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https://www.ccdc.cam.ac.uk/structures/


 1·0.5OEt2 2 3 

formula C38H46MgN3O3.50Si C44H46FMgN3O5 C38H44BMgN3O5

crystal system triclinic triclinic orthorhombic

space group P 1 P 1 P 212121 

a  /Å 9.7605(2) 9.5675(4) 10.60635(16) 

b  /Å 10.6398(3) 9.7347(4) 16.6805(3)

c  /Å 17.7151(4) 11.4970(3) 19.3703(2)

  /° 94.6517(18) 65.663(3)  

  /° 98.1677(18) 88.065(3)  

  /° 90.4055(18) 84.019(3)  

V  /Å
3
 1814.72(7) 970.28(7) 3426.98(9)

Z 2 1 4 

Mr 653.18 740.15 657.88

F000 698 392 1400 

dc  /Mgm
-3

 1.195 1.267 1.275

m  /mm
-1

 1.059 0.838 0.100 

max., min. transmission factors 1.000, 0.507
 a

1.000, 0.941
b

1.000, 0.744
b

X-radiation, l  /Å Cu-Ka, 1.54184  Cu-Ka, 1.54184  Mo-Ka, 0.71073 

data collect. temperat.  /K 120(1) 120(1) 120(1) 

q range  /° 4.2 to 70.7 4.2 to 71.0 2.2 to 32.5

index ranges  h, k, l ±11, ±12, ±21 ±11, ±11, ±14 ±15, -24 ... 25, ±29

reflections measured 60236 23936 145176

                 unique [Rint] 18074 [0.0325] 6787 [0.0271] 12099 [0.0726]

                 observed [I≥2s(I)] 15882 6573 9996

data / restraints /parameters 18074 / 28 / 857 6787 / 121 / 534 12099 / 85 / 473

GooF on F
2
 1.013 1.035 1.025

R indices [F>4s(F)]  R(F), wR(F
2
) 0.0395, 0.0982 0.0256, 0.0618 0.0496, 0.1127

R indices (all data)  R(F), wR(F
2
) 0.0453, 0.1009 0.0271, 0.0631 0.0670, 0.1207

absolute structure parameter 0.028(17) 0.019(17) 0.01(7)

largest residual peaks  /eÅ
-3

 0.360, 0.231 0.116, 0.149 0.320, 0.254

CCDC deposition number 1961879 1961880 1961881 

a
 semi-empirical absorption correction. 

b
 numerical absorption correction.




















