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2. Mass spectra of compounds
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Fig. S43. Mass spectra of 3i
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3. IR spectra of compounds
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Fig. S47. IR spectra of 3b
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5. XRD Data

Bond peecislon:

Calle

Tanparatiurat

Volune
Space group
Hall geoup
Modaty formula
Sun formula
e

D, g cm—3

Z

Mu [mm-1)
FOaa

Foaa*
hyk;lmax
Heaf

Tmin, Tmax
Tmin®

C-C = D.0023 A Wavalangth=1._ 54184

a=3_ BIT8(Z} b=l2_ 84E5(2} c=12 . T237 (3}

alpha=30 beita=104. 543 (2] gamna=30
100 E

Calculatad Rapartad
1556 _29(6} 1556.29 (6}
F Z1/fc F1l2Zl/e 1l
-F Zybe -F 2ybc

13 HI2 H4 18 HI2 N4
13 HI2 H4 18 HI2 N4
29440 294 39
1257 1.256

] 4

0.557 0.%37

E3Z.D E3Z.D
E33.6%

12,16,16 12,15,16
3zsl 172
0.867,0.971 0.713,1.000
0.887
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Hpar= 200
Fig. S50. XRD data of 3b

C-C = D.0035 A Wavalangth=l. 54134

a=T 2334(1) b=21.6410¢3} oc=lD. 263142}

alpha=30 bata=31.Z%1 (1] Jamma=130
100 K

Calculatad Rapartad

1e0S.Z7 (4} 1e05. 274}

F Zl/nm F1Zlfn 1

-F Iyn -F Zyn

C17 H1B.48 C1 HS
C17 H1B.48 C1 HS

C17 H1B.438 Cl HS
C17 H1B.438 Cl HS

3z8.30 323.30
1.3%E 1.35E

q q

2.154 2.154

E83.9 E30.0
E33.0E

B; 26,12 B,26,12
A07TE 073
D.642,0.724 0.76%,1.000
0.5&E

Correction mathod= § Raported T Limits: Tmin=0_7&5 Tmaws=1l_0DD

AbaCore =

Data complatenasss 0. %393

Riraflactions)=

8 = 1.082

MOLTI-

SCAN
Thataimax]= T0.478

0.0530[ ZEL1B) WRZIjraflactions]l= O0.1304¢{ 3I0T3)]

Hpar= 243

Fig. S51. XRD data of 3e
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Bond pracislon:

Call:

Teapparatura:

Valune
Space group
Hall gesup
Modary formula
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.14

D, g cm-3

2

Mu [Em-1)
FOO0
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Fig. S52. XRD data of 3f
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Fig. S53. XRD data of 3g
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6. DSC/TG analysis of compound 3g
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Fig. S54. DSC/TG analysis of compound of 3g
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