), 10.33 (s, 1H,
NH); BC NMR (DMSO-ds, 62.5 MHz): & 17.6, 57.8, 59.1, 102.7, 119.9, 123.8, 128.3, 129.0,

129.5, 131.9, 133.6, 134.0, 137.5, 139.3, 148.3, 150.6, 164.9.
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7-(4-fluorophenyl)-5-methyl-N-phenyl-4,7-dihydro-[1,2,4| triazolo[1,5-a]pyrimidine-6-
carboxamide

White Solid; M.p: 276-278 °C;IR (KBr, cm™): 3270, 3102, 2977, 1663, 1627, 1595, 1509, 1325,
1231, 977, 839, 747, 516; 'H NMR (250 MHz, DMSO-dq): 8 2.16 (s, 3H, CH3), 6.53 (s, 1H),
6.95-7.01 (m, 1H), 7.10 (d, J = 8.00 Hz, 2H, ArH), 7.15 (s, 1H), 7.24 (d, J = 6.75 Hz, 3H, ArH),

7.48 (d,J= 7.5 Hz, 2H, ArH), 7.63 (s, 1H, ArH), 9.73 (s, 1H, NH), 10.24 (s, 1H, NH); 3C-NMR



(DMSO-dg, 62.5 MHz): 6 17.7, 60.0, 103.8, 115.5, 115.9, 120.0, 123.7, 129.0, 129.7, 137.1,

137.4,139.3, 148.2, 150.4, 165.2.

5-methyl-7-(4-((4-methylbenzyl)oxy)phenyl)-N-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-

a|pyrimidine-6-carboxamide

White Solid; M.p: 232-234°C; IR (KBr, cm): 3445, 3271, 3101, 3027, 2920, 2869, 1667, 1626,
1596,1510, 1441, 1330, 1243, 1010, 750, 728, 691 ; 'H NMR (250 MHz, DMSO-dj): & 2.16 (s,
3H, CH3), 2.26 (s, 3H, CH;), 4.95 (s, 2H), 6.47 (s, 1H), 6.89 (d, J = 7.00 Hz, 2H, ArH), 7.00 (d,
J=6.50 Hz, 2H, ArH), 7.14 (d, J = 5.75 Hz, 2H, ArH), 7.19 (s, 1H, ArH), 7.24 (s, 3H, ArH),
7.49 (d, J = 6.75 Hz, 3H, ArH), 7.60 (s, 1H, ArH), 9.70 (s, 1H, NH), 10.15 (s, 1H, NH); '3C-
NMR (DMSO-d, 62.5 MHz): § 17.7, 21.1, 60.1, 69.5, 104.1, 115.0, 120.0, 123.7, 128.2, 128.8,

129.0, 129.3, 133.4, 134.3, 136.8, 137.5, 139.4, 150.2, 158.6, 165.4; MS: m/z = 451.



7-(3-methoxy-2-((4-methylbenzyl)oxy)phenyl)-5-methyl-N-phenyl-4,7-dihydro-

[1,2,4]triazolo[1,5-a]pyrimidine-6-carboxamide

White Solid; M.p: 241-243°C;IR (KBr, cm!): 3407, 3274, 3134, 3055, 2890, 1595, 1670, 1589,
1529, 1481, 1314, 1224, 1070, 766 ; 'H NMR (250 MHz, DMSO-dq): & 2.12 (s, 3H, CHj), 2.30
(s, 3H, CHs), 3.76 (s, 3H, CHs), 4.73 (d, J = 10.25 Hz, 1H, ArH), 5.01 (d, J = 10.25 Hz, 1H),
6.78-6.84 (m, 2H, ArH), 6.95 (s, 2H, ArH), 7.00 (s, 1H, ArH), 7.18 (s, 3H, ArH), 7.38 (d, J =
7.00 Hz, 2H, ArH), 7.46 (d, J = 7.50 Hz, 2H, ArH), 7.56 (s, 1H, ArH), 9.72 (s, 1H, NH), 10.09
(s, 1H, NH); 3C-NMR (DMSO-ds, 62.5 MHz): § 17.6, 21.2, 56.1, 74.4, 104.2, 112.9, 119.8,
120.6, 123.6, 124.7, 128.5, 128.9, 129.1, 134.7, 135.3, 136.5, 137.3, 139.4, 150.1, 152.7. MS:

m/z =481.5.

7-(3-methoxy-4-((4-methylbenzyl)oxy)phenyl)-5-methyl-N-phenyl-4,7-dihydro-

[1,2,4]triazolo[1,5-a]pyrimidine-6-carboxamide

White Solid; M. p: 246-248°C;IR (KBr, cm): 3277, 3098, 3027, 2918, 1673, 1628, 1596, 1515,
1441, 1262, 1003, 754 ; 'TH NMR (250 MHz, DMSO-dq): & 2.15 (s, 3H, CH3), 2.26 (s, 3H, CH;),
3.62 (s, 3H, CHs), 4.93 (s, 2H), 6.45 (s, 1H), 6.68 (d, J = 8.00 Hz, 1H, ArH), 6.81 (s, 1H, ArH),

6.90-7.02 (m, 2H, ArH), 7.13 (d, J = 7.50 Hz, 2H, ArH), 7.20 (s, 1H, ArH), 7.25 (d, /= 7.50 Hz,



2H, ArH), 7.34 (s, 1H, ArH), 7.50 (d, J = 7.75 Hz, 2H, ArH), 7.62 (s, 1H, ArH), 9.70 (s, 1H,
NH), 10.15 (s, 1H, NH); 3C-NMR (DMSO-d;, 62.5 MHz): & 17.7, 21.2, 56.0, 60.3, 70.2, 104.0,
111.6, 113.7, 120.0, 123.7, 128.3, 129.0, 129.3, 133.8, 134.4, 136.8, 137.5, 139.4, 148.1, 149.2,

150.2, 165.4; MS: m/z = 481.6.

7-(4-((4-bromobenzyl)oxy)phenyl)-5-methyl-N-phenyl-4,7-dihydro-[1,2,4] triazolo[1,5-

a]pyrimidine-6-carboxamide

White Solid; M.p: 237-239°C; IR (KBr, cm!): 3406, 3262, 3103, 2925, 1754, 1665, 1626, 1595,
1509, 1440, 1321, 1242, 1011, 752 ; '"H NMR (250 MHz, DMSO-dg): 8 2.15 (s, 3H, CH3), 4.99
(s, 2H), 6.47 (s, 1H), 6.91 (s, 2H, ArH), 6.98 (s, 2H, ArH), 7.14 (d, J = 7.00 Hz, 2H, ArH), 7.22
(s, 2H, ArH), 7.35 (s, 3H, ArH), 7.51-7.59 (m, 4H, ArH), 9.69 (s, 1H, NH), 10.15 (s, 1H, NH);
BC-NMR (DMSO-ds, 62.5 MHz): 5 17.7, 60.1, 68.8, 104.1, 115.0, 120.0, 121.3, 123.7, 129.0,

130.2, 131.7, 133.6, 136.8, 139.4, 158.3, 165.4.



Cl

7-(4-((4-chlorobenzyl)oxy)phenyl)-5-methyl-N-phenyl-4,7-dihydro-[1,2,4]triazolo[1,5-

a]pyrimidine-6-carboxamide

White Solid; M.p: 237-239 °C; IR (KBr, em'"): 3263, 3101, 3032, 2925, 1665, 1626, 1595, 1510,
1440, 1329, 1249, 1014, 752; 'H NMR (250 MHz, DMSO-dy): & 2.15 (s, 3H, CHs), 5.01 (s, 2H),
6.47 (s, 1H), 6.91 (d, J = 7.50 Hz, 2H, ArH), 6.98 (s, 1H, ArH), 7.15 (d, J = 7.75 Hz, 2H, ArH),
721 (d, J = 7.25 Hz, 2H, ArH), 7.40 (s, 4H, ArH), 7.49 (d, J = 7.25 Hz, 2H, ArH), 7.60 (s, 1H,
ArH), 9.69 (s, 1H, NH), 10.15 (s, 1H, NH); 3C-NMR (DMSO-ds, 62.5 MHz): § 17.7, 60.0, 68.7,

115.0, 119.9, 123.7, 128.8, 129.9, 133.6, 139.4, 150.2, 158.4, 165.4; MS: m/z =477 4.

Cl

7-(4-((4-chlorobenzyl)oxy)-3-methoxyphenyl)-5-methyl-N-phenyl-4,7-dihydro-

[1,2,4]triazolo[1,5-a]pyrimidine-6-carboxamide



White Solid; M.p: 256-258 °C; IR (KBr, em™!): 3263, 3103, 2917, 2865, 1667, 1626, 1509, 1596,
1515, 1440, 1330, 1228, 1031, 874, 753, 541; 'H NMR (250 MHz, DMSO-dy): & 2.15 (s, 3H,
CHs), 3.63 (s, 3H, CHy), 4.98 (s, 2H), 6.46 (s, 1H), 6.69 (d, J=7.00 Hz, 1H, ArH), 6.82 (s, 1H,
ArH), 6.90-6.98 (m, 2H, ArH), 7.23 (s, 2H, ArH), 7.39 (s, 4H, ArH), 7.50 (d, J = 6.75 Hz, 2H,
ArH), 7.62 (s, 1H, ArH), 9.70 (s, 1H, NH), 10.15 (s, 1H, NH); 3C-NMR (DMSO-ds, 62.5
MHz): § 17.7, 56.0, 60.3, 69.5, 104.0, 111.7, 113.9, 119.9, 123.7, 128.8, 129.0, 129.9, 132.8,

134.1, 136.5, 136.8, 139.4, 147.9, 149.2, 150.2, 165.4; MS: m/z = 507.5.
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Current Data Paramoters
NAME Hamedan- 6
EXPNO 561
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210302
Time 18.19
INSTRUM spect
NO, PRORHD 5 mm Multinucl
PULPROG zg
™ 163184
SOLVENT DMSO
NS 16
25 DS o
O r \[ SWH 6265.664 Hz
u L FIDRES 0.3182426 Hz
N-n N AQ 1.3074932 sec
v | H RG az
-t ow 79.800 usec
N ~ DE 6.00 usec
H ™= 300.0 K
D1 2.00000000 mec
e CHANNREL fl cccccce=
NUC1 iR
Pl 9.00 usec
PL1 3.00 dB
SFO1 250.1320010 MHz
F2 - Proceaessing paramaeters
51 32768
sSP 250.1300000 MHz
WOW M
ss8 ]
LB 1.00 Hz
ca o
PC 1.00
T I I I ] T T Ll I T T L) T
13 12 11 10 9 8 7 6 5 3 2 1 ppm
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Current Data Paramatars
NAME Hamedan - 6
RXPNO 562
PROCNO 1
»2 Acquimition Paramaters
Date_ 20210302
Time 17.21
INSTRUM spect
» s % mm Multinucl
PULPROG zgpg
™ 65536
SOLVENT DMSC
NO, Nz 831
DS °
Wi 15060.241 Mz
PIDRRS ©.229801 Hx
AQ 2.1758451 mec
RG 625.5
oW 33.200 usac
3 €.00 umec
™ .0 K
D1 2.00000000 mac
dia ©0.031000000 mec
diz 0.00002000 mec
mmmmmmee CHANNEL f1 sccccece=
Nuc 138
P1 10.00 usac
PLI ©0.00 dn
sro1 62.9015280 Muz
________ CHANNKL —
cPOPRa2 waltzie
c2 i
PCPD2 80.00 usec
PLZ 3.00 dn
PLIZ 21.50 dAm
PL13 23.00 dn
svo2 250.1310005 MHxz
¥2 - Processing parameters
s1 12768
sy €2.09523%0 Muz
BM
o
) .00 Hz
TS °
T T T T T T T 1.40
120 100 80 60 40 20 Ppm
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Current Data Parameters
NAME Hamedan-6
BXPNO 679
PROCNO 1
F2 - Acquisition Paramaters
Date_ 20210419
Time 8.57
INSTRUM apact
Cl PROBHD 5 mm Multinucl
PULPROG zg
163184
SOLVENT DMSO
NS 1
D& ]
GWH 6265.664 Hx
Ci o s FPIDRRES 0.302426 Nz
AQ 1.30749232 mac
N-.N )J\.‘ = RG az
4 I L‘ oW 79.0800 umec
_;L 1 DR 6.00 umaec
N™ O~ ™= 3200.0 K
o1 2.00000000 mac
H
Pl 2.00 umec
pPLY 3.00 dn
arol 250,31320020 MHxz
P2 - Procesaing paramataers
ar A27¢
s¥ 250.1300000 Muz
KM
s5m o
La 1.5%0 H=z
an o
PC 1.00
N N
T T T T T T T T T T T
14 13 12 1 10 9 8 7 6 = 2 1 ppm
|
- - e =
~ b | ]Y[ =1
- - - 3
-
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current Data Parameters
NAME Hamedan-6
EXPNO 680
PROCNO 1
a2 Acqguisition Paramatars
Date 20210419
Time 9.18
INSTRUM spact
PROBHD 5 mm Multinucl
Cl PULPROG zgp9
™ 65536
SOLVENT
NS 279
DS o
SWH 15060.241 Hz
PIDRES 0.229801 Hz
Cl O AQ 2.1758451 sec
J RO 1625.5
N 2 DwW 33.200 usec
*N Y N - o 6.00 usec
<’ = 300.0 K
’A D1 2.00000000 sec
N N dii 0.03000000 sec
H diz 0.00002000 sec
PCPD2 80.00 usec
PL2 3.00 dB
PL12 21.50 dB
PL13 23.00 dm
SFO2 250.1310005 MHz
Fa Processing parameters
S1 32768
SFP 62.8952390 MH=z
WDW ™
SSn o
LB 8.00 H=
] o
T T T T T T T T T T PC 1.40
200 180 160 140 120 100 80 60 40 20 Ppm
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Current Data Parameters
NAME ¥ an-6
EXPNO 672
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210418
Time 15.23
INSTRUM spact
PROBHD S mm Multinucl
PULPROG zg
™ 16384
SOLVENT DMSO
N NG i0
Cl O i pDs o
u ‘ SWH 6265.664 Hz
M A FIDRES 0.382426 Nz
N‘N o A ~ AQ 1.3074932 sec
</ ,J\ J H RG a2
= oW 79.800 usec
N NT ™~ DE 6.00 usec
H ™= 300.0 K
D1 2.00000000 aac
________ CHANNEL £1 meeee——-
NuC1 1M
Pl 9.00 usec
PL1 3.00 dB
sro1 250.1320010 MHz
¥2 - Processing parameters
S1 32768
SF 250.1300000 MHZ
wWDW EM
s58 o
LR 1.50 H=
aB o
J | o 1.00
T T 1 T T T T T T T T T
14 13 12 11 10 8 7 6 4 2 0 ppm
- w w o
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=
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2 Acquisition Paramaters

Current Data Parameters
NAMIE Hamedan- ¢
EXPNO 673
1
Date 20210418
Time 15.26
INSTRUM spact
PROAKD S =m Multinucl
PULPROC zgpg
™ €533¢
SOLVENT DMSO
NS 31
os o
SwH 15060.241 Hz
VIDRRS ©.229001 Hz
2.17%8451 mec
Cl 0 _'//""‘ :g ::.::T:.
IL | ow 33.200 usec
DR €.00 usec
N"N P TVl ™= 300.0 K
: D1 2.00000000 sec
4 I
,J\ H a1 ©.03000000 mec
~ a2z 0.00002000 sec
N ~
H
PL1J 23.00 dB
sFo2 250.1310005 Mz
¥2 - Processing parameters
s1 32768
S¥ €2.8952390 MHz
wou B™
ssR o
Al okl el d - " m
u an o
T T T T T T T T T T T #c 1.40
200 180 160 140 120 100 80 60 40 20 o pPpm
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Current Data Paramataers
NAME Ha an- 6
KX PNO cel
PROCNO 1
¥2 - Acquisition Parameters
Date 20210419
Time 9.46
INSTRUM spact
PROBKD & mm Multinucl
PULPROC =g
™ 1631084
SOLVENT DMESO
NS 10
DS o
SwWH 6265.664 Hz
O i FIDRES 0.392426¢ H=x
AQ 1.3074932 mec
RGO 32
N-N N = = 79.0800 usec
4 H DX 6.00 usec
{J\ ™ 300.0 K
D 2.00000000 mac
ceccccee CHANNRL £l ccccceee
NUC1 iH
Pl 2.00 umec
PLL 32.00 dn
Srol 250.1320010 MHz
¥2 - Processing parameters
81 12768
&¥ 250.1300000 MH=z
WiwW KM
&6n o
LA 1.50 Mz
GH o
L Pc 1.00
1 Ll 1 1 l T Ll ! ) ] L) 1 ] L) 4 Ll
14 13 12 11 10 2 8 7 6 5 4 3 2 1 o  ppm
|
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150.45
148.21
139.37
137.41
137.16
129.11
129.03
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115.93
115.59
103.84
—60.00
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40.62
40.29
39.96
39.62
39.29
17.76

Current Data Parameters

NAMK Hamadan- ¢
HXPNO Rz
PROCNO 1

¥a Acquisition Paramatars
Date 20210419
Time i10.08
INSTRUM spect
PROBHD S mm Multinucl
PULPROG %Zgpg
™ 65526
SOLVENT DMZO

= 442
DS o
SWH 15060.241 H=
VIDRES 0.229801 u=
AQ 2.1758451 maec
R 1625.5%
DwW 33.200 usac
DR 6.00 usac
™ 300.0 K
D1 2.00000000 mec
di1 0.03000000 sec
d12 ©0.00002000 mac
mmemeees CHANNEL £l cccccaa=
NUC1 1ac
Pl 10.00 usac
PLY 0.00 dn
SP01 6€2.9015%200 MH=z
- - CHANNEKL 2 ===
CPDPRG2 waltzleé
iH

PCPD2 80.00 usac
PL2 32.00 dn
PL12 21.50 dn
PL1D 23.00 dn
£¥02 250.12100085 MHx
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NAME Hamadan -6
EXPNO 841
PROCNO 1
¥2 - ACQU1SLlL1ON Parametars
Date_ 20210612
Time 12.49
INSTRUM spact
PROBHD & mm Multinucl
PULPROG =9
16384
SOLVENT MO
NE& 16
DS o
swi 6265.664 Nz
VIDRES 0.3182426 Hz
AQ 1.3074932 sec
RrRQ a2
o —d Dw 79.800 usac
DE 6.00 usec
™= 300.0 K
N'N N = D1 2.00000000 mec
4
¢ 1 I H =
NT™N
2.00 usec
H PL1 3.00 A
SPO1 250.1320010 MHZ
¥2 - Processing paramotors
s1 22768
s¥ 250.1300000 MHZ
WOW M
sen o
LB 0.70 Hz
an o
»Cc 1.00
T T T T T T T T T T T T T
14 13 12 1 10 9 8 T 6 5 3 Ppm
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Current Data Paramators
NAME Hamedan-6
RXPNO 892
PROCNO 1
»2 Acquisition Parameters
Date 20210615
Time 18.54
INSTRUM spect
PROBHD S mm Multinucl
PULPROG zgpg
™ 65536
SOLVENT DMsSO
NS 199
Ds o
s 15060.241 H=z
PIDRRS .229801 Hz
O AQ 2.1758451 sec
RG 1625.5
oW 33.200 usec
DR €.00 usec
™ 300.0 K
= D1 2.00000000 sec
( r dil ©0.03000000 sac
diz ©.00002000 mac
Non~ ™ g . o rr " enme—— CHANNRL £l ————————
< '; NUC1 13¢
_:L | P1 10.00 usmec
N N o PL1 0.00 dn
H SPO1 €2.9015280 MHz
——————— CHANNEL £2 ———e————
CPDPRG2 waltzi6
NUC2 1M
PCPD2 80.00 umac
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