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SUPPLEMENTARY INFORMATION

General Information

'H, C, *F, NMR spectra were acquired on a Varian VXR-300, Varian VXR-400, and Bruker
Avance-500 spectrometers in CDCls, using the residual solvent signals as internal standards (7.26 ppm
for *H nuclei and 77.16 ppm for *C nuclei; CsFg: —162.9 ppm relative to CFCls; for *°F nuclei. GC/MS
spectra were recorded on a Hewlett-Packard 5890/5972 system with 70 eV in the El ionization mode.
LC/MS spectra were registered on an Agilent 1100 Series system equipped with an Agilent LC/MSD
SL Diode Array Mass Selective Detector, electrospray ionization. Elemental analysis was performed in
the analytical laboratory of the Institute of Organic Chemistry of the National Academy of Sciences of
Ukraine. Elemental analysis data were obtained by the express gravimetric method (C, H), Schoniger
ignition method (S), and Pregl-Dumas method (N). Melting points were determined on a Thyle
apparatus.

'"H NMR, “F NMR, °C NMR, and MS data



orsE —
=
O
[a]
(&)
£
N
I
ue =
)
o <
©
\ﬁ >
P-4 (/2] ....a.
S
o) -
b4 =z
I
09zL —
8Ll —
8sLL — 0\
Lt — ——
WTH —
6928 .\
1928 —
6928 |Y e
ues — 7
0zss )
sceg -/

oves

Vs,

13C NMR at 75.83 MHz in CDCl,

NO,

9EL0L —
0012L
UG —

2a

LzovzE——
T 7] e—

L6622 —

0ZTHEL ——
bEEOVE —
666'cYE - —

009°ZLL —,
ZLETLL
T ——
szLsi—/
e —

i S — i.LJ\____.t N e ————— JNL.“- P

180




M OO ONNN
MmO ®
L ]
M NN -
L -
LLtl)Jy
A".'v‘ ll
o

—62.534

NO,

N,
S

2a

19F NMR at 376.43 MHz in CDCl;

j396

|
J
!
=1
-
T T

50 -50 100 A50PPM
%10 3 |* Scan (rt: 9.18 min) GAI01909.D Subtract
NO
8 133.0 2
N\>_
SF
6 5
S
2
4. 89.0 -l
69.0 306.0 EI MS (70 eV), M = 306.2
140.0
' 276.0
‘ 168.1 B
BTN |
50 100 150 : 250 300 350 400 450 550

Counts vs. Mass-to-Charge (m/z)

°:'~*F“°° 0
- NNOODWOUYTND o
3335335553 i
WA VA |
N VN NO, |
N
\>—CF3
s
2b
"H NMR at 376.43 MHz in CDCl,
J |
S
8 5 3 PPM




NO,

Z56°9L
09V 4L —
sicLL—

SEO0LE —
ZSveLL —
T —
b60ETLL —

N—cr,

N
S

2b
13C NMR at 150.83 MHz in CDCl,

Jdly

ZLEETE
Sy LT ———
0L0°8ZE —

esrecs ——

WEEYE —
Z¥TrL -

697658
SreesE —
aLFeSE —=
607098 -

120

140

160

6r5

NO,

S—cr,

S

2b

19F NMR at 376.43 MHz in CDCl,

150

-a0

a0




x10 3 |* Scan (rt: 8.41 min) GAI02024.D Subtract NO
2
2] 63.0 & 217.9
133.0 H—crs
1.5 . s 248.0
- 69.0 2b
1. EIMS (70eV),M=248.2 202.0
106.9
051 440 80.9 95.0 120.8 P
T o Il | 1508 1720 |
0 L 1l Iln hll' | | l“l‘ A ll[ulu Wt II | l %l. | [ I TR TR |v|. Il ll | ! L | . [‘
40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
SN reamnae 2 e
ae wavetnn N =
L 0 W@ ~ -
O
n N
\>—SF5
O,N S
4a
TH NMR at 376.43 MHz in CDClI,
1 I
| | ']'\ A
et e ' R
9 8 7 6 5 4 3 2 1 PPM
2SR28 = 8 3 re = 289
Te~aa T 9 = n®e < qeN
TesER s % a &R E RRER
- e - - - - - | |
N | | | | [ |
W ] \ | | ] l
N
\>—SF5
O,N S
4a
13C NMR at 75.83 MHz in CDCl,
s J_J j m_)\_Jg _J
180 " 160 ) 10 120 " w0 80 60 © a0 " 20 pem



~173.203
72787

T —72385
T 71.960
—71.568
62.476

— 62.068

=
=

N
S
O,N S

4a
19F NMR at 376.43 MHz in CDCl;

g

40

x104|* Scan (rt: 8.71 min) GAI01763.D Subtract

1.75 133.0 N
1.25] 0N s
1 4a
0.75 = EI MS (70 eV), M = 306.2 306.0
0.5 :
168.0
0.25- ‘ "
ol LT 1 L | 2000 [y

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Counts vs, Mass-to-Charge (m/z)



171.393
171,024
170.613

—~ 172175
St

146.080
———138.495

— 128.446

—128.288
122.502
— 115643

—T1.576
77.160
—76.741

Br
Br.

N,
S

Br 6a

Br

13C NMR at 75.83 MHz in CDCl,

W—v&v‘w tvmarty - ..,-~J '\.,.,.:,,:_,Y N ey PP —
180 0 140 120 " 100 80 60 40 20 PPM
g33R28%
TN T T
I ¢
Br
Br. N
\>—SF5
Br S
Br 6a
19F NMR at 376.43 MHz in CDCl;
100 ‘ 50 0 50 100 150 PPM
x10 4 |* Scan (rt: 12.05 min) GAI01762.D Subtract Br
1 130.0 = i
' \>_SF5
0.8 86.0 Br S
06_ Br 63 576.7
210.9 370.8 E'MS(70eV),M=57638
290.8 468.7
0 ‘ ' N P u o i A l“. J; , : , '
50 100 150 200 250 300 350 400 450 500 550 600 650 700

Counts vs. Mass-to-Charge (m/z)



— 158.267
157992

157717
— 157.435
—149.238
~138.533
—128.350

S 127855
122.004
121936
—— 120114
118297
— 116,478

- 116.082

— 77373
77160
—76.948

Br
Br.

Ner,
S

Br ¢b

Br

13C NMR at 150.83 MHz in CDCl;

—
L

160 140 120 100 80 60 40 20 PPM

61770

Br
Br.

Ner,
S

Br b

Br

19F NMR at 376.43 MHz in CDCl,

50 a -5 =100 150 FPM

<10 4 |+ Scan (rt: 10.37 min) GAI02022.0 Subtract Br
= N 518.7
51 j}—crs |
4 Br S
Br ¢6b
] 104.0
3 69.0 EI MS (70 eV), M = 518.8

182.9 370.7

5100 263.8 \ ko d

LIAL"|h |G 4.1L,1Ll LALA

50 75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525
Counts vs. Mass-to-Charge (m/z)




