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Supplementary Materials

Table S1. Summary of crystal data and intensity collection and structure refinement parameters for 1.

Compound

1

Chemical formula
Formula weight
Crystal system
Space group

a(A)

b(A)

c(d)

a (%)

B )

7 ()

Volume (A3)

V4

Calc. density (g cm™)
Temperature (K)
Abs. coeff. (mm)
F(@©O00)

Obs. reflections
Goodness-of-fit
R12

wR2

CasH21N552
491.64
monoclinic
P-121/cl
12.378(2)
16.2178(5)
19.947(3)
90.0
143.00(4)
90.0
2409.6(6)

4

1.355
293(2)
0.249

1024

6038

1.024
0.0442
0.1150

2w = V[02(F2)+(aP)>bP] and P = (max F2,0)+2F2)/3; R1 = Z(I Fol — | Fel)/Z(1Fol) and wRz = {[w(Fo? — F)2]/Z[w(FAR] 2.
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Figure S1. '"H-NMR spectrum of 1.



(Page S2)

Molbank 2016, 2016, M882

TEET—

80°€ZTy

YT LTy
SSLTTY
om.wmﬂvf
75821

mH.Nm&
SPETY
oT'SET

A ase
YIST-

L0991~

120

140

100 90 8 70 60 S50 40 30 20 10
f1 (ppm)

130 110

180 170 160 150

190

Figure S2. ®*C-NMR spectrum of 1.
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Figure S3. FT-IR spectrum of 1.



