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Table S1. Main crystallographic parameters of r@pound<a-2d and3c.

Compound 2a 2b 2c 2d 3c
Cell Parameters
alA] 10.126(1) 10.249(1) | 15.5317(3) | 12.6614(3) 8.2299(2)
b[A] 13.713(2) 12.257(2) | 10.2561(2) | 15.7007(3) | 16.7796(3)
Al 17.539(1) 19.524(3) | 33.1968(6) | 16.8900(4) 9.6743(2)
al’] 90 90 90 90 90
A°] 90 90 92.109(1) 90 103.954(1)
el 90 90 90 90 90
VA3 2435.6(5) 2452.7(6) 5284.5(2) 3357.6(1) 1296.54(5)
4 4 4 4 4 2
D[gcn?] 1.434 1.462 1.449 1.418 1.424
Crystal system Orthorhombit  Orthorhombiic ~ MonoclinicOrthorhombic Monoclinic
Space group P212:2; P212:2; P2/n P212:2; P2
Hem] 1.056 1.051 0.984 0.802 0.999
F(000) 1088 1120 2392 1480 576
Indexes 12>2h>-11 102h>-12 | 162h>-19 | 14>h=>-15 10=2h>=-10
15>2k=>-16 13zk=-15 12>2k=>-12 17=2k=-19 21>k=-19
21=1=-19 24>1=-19 37=21=2-41 21>1=>-18 12=1=>-11
Bmax[] 26.3 26.4 26.4 26.4 26.6
No. of reflections:
collected 14061 24875 42280 15793 15750
independent 4854 5027 10769 6840 5091
in refinement
(I = 3al)) 4053 3839 8616 6167 4950
R(int) 0.054 0.092 0.045 0.032 0.026
No. of refined 245 254 550 362 263
parameters
Obsd./var. 16.5 15.1 15.7 17.0 18.8
Final Rindices
Ru(F) 0.033 0.072 0.033 0.027 0.016
Rw(F) 0.027 0.055 0.039 0.022 0.017
GOF 1.033 1.037 1.068 1.111 1.103




Weighting 0.614 3.39 154 0.206 1.26
coefficients -0.699 -1.67 0.489 -0.678 -0.440
0.135 2.76 1.26 -0.102 1.32
-0.278 -0.249 -0.128
0.412
Largest peak/holel  0.55/-0.85 1.70/-2.09 0.51/-0.80 0.61/-0.54 0.3250
[e -cm?]
CCDC deposition 1039693 1039694 1039696 1039695 1039692

number
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