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H, 3C, %F NMR and HRMS (EI) spectra of compounds 3
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HRMS (EI) of 3aa

Waters GCT Premier

3a

1.91e4

TOF MS ElI+

364.0927

20151908 407 (6.786) Cm (407-(108+336))

100
|
1

381.0956

383.0029

400

340 360 380

g 3
™
8
3
o
© < o 20 ]
N
2 s
8 & 2
&
g 3%
m = 3
mum
Q-
533
N F
o £
q g i
L 3
S—F
g --m
. 8
e £
8 lo
o -\ S92
=i
Togs
o F
g I8
o4 W 3
w.l../i A
8 28
- w.xl
N
2i8
St
blo
-
=)

'H NMR spectrum of 3ba

|

i

Farg

Fore

95 20 25 2o 1.5 7.0 6.5 80 L1 50, 45 40 15 an 25 20 15 10 0.5 oD
S3

100



13C NMR spectrum of 3ba
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'H NMR spectrum of 3ca
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HRMS (EI) of 3ca
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13C NMR spectrum of 3da
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'H NMR spectrum of 3ea
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HRMS (EI) of 3ea
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13C NMR spectrum of 3fa
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HRMS (EI) of 3ga
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13C NMR spectrum of 3ha
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'H NMR spectrum of 3ia
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HRMS (EI) of 3ia
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13C NMR spectrum of 3ja
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'H NMR spectrum of 3ka
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HRMS (EI) of 3ka
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13C NMR spectrum of 3la
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'H NMR spectrum of 3ma
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HRMS (EI) of 3ma
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13C NMR spectrum of 3ab
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'H NMR spectrum of 3ac
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13C NMR spectrum of 3ac
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'H NMR spectrum of 3ad
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HRMS (EI) of 3ad

3l Waters GCT Premier
20151922 683 (11.390) Cm (683-(32+290)) TOF MS El+
100_‘ 387.0519 2.0024
370.0485
354,0703
&
389.0496
I/
340,0555
303.9781
97.0121
1549735 220.9853 :
2 2760807 301.9893
o 123.9280 l 172.0243 206.9986 235000 )
0L S0t retrbormbivse ot ool sl e 1,262,000 A
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
'H NMR spectrum of 3ae
[l e e e o o I O R s R o0 Lol e o e T B o B
Cd O =k P 0 WO WD = o [ =] M= 0@~ 0 W~ 0=
R R R R R K R R e ] o1&y o [ YRR R R ]
hhhhhhh};;&w w T T e
0 0~
A
.f'r \
TR
3
Cl
J e S L
NP 1 q o
oo d@wn w =+ o
coQoooQ = - —a
—— N — -t =
100 a5 50 85 20 75 T0 G5 60 55 _ 50 4.5 40 5 3.0 25 20 i5 1.0 05 00

S26



13C NMR spectrum of 3ae
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'H NMR spectrum of 3af
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HRMS (EI) of 3af
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13C NMR spectrum of 3ag
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'H NMR spectrum of 3cf
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HRMS (EI) of 3cf
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13C NMR spectrum of 3dd
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'H NMR spectrum of 3ee
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HRMS (EI) of 3ee
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13C NMR spectrum of 3hh
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'H NMR spectrum of 3i

FE0E
=ol'd
FaLe

=10z

L]

i
wi

EQ

Lo

13C NMR spectrum of 3i

WL Le—
EEC 98—

190 F5—

Lb5 aL—
950 FZ by
TV FT
DL 5T
EBLBZL
A%
o5y 67 14
Phg LEL
L5 181
Do0 9E |
ThY Ov 1

S0 T81L—

ceEegl—

T
16D

170

T
130

S37



HRMS (EI) of 3ih
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13C NMR spectrum of 3jg
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'H NMR spectrum of 3Id
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HRMS (EI) of 3Id
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13C NMR spectrum of 3le
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2. X-ray crystal structure of compound 3fa

Figure S1. X-ray crystal structure of 3fa.

Single crystals of 3fa (yellowish prisms) suitable for diffraction study were obtained by slow diffusion of

hexane into a dichloromethane solution of compound 3fa. X-ray crystallographic data for compound 3fa (CCDC

1434922) has been deposited in the Cambridge Crystallographic Data Center. The data can be obtained free of

charge via http://www.ccdc.ac.ck./data_request/cif. The X-ray crystallography data of 3fa are listed below.

Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Completeness to theta = 25.242°

C2sH2sNOS
42355

296.15 K

0.71073 A

Monoclinic

P1211

a=16.9949(9) A a=90%

b = 10.2229(14) A = 95.443(3)<
c=15.438(2) A y=90%
1099.0(3) A3

2

1.280 Mg/m3

0.168 mm-1

448

0.25x 0.22 x 0.1 mm3

1.325 to 28.080°

-8<=h<=9, -13<=k<=12, -20<=I<=20

9424

4639 [R(int) = 0.0234]

100.0 %

543


http://www.ccdc.ac.ck./data_request/cif

Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]
R indices (all data)

Absolute structure parameter
Extinction coefficient

Largest diff. peak and hole

Semi-empirical from equivalents
0.7456 and 0.6383

Full-matrix least-squares on F2
4639/1/280

1.023

R1=0.0367, wR2 = 0.0801

R1 =0.0499, wR2 = 0.0862
-0.02(4)

n/a

0.135 and -0.152 . A3
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