General Papers ARKIVOC 2019, v, S1-S21

Supplementary Material

Temperature-controlled synthesis of N-acyl anthranilamides and quinazoline-4-
ones via Pd-catalysed cascade consisting of isocyanide insertion

Irfan Khan,? Jaybir Singh,” Imran Khan,© Sunil Dutt,° Shahnawaz Khan,*¢ and Vikas Tyagi**

“Coordination Chemistry Laboratory, Department of Chemistry, Mohan Lal Sukhadia University, Udaipur, Rajasthan, India
bDepartment of Pharmacy, Dr. B. R. Ambedkar University, Agra-282002, India
‘Schoolof Chemistry and Biochemistry, Thapar Institute of Engineering and Technology, Patiala-147004, Punjab, India
“Department of Chemistry, Bhupal Nobles University, Udaipur, Rajasthan, India

Email: vikas.tyagi@thapar.edu vtyagil985@gmail.com

Table of Contents

1H and 3 C NMR spectra of compounds 3a, 3b, 3c, 3d, 3e, 3f, 3g, 3h, 3i, 3j, 3k, 4a, 4b, 4c, 4d, 4e, 4f, 4g, 4h,

Page S1 ©ARKAT USA, Inc


mailto:vikas.tyagi@thapar.edu
mailto:vtyagi1985@gmail.com

ARKIVOC 2019, v, S1-521

General Papers

H NMR and 13C NMR Spectra of 3a

L2 ——

6P ——

M

¥

90121
vLLEzl /
999221 /
518921
68E°L21 wam
v2L8ZL —
5L MEL
§50°Z61 «\.
ZS0PEL

900'6E L ol

051's91
zigeal —

SPD-02

SP

T T T T T T T T
170 160 150 140 130 120 110 100

T
180

©ARKAT USA, Inc

Page S2



ARKIVOC 2019, v, S1-521

General Papers

IH NMR and 13C NMR Spectra of 3b

0L0°} ——

A
§26°F

L06°b)

IS
)
ez

;

g

ppm

b

o~

1816 —
YT —
seLlE —

WELS —
0619 ——

£EL'9L
1S0°LL W-
69°2L

wwﬁ”mn_. l\

0sP's9l
zLgagt

©ARKAT USA, Inc

Page S3



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 3¢

6Lt'9

2169
1oL

SE0°L W.
650°L —
16v'L

625'L W.
055'Z

9£0'8
$50'8

o8
be—

8024 —

(

|

:

)

]

L

"

OL6'YE —
Mrse —

BO0'EE ——

evsay ———

199l
00LL
Y6 LL

L0L°6EL

88559} ———
SL8'89L ———

©ARKAT USA, Inc

Page S4



ARKIVOC 2019, v, S1-521

IH NMR and 13C NMR Spectra of 3d

General Papers

000~ ——

6tk -

L26E —
BL6'E —

6519 —

15072
020°L
680°L
vezL

926 L~

BEY°L —
a5t
BLYL
B6V°L
LISL

2L —
£6L8 —

2812 ——

Ppm

-—‘

1810 ——

68 — -

tt'es
689§ ———
EEL'LY

g16'9L

©ARKAT USA, Inc

9ET'LL =
VeS'LL

2oL —o

12vizh
GLLIZh ——

vog'ZZL —
299°92L —
SEV'OEL ———
259281 —

RVovE —
FATAS L

96E'EGL —

L02°69) ——
ZrEB9L —

Page S5

160 150 140 130 120 110

170




ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 3e

802'}
692°L
L0€'L
Sve'lL
LLE'}

6Ly'L
65t°L
I\l

169, —
299t \
pOL'L
goL'L
208’1

9502

0€6'€ —
P86 —

9529
1829 /
290°L
180°L
Lz
1082
6oy L -
SIS'L W.
s'L

1y'8
2658 %
969’8 —=

geL'e

15L'8 \
228'8 -
568'8

188'8 -

evreL

! JULJL _— Mbdl_

. VR

wY's

g8

|
1

©
b4
2
©

&

T\EEZ9

|

g
o

|

§

3
o~

.f

;

’I

s

(

L

10

"

12

13

16808 —_
Hy'sE —

29626

o9g'sy

62295 —
££6'09

BES9L
geviL —

20L'v0L

60z
8£e° 121 =
SLLTI —
£99'92L —
PIEOEL —
LZGZEL —

9E0'8EL —
9E0 bpL

LOZ'ESE

Wwe'sak
28e'891

90

T T T T
140 130 120 110

T
150

©ARKAT USA, Inc

Page S6



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 3f

08" ——

998'E ——

6629
169\
596'9 -
869

500'L

282'L
0862 —

60b'L
9ev'L -
Stry'L -
S96°L -
186'L -
9L9'8
169'8

PaL b ——

=g20'E

=7488°0

08Le ——

VEL9T

088§ —
009°6§ —

026'9L
BETLL
orr Ll
S8S°LL

[T
vEO 121
eerzzl
v50°Z2L H./r/]
[y A —
62y L2k “
Wzl
S0TZE

WLLBEL

ozl ——
0T899 ——
GSE'69L —

T T T T T T
160 150 140 130 120 110

T
170

©ARKAT USA, Inc

Page S7



General Papers

1H NMR and 13C NMR Spectra of 3g

9.880
164
139
585
561
539
513
489
469
007
956
506

_—2.251
2196
—1.256

LA

] i 3

- ol
T T T T T T

ARKIVOC 2019, v, S1-521

T

T T T T T T T T T T T T
100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15

10 05 00 -05 ppm
&3 8558583383 $83 8 & g
85 £8335s88kR K z g g2
| | | ]
NN V [l

| h J

T T T T Y T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30

Page S8

©ARKAT USA, Inc



General Papers

12.013

|

ARKIVOC 2019, v, S1-521

IH NMR and 13C NMR Spectra of 3h

1.531

- 8 |58 @ 3
- - vl - o
13 12 1 10 9 8 -] 4 3 2 1 0 ppm
= W DO T TOD NN
88 R R E L ERAS g2 8 3
23 28888884808 o & =
e R T KRR b 8
\ I/
Wi
V
1
III ||
]
|
I | | 1
180 170 160 150 140 130 120 110 100 90 80 70 s0 40 3 20 1 0  ppm
Page S9

©ARKAT USA, Inc



General Papers

1H NMR and 13C NMR Spectra of 3i

G €0 @ 'Gicir&rih'r\-'r-'r-'r-'hi """

———11.990
?01
8,056
8.042
034
021
Aa7
478
457
444

425
207
186
164
066
083
1.505

\\W%/ //

| - bu

ARKIVOC 2019, v, S1-521

| | ] 1
L 1 I8 g g2 B
S & |8 |8lsla 5 =
- o o oil=|— — o
12 11 10 9 8 6 5 4 3 2 1 0 ppm
o o OO OO D
8 3 E3In83sR38Rss 28t g g
22 B8sn3R8888E2 Neo o &
rTrT | rrrERrrErerree [ = in 5
W44 \
I
AN\ /
I
I
I
I
‘JL ‘ | IN
T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 80 70 60 50 40 30 20 10 o =10 ppm

Page S10

©ARKAT USA, Inc



General Papers

ARKIVOC 2019, v, S1-521

1H NMR and 13C NMR Spectra of 3j

mmmmmmmmmmmmm

wwwww - " =8
..... : B35REESAREESS
L -] P R e =r=

10.818

—— 8.498
39
37
36
———6.16

J JLJU UL LJL,JL_

\
| ) | ]
S - 4 ke
- - ol e - o ol ol vl ed
12 " 1‘0 9 8 7 6 5 4 3 2 1 o ppm

—172.142
- 169.079
32
26
22
22
21
77.597
77.279
76.961
52.263
40.560
28.916
19,231
- 13.931

=
-
\_

T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

Page S11

©ARKAT USA, Inc



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 3k

3

=

E6L°E)

21e'eE —

0894 —
60282 —

LVBE

8602 ——

8wL9L
990°LL
veeLL

wveel —
£8v'9zL —
Y26 I

65121
Wewh —

90L°6€EL

1L8°891
201°2L)

T T T T
170 160 150 140

T
180

©ARKAT USA, Inc

Page S12



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4a

20588 ——

LPEE —r

609°L -
825°L -
1552 /
veSL /
€182 %
8652 —
ObL'L —
092t

—
¥e8'L

eve’L

[3:1:03

1518 -

ogr'e
Loz'e

BZSZL —

o

J

PPm

10

12

13

ELE'6E
ZB5'6E
M6L'GE
6666
B0Z'0F
Livor
S29'0F

Prrizh

Mwm.ua_ /.
42
£06'421 /V/u

1202 —— -

590’621 —
250 1E
g6LecL \.

S50°SEL

00z'6rL ——
26L'EG —

60L'29t

©ARKAT USA, Inc

Page S13



General Papers ARKIVOC 2019, v, S1-S21

IH NMR and 13C NMR Spectra of 4b

- o - T-07
v? 9—.-- RJ-0
~ ¥ =
________ - =~ -~ o
o6 o8 === = e ieded _—

— 11.5586
£.3680
B.M86

2106
1907
8615
8417
8179
7984
5368
5190
5015
4303
4195
849
28133
27946

/
N

R 223 4383353 e : R3-07
¢ z3% 3zARnAA RRe -
VRSV Vv |

Ll l L L . J J

T T Y T T T T T T T T T T
170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 0 ppm

Page S14 ©ARKAT USA, Inc



ARKIVOC 2019, v, S1-521

1H NMR and 13C NMR Spectra of 4c

General Papers

£
&
0000 ——— =i
—
o~
0152
ISz W.
8162 £.8'8¢
o 180°6€
062'6¢
PIG6E — )
; — s 200°6€
288 —— < 1862} G 916'66
vZLop
EIY'GE
=0
980°L Fo
8042
sl
06t°L )
015°2 G
20L°L 120°%
TLL =\ —7000';
86L°L — Yo'k
618, \. ) i00T[ %
ove'L et
veL'g
£51'8 3
G618 <
128
SYE'ELL
Le 002021
vLL'bZL e
£8L'62h —\
50'92) — =
Fe S92 L2k —
ZIV62L
POP'PEL —
N
i Y [ p—
ovel 8160 Pr T —
868151 ———
e
268491 —
- PYEZIL —

©ARKAT USA, Inc

pPpm

10

Page S15

100

110

120

160 150 140 130

170




ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4d

000°0

626°C
166 —

1942
122'L /
992'L N
229'L —_
8£9°L
9L
1088 —

1958 ——
2858 v

o A

ppm

vz'zeL ——
65°vEL —
S6°0YL —
SLgvL
SL'ESL -

1E'59L ——

T
ppm

T T T T
160 140 120 100 80

180

©ARKAT USA, Inc

Page S16



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4e

RJ=

96T

QLIRS
£1699
£01L9
L9889
FO06'9
WT6S
1Tr6'9
]
SLSOL
STOVL
OBLIYL
OE80° L
THTL
I6ITL
SHT'L
SHEE'L
FEFE'L
BLSE'L
DHSEL
LI9E'L
9L
BLLE'L
SI8EL
LESH'L
DL

>

Lo ppm

1.5

30

35

4.0

8.0 1.5 700 635 6.0 55 50 45

8.5

9.0

g

4

Sfele

=

I

)
10

RJ-

€098 —

w69 —

oL'9L
WLL V
PELL

08°601
16011 —
95°pl | —

697611

91Tl -
U8~
167081 —
0rel—

reLrl ~
19681 —
srost

68 P91 —

b b

nm

o

T T T T
160 150 140 130 IX 10

T
170

©ARKAT USA, Inc

Page S17



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4f

L3

STRH0
BP0 W
el

069 |
16001
Lzl
WLl
oLl
6E8L°1

11118y
9RILT N
1rLT

6r8TL
DL
10EFL
LBG6YL
LT0s°L
L1y
6RI%°L
siivL
eyl
[[1391
6L’
LDOE"L
LITL
TITEL
isL

LFrEL
SI9%L
SHRL
sy
GELI'S
SSTER
LS

BOOT 11 —

e

e

.r:.T
=
IS

g

RJ-

Wwel—

15T —

ro'LE—

oL9L
WL W
PELL

orozl
19921
81°L2
Y6LT—
ST6LI \
Togl
PRPEL /3
86'9F1 ~

werl —
Iwist—

PSE9l —

|

©ARKAT USA, Inc

Page S18



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4g

RJ=11

$6IF1 —

BETL
OL0S"L
0IsL
o sL
IIsL
KSL
SErSL
ELrL
0L
LIETL
1os'L
L L
ITHL
v
SRERL
OTrsL
POFEL
TisEL
SiH08L
BHLIE
TR
ILSER
1558

w|CI—

-'L_lu-

Joda

E
E
516
b
P
b= -
= W
- o
= =
N
S
. ~LTT
=Ll
b o
-2
-t
iyl

6l'lE—
PO'SE—

1oL
E.t.v
SELL

S0°9T1
6£°9T1
L5971
LTI
96'LTI
T

el .\.

89681 ~_
sUIS1 —
LSS —

18E91 —

40 30 20 10

T
50

100 90 80 70 60

160 150 140 130 12 110

170

©ARKAT USA, Inc

Page S19



General Papers

ARKIVOC 2019, v, S1-521

IH NMR and 13C NMR Spectra of 4h

—162.89

2 283585%% E8S
2 FE AR $o e
T \\\\W r\i:»v:
l A
T T T T T T T T 1
7 6 5 4 3 2 1 0 ppm
et
1] B B o
RJ-12
IGIRGEIRRZRIS co= z= pel
FARSSS ~e g e =
~~~~~~~~~~~~~ S~~~ —— -

<
<

L1l LM}“L A |

T T T T
130 120 110 100 9% 80 70 60 50 40 30 20 10 0 ppm

Page S20

©ARKAT USA, Inc



ARKIVOC 2019, v, S1-521

General Papers

1H NMR and 13C NMR Spectra of 4i

RJ-13

B T

B R

L

60

Eo

&
il =] =

7

L]
2
[ 5_\ i

o

===

=lrilei

L1

[N}

16t —

oL9L
WL W
YL

©ARKAT USA, Inc

Page S21



