Table S1. Crystal data and details of X-ray analysis.

2 3d
Formula C20H3403 C20H3004S1
Fw 322.47 366.50
colour, habit colourless, needle colourless, prism
cryst size (mm) 0.20x0.03x0.02 0.25x0.25x0.20
temperature (K) 100 200
crystal system orthorhombic orthorhombic
space group P21212; P212121
a (A) 9.1865(5) 10.9534(3)
b (A) 16.3097(8) 11.2324(3)
c(A) 23.7715(12) 15.4057(4)
£ (deg) 90 90
V (A% 3561.7(3) 1895.41(9)
z 8 4
Dc (g €m?) 1.203 1.284
2 (mm™) 0.078 0.192
F(000) 1424 792
@range (deg) 2.12t0 26.98 2.24 10 28.00
refln collcd 58491 27405
indep reflns / Rint 7771/0.0536 4563 /0.0299
reflns 1>2o(1) 7080 4206
No of param 439 346
GooF on F? 1.111 1.039
R1 (I>25(1)) 0.0550 0.0348
WR2(all data) 0.1316 0.0865
Flack parameter — 0.00(2)
largest diff peak / hole (e A®) 0.38/-0.29 0.22/-0.27




'H and 13C spectra for the synthesized compounds

2 1H

500

450
400
350
300
250

200

150

100

50

~-50

LE°E
6€°€
e
EPE~E

1243

7
Iv'E \y
95°€
6S°€

[4°R3

SE'G~_
9e'§ "

S S

r

OH

J

HO

Ey

-

~N
Toluene
JLolu .

0
0

0.5

1.0

1.5

7.5 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0
f1 (mz)

8.0
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3b 13C
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