DE GRUYTER

Cross-dehydrogenative-coupling of benzoxazinones with indoles

Supplementary material

oy |
Cfc@

I O s .

JWAN o
. ey !
LNYN3833 8 8 5 49 q
ﬂﬂﬂﬂﬂﬂﬂ z 3 3R -
T T T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)



DE GRUYTER

Ali Sharifi et al.

350

300

250

200

150

100

50

8T'ST—

oT'T—

65 TS—
66'SS—

mw.mm/

80°LL—F
YeLL /

SzL0T
S5°601
T6'ETT
95°9TT
6€°61T
S8'6TT
00°0Z1
rataas
L£°5TT

ow.mﬂ/
S6'921

s /
8Tt

pager
TTHET~
8L'SET-F
0€'9ET 7

PO TP —

09%9T—

3ac

200 190 180 170 160 150 140 130 120 1121( 10? 90 80 70 60 50 40 30 20 10
ppm

210



DE GRUYTER

Abundance

8000000

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

m/z-->

65.1

911

1

%T

3999
3874

5.1

3750
3626
3502
3377
3253
3129
3005
2880
2756
2632
2508
2383

1421

157.3

Cross-dehydrogenative-coupling of benzoxazinones with indoles

185.3

205.0

2191

2977

2932

2341

2911

313.3

3(2
1

354.2

| 3682

452.5467.6

495.5

2011

1766 1501

1886

1762
1638

1514
1389
1265
1141
1017

1234

3
mu"\‘Hw‘HwH\HHw‘www”ww

893
768

741

644
520

30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290300310320330340350360370380390400410420430440450460470480490500



DE GRUYTER

Ali Sharifi et al.

v

45

40

35
30

25

20

r15

3ak

F6CE

=hTE

FOTT

Fae

Wwﬂ.ﬁ

Foo7

w
KEA

0£'T
oo
Mom.m
H/mv,m

69t

100 95 90 85 80 75 720 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00 -05
f1 (ppm)

10.5



Cross-dehydrogenative-coupling of benzoxazinones with indoles

DE GRUYTER

400
380

360

340

320

300

280
260
240
220
200
180
160

140

r120

100

60

F40
20

0

€6'6—
6T'ST—

06LE—

066 —

S0'9S—

R.wN/

wLL
wNNN\

$E'S0T

00°60T
9T ETT
66'9TT
9L'8TT

00°6TT
L8'6TT

Fraras
05°5¢T X
20921 W
61°LCT
jZzakas N.
£€9'8CT

LUYET 7
CLGET
LTIET
78'9€T

£9°0bT

86°59T—

3ak

-10

220 210 200 190 180 170 160 150 140 130 1zof1%1o )100 9 80 70 60 50 40 30 20 10
ppm

230



VI —— Ali Sharifi et al. DE GRUYTER

3ak

/Abundance

8000000

7500000

7000000

6500000

6000000

200

5500000

5000000

4500000

4000000

143

3500000

3000000

2500000

2000000

1500000

1000000

500000

414 432 458 476 504520 546 564 593609 635 654 679

o T T T T T T T T
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800

ol

3ak
2793
2977
5
X
1281
745
1765 1499 1215
DT OOV ANMNMOIOWLOWOUMNOMOAOWL dOUANOTAOAWM ANMONST O
AN NN ANONINANONWLM MOOWLWL M0 WM—AO0 OSSO0 O AN
A0~ OINMOMOAN-TdO0™~NLOUWILM M AN-THOOMNOUIMWMMMANCHOOOMN O
MmN Mm mMmmMmmnmon mnmonmMmaaNnaNaNNdaNN AN N o A A A A
cm?



DE GRUYTER Cross-dehydrogenative-coupling of benzoxazinones with indoles =— VII

140

0 0 Br (’\ 130
C[N 120
r110

[ ] ] )

w
o
\/
—
S
—
—_—

VALY SO W o 00

10

L I I O e e e A

115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 4



DE GRUYTER

Ali Sharifi et al.

Vil

350

300

250

200

150

100

50

r0

0TsT—

€T —

LSTS—
£b'5S—

¢w.om/

oT'LL
mm.nn\

L1°02T
¥0"CZT
L1°STT
[Ap:1as
£9°9TT
96'LTT
00°8¢T H/
0S'8ZT—F
16'8CT 7
TTPET—
EPPET *
T6'SET
€6°'TPT—

06901
€0°TTT
PPETT
[45418
mm.w:/

ShHIT—

Br

LAl

3al

200 190 180 170 160 150 140 130 120 1%9 ( 1?0 90 80 70 60 50 40 30 20 10
1 (ppm

210



DE GRUYTER Cross-dehydrogenative-coupling of benzoxazinones with indoles =— X

Br

3al

Abundance

911
8000000
7500000
7000000
6500000
6000000
65.1
5500000
5000000
4500000
3411
4000000
3500000 2471
3000000
2500000 4302

128.1 2631
2000000 205.2

1500000 460.2
1000000 154.1

411 179.1 327.0

231/
1131 284.1 3121 369.2

3552 || 3833 40314172 479.5493.7 509
miz-> 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290300310320330340 350360370 380390400 410420 430440450 460 470480490500

500000

Br

3450 2926
'—
X
744
1240
1765 1501
DT OOVANMAOANMOONRXIMNMAOL dONRXFANANMO®NT O
ORDMDNORNIMANORXRIMNMOXNIM®MAKNOMAANOOT O T N
DO NODLMNANATONNONMNNATONONOINMNMANOON O L
MO O OHOONNOOmNNNNNNNNAAAAAAA A

(o]
3



