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Proposed mechanism for the synthesis of 2,3-dihydroquinazolin-4(1H)-ones catalyzed by CS NPs'"MWCNT@Fe;04

bio-nanoreactor




Proposed mechanism for the synthesis of trisubstituted imidazoles catalyzed via CS NPs‘'MWCNT@Fe;0, bio-

nanoreactor

NH;0Ac — HOACc + NH3
7

H,0



Proposed mechanism of the Huisgen 1,3-dipolar cycloaddition reaction with CS NPs/MWCNT@Fe;04 bio-

nanoreactor

CS NPs

[A]



Analytical data of the new compounds

{2-|3-(4-Methyl-benzyl)-4-0x0-1,2,3,4-tetrahydro-quinazolin-2-yl]-phenoxy}-acetic acid ethyl ester
(4g).

Cream powder, 189-190 °C, '"H NMR (300 MHz, DMSO-dj) 6 (ppm): 1.18 (3H, t), 2.27 (3H, s), 3.62-3.67
(1H, d, J=15 Hz), 4.14-4.21 (2H, q), 4.37 (1H, s), 4.83- 4.98 (2H, q), 5.35-5.40 (2H, d, J=15 Hz), 6.01 (1
H, s), 6.48-7.26 (12 H, m); 3C NMR (75 MHz, DMSO-dy) 6 (ppm) 14.4, 21.1, 46.7, 61.3, 64.9, 65.3,
113.0, 114.8, 115.0, 116.8, 121.6, 126.3, 127.5, 128.3, 129.5, 130.1, 132.1, 133.8, 134.8, 136.3, 137.3,
146.8, 150.2, 155.2, 163.0, 169.2; Anal. Calcd. (%) for CysHpsN,O4: C, 72.54; H, 6.09; N, 6.51.Found: C,
72.19; H, 6.37; N, 6.83.

2-(2-(4,5-diphenyl-1H-imidazol-2-yl)phenoxy)acetic acid (8g).

Off-white powder, 103-105 °C, 'H NMR (300 MHz, DMSO-d;) & (ppm) 4.92 (2 H, s, CH,), 7.14-8.22 (14
H, m, Ar), 11. 35 (1 H, brs, NH); 3C NMR (75 MHz, DMSO-dy)  (ppm) 66.5, 114.3, 118.8, 122.2,
127.6, 128.0, 128.2, 128.9, 129.9, 130.2, 133.1, 143.2, 154.5, 171.9; Anal. Calcd. (%) for C»3H;sN,O;: C,
74.58; H, 4.90; N, 7.56. Found: C, 74.69; H, 5.07; N, 7.23.

1-(3-Iodobenzyl)-4-p-tolyl-1H-1,2,3-triazole (12f).

Cream powder, 178-181 °C,'H NMR (300 MHz, CDCl;) & (ppm) 2.38 (3H, s), 5.51 (2H, s), 7.09-7.14
(1H, m), 7.22-7.27 (3H, m), 7.62-7.72 (5H, m); '3C NMR (75 MHz, CDCl;) é (ppm) 21.3, 53.2, 94.7,
118.85, 119.25, 119.58, 125.63, 127.51, 129.50, 129.63, 130.77, 136.80, 136.97, 137.86, 138.16, 148.49,

158.53; Anal. Calcd. (%) for C;sH4IN;: C, 51.22; H, 3.76; N, 11.20. Found: C, 50.99; H, 3.97; N, 11.42.
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Current Data Parameters
NAME Hco.‘;h:ﬁaﬂj
EXPHNO 1,
PROCNO

F2 - Acquisition Parameters
20

Cate 1_5542:/
ime” 14.05
INSTRUM spect
PROEHD 5 mm QNP 1H/13
PULPROG zg30

0 32768
SOLVENT LMD

S 32

DS 1

SWA 7812.500 H:z
FIDRES 0.238419 Hz
AQ 2.0972021 sec
RG 20.2

oW 64.000 usec
DE 6.00 usec
TE 380.0 K
bl 2.00000600 sec

w=== CHANNEL £l

NUCl 1H

Pl 7.80 usec
PL1 -2.00 dB
SFO1 300.1323966 MHz

F2 - Processing parameters
SIL 536

6553
sE 300.1300000 MHz
Wow EM
SSB 0
LB 0.30 Hz
GB o
BC 2.00
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Current Data Paramet

NAME mfshari
EXPNG [
PROCND 1
FZ - Acquisiticon Parameters
Date_ 20160419
Time 13.54
INSTRUM spect
PROEHD S5 mm QWP 1H/13
PULPROG 2g30
D 32768
SOLVENT DHMSO
N5 64
DS 1
SWH 7812.500 Hz
FIDRES 0.238419 Hz
AQ 2.0972021 sec
RG 228.
oW 64.000 usec
DE £.00 usec
TE 380.0 X
Dl 2.00000000 sec
CHANNEL 1
7.80 usec
-2.00 dB
300.1323%86 MHz

F2 - Processing parameters
SI 65536
300.1300000 MHz

SF

WDW EM
SSB 0

LB 0.30 Hz
GB 0

FC 1.00

reter

173a63.9ll
0.27443%2
1.8219508
2048
27.800
6.00

300.0
2.00000000
0.03000000
0.00002000

sec
sec
sec

CHANNEL f1

C
11.50
-2.00

5.4752953

usec
dB
MHz

CHANNEL f£2
waltzle

300.1312005 MHz

F2 - Processing parameters

65536
75.4677490 MHz
EM

0
1.00 Hz

0
1.00
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Current Data Farameters
1H NMR HAME Afshari
EXPRO 14
PROCNO 1
F2 - Acquisition Parameters
Date 20150527
Nw O ®eo@mmao s
> @ - )
S R S Lee8 aean
R R i =ty n = = oy @ PULPRAG
il @ B ™
SOLVENT
s
D3
SmH
FIDRES
AQ
RG
N o
N=— DF.
/ TE 2. 000350:0 K
o1 00000000 sec
N //
- CHANNEL
1
15.50 usec
—2.00 dB
300.1323986 MHz
F2 - Processing parameters
ST 55536
=F 300.1300000 MHz
wow EM
s5B o
LB 0.30 Hz
GB 0
BC 1.00
T T T T T T T T T T
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13C{1H} NMR Current Data Parameters
HAME: Afshari
EXPHO 17
NN P OINORN D A~ DO PROCRO 1
DPOLLE ORI MO 0 Mo NG EIs oo o oM
=~ 00D m 0 o
P m h mWNmengRSS ; E g]j 2 - Requisition Parameters
XVDOM~- VOR[GO R « o = »+ = . . . Date_ 20150531
DTN NNNNN A A S~ m =] Time 10.35
A A A A A A A AAAAAAA A O~ [t} o INSTRUM spect
BROBED 5 mm BBO BB-1H
PULPROG zgpg30
pus) 65536
1 SOLVENT cpcl3
ng 250
DS 2
SWH 17985.611 Hz
FIDRE 0.274439 Hz
aQ 1.8219508 sec
BG 2048
oW 27.800 usec
DE 6.00 usec
TE 300.0 K
Dl 2.00000000 sec
dll 0.02000000 sec
diz 0.0C002000 sec
1
al 11.70 usec
-2.00 dB
75.4752953 MHz
CHANNEL £2
waltzlé
1H
87.00 usec
-2.00 a8
12.00 d8
18.00 dB
SFO2 300.1312005 MHz

81
SF
WDW

T T T 3 T T
200 180 160 140 120 100

65536
75.4677490

F2 - Processing parameters

MHz



