Supporting Information

4b,5,6,9-Tetrahydro-7H-dibenzo[c,e]pyrrolo[1,2-a]azepin-7-one

Maksim A. Boichenko !, Igor Yu. Babkin %, Sergey G. Kobylskoy 2, Alexey O.
Chagarovskiy >4, Olga A. Ivanova ** and Igor V. Trushkov %%

Department of Chemistry, M. V. Lomonosov Moscow State University, Leninskie gory 1-3,
Moscow 119991, Russian Federation; dioptase.96 @ gmail.com (MAB);
iv@kinet.chem.msu.ru (OAI);

2 Laboratory of High Technologies, Ltd. Vernadskogo 86, Moscow 119571, Russian
Federation; igorbfx @list.ru (IYB)

Laboratory of Chemical Synthesis, Dmitry Rogachev National Research Center of Pediatric
Hematology, Oncology and Immunology, Samory Mashela 1, Moscow 117997, Russian
Federation; alex.chagarovskiy @ gmail.com (AOC)

N.D. Zelinsky Institute of Organic Chemistry, Russian Academy of Sciences, Leninsky pr.
47, Moscow 119991, Russian Federation; trush@ioc.ac.ru (IVT)

S1



Methyl 4-azido-4-(2-bromophenyl)butanoate (3)

HAILRAARSRS 58838 2 mIONNCSSEB85353388
T%W mw m L A e AR R AR
Br COzMe
N3
|1
|
‘ I‘ J |
_.__,.___...‘_. - Y S E— N E—
I'_.ul,l-‘_-‘ I\I I-|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 T T T T T T T T T T T T T
12.0 115 110 10,5 100 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 1.5 1.0 0.5 0.0 -0.5
ppm

Figure 1. '"H NMR (CDCl3, 500 MHz) of compound 3
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Methyl 4-azido-4-(2-bromophenyl)butanoate (3)
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Figure 2. '*C NMR (CDCl3, 125 MHz) of compound 3
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Methyl 4-azido-4-(2-bromophenyl)butanoate (3)
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Figure 3. HSQC 'H-'3C (CDCI3) of compound 3
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Methyl 4-azido-4-(2-bromophenyl)butanoate (3)
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Figure 4. HMBC 'H-'*C (CDCI3) of compound 3
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1-(2-Bromobenzyl)-5-(2-bromophenyl)pyrrolidin-2-one (4)
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Figure 5. '"H NMR (CDCl3, 500 MHz) of compound 4



1-(2-Bromobenzyl)-5-(2-bromophenyl)pyrrolidin-2-one (4)
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Figure 6. 3C NMR (CDCl3, 125 MHz) of compound 4
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1-(2-Bromobenzyl)-5-(2-bromophenyl)pyrrolidin-2-one (4)
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Figure 7. COSY 'H-'H (CDCl3) of compound 4
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1-(2-Bromobenzyl)-5-(2-bromophenyl)pyrrolidin-2-one (4)
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Figure 8. HSQC 'H-'*C (CDCI3) of compound 4
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1-(2-Bromobenzyl)-5-(2-bromophenyl)pyrrolidin-2-one (4)
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Figure 9. HMBC 'H-'*C (CDCI3) of compound 4
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4b,5,6,9-Tetrahydro-7H-dibenzo[c,e]pyrrolo[1,2-a]azepin-7-one (1)

BNRIRRYF 53 958 8% GRRIZNRREY
L e N N B L T T T T T ~Mm M NN NN NN
0] = NN N e
O \
|
T T T T T T
2 s 8 3 g 3
[==] — o — ™ —
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 T T T T T T T T T T T T T T T
11.5 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05

Figure 10. '"H NMR (CDCl3, 500 MHz) of compound 1
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4b,5,6,9-Tetrahydro-7H-dibenzo[c,e]pyrrolo[1,2-a]azepin-7-one (1)
13C NMR (CDCl3, 125 MHz)
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Figure 11. 3C NMR (CDCl3, 125 MHz) of compound 1
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Figure 12. GC/MS data of mass spectometry
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Figure 13. GC/MS data of mass spectometry
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Figure 14. GC/MS data of mass spectometry

3X #1389 RT: 14.35 AV: 1 NL: 1.91E4
T:{0,0} +c EI Full ms [50.00-800.00]

Relative Abundance

100+

© ©
T

<)

HH?\H\a\;\u\$HHE\HH$\H\%HH?HH%\H\%‘HH%‘HH%\H\g\\\\é‘\u\(\‘n\\H\%HH(‘FHH?HH

o
|

91.20

145.85

207.00

251.26

342.13
41522
| 428.18 5‘7"0“) 555.18 703.30
TR S} | T I T
T T T

I‘M\H\ ‘\H‘ AR i W O T A N

200 300 400 500 600 700
m/z

S15



FiberCat 1032

4X #436 RT:7.93 AV:1 NL: 4.84E5

T: {0,0} + ¢ El Full ms [50.00-800.00]

1005 57112
95
90
RT: 0.00 - 26.09 |
1007 7 bz 85|
q TIC MS 4X E
955 80
90 E
q 757
85 ]
7 70i
804 ]
] 65
75 7
704 60
] [} |
El 8 4
657 & 55
7 ° ]
3 2
| 3 |
60] € 504
g 3 s
g 3 -
§ 554 = i
27 3 457
3 5] o 7
< 504 J
R 40
2% ]
1 357
409 E
354 803
a0 25
255 1
E 205 91.13
207 ] 146.12
] 157 90.12
154 |
E 107 |61.05
10] E 202.22
E 88.89
59 9 75.10 106.05
] 7.34 @0 10ss % 1725 1880 2127 2260 ol ] b \‘ — b : 1‘3‘1\ 1‘9‘ iL ‘1‘54‘3‘3 - 191. 2‘1‘ | 2?6‘92‘ 281, “‘7‘ 251. 2‘9‘
0 i My s e s e
0 T o e iy o 60 80 100 120 140 160 180 200 220 240 260
Time (min) m/z

Figure 15. GC/MS data of mass spectometry

S16

4X #1386 RT: 14.33 AV: 1
T:{0,0} +c EI Full ms [50.00-800.00]

Relative Abundance

1005

95
90

45

65.12

60

77.07

80

91.08

104.11

100

NL: 5.04E4

117.10

120

146.05
251.12
160.19
207.25
133.02
194.96
173.89
‘\ ‘\ \ \M H | #2678 24339 %
\\m\“ | dm\ Ly ‘ ‘ : H‘”
140 160 1 80 2 220 240 260
m/z



