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Tables and Figures 

Table S1.   Crystallographic and structural refinement data for 1. 

Table S2.  Selected bond distances (Å) and bond angles (deg) for 1 with estimated 

standard deviations (e.s.d.s.) given in parentheses. 

Figure S1.  (a) Perspective drawing of 1 with atomic numbering scheme. Hydrogen 

atoms are omitted for clarity. Thermal ellipsoids are drawn at the 50 % 

probability level. (b) Ball-and-stick model showing the dimeric arrangement 

of two molecules of 1. 

Figure S2.  (a) Expanded ion cluster at m/z 640.5 from the positive ESI-mass spectrum 

of an acetonitrile solution of 1 and Mg(ClO4)2; (b) simulated isotopic pattern 

of [1MgH]+. 

Figure S3. (a) Expanded ion cluster at m/z 484 from the positive ESI-mass spectrum of 

an acetonitrile solution of 2 and Mg(ClO4)2; (b) simulated isotopic pattern of 

[22MgH]2+. 

Figure S4.  (a) Expanded ion cluster at m/z 1269 from the positive MALDI-TOF mass 

spectrum of an acetonitrile solution of 2 and Mg(ClO4)2; (b) simulated 

isotopic pattern of [22Mg3ClO4]
+. 

Figure S5.  (a) Expanded ion cluster at m/z 972.5 from the positive ESI-mass spectrum 

of an acetonitrile solution of 5 and Mg(ClO4)2; (b) simulated isotopic pattern 

of [5MgH]+. 
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Table S1. Crystallographic and structural refinement data for 1. 

empirical formula C34H38BF2N3O5 
formula weight 617.48 
temperature    293(2) K 
wavelength 0.71073 Å 
crystal system, triclinic 
space group   P1 
a [Å] 10.291(2) 
b [Å] 12.539(3) 
c [Å] 12.846(3) 
α [°] 70.34(3) 
 [°] 88.71(3) 
γ [°] 88.86(3) 
volume 1560.5(5) Å3 
Z 2 
density(Calcd) 1.314 g cm3 
absorption coefficient 0.096 mm1

F(000) 652 
crystal size 0.34 mm × 0.18 mm × 0.17 mm 
data collection range 3.23 to 27.48° 
index range  ‒11 ≤ h ≤ 13, ‒16 ≤ k ≤ 16, ‒16 ≤ l ≤ 16 
no. of reflns collected 15314 
no. of indep reflns 6984 [R(int) = 0.0490] 
completeness to  = 27.48° 97.6 %  
absorp corr None 
refinement method full-matrix least-squares on F2 
no. of data/restraints/params 6984 / 0 / 408 
goodness-of-fit on F2 0.997 
final R indicesa [I >2(I)] R1 = 0.0603, wR2 = 0.1234 
R indices (all data) R1 = 0.1276, wR2 = 0.1456 
largest diff peak and hole 0.165 and ‒0.202 eÅ3 

aRint = |Fo
2  Fo

2(mean)|/[Fo
2], R1 = ||Fo|  |Fc||/|Fo| and wR2 = {[w(Fo

2  

Fc
2)2]/[w(Fo

2)2]}1/2. 
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Table 2. Selected bond distances (Å) and bond angles (deg) for 1 with estimated standard 

deviations (e.s.d.s.) given in parentheses 

B(1)F(1) 1.378(3) B(1)F(2) 1.383(3) 

B(1)N(1) 1.536(3) B(1)N(2) 1.551(3) 

C(8)N(1) 1.398(3) C(11)N(1) 1.351(3) 

C(13)N(2)   1.394(3)   C(16)N(2) 1.355(3) 

C(16)C(17) 1.437(3) C(17)C(18)   1.330(3) 

H(1)···O(2) 1.9726(16) N(1)B(1)N(2) 107.23(17) 

F(1)B(1)F(2) 110.21(18)   
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Figure S1. (a) Perspective drawing of 1 with atomic numbering scheme. Hydrogen 

atoms are omitted for clarity. Thermal ellipsoids are drawn at the 50 % 

probability level. (b) Ball-and-stick model showing the dimeric 

arrangement of two molecules of 1. 
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Figure S2. (a) Expanded ion cluster at m/z 640.5 from the positive ESI-mass spectrum of 

an acetonitrile solution of 1 and Mg(ClO4)2; (b) simulated isotopic pattern of 

[1MgH]+. 

 

Figure S3. (a) Expanded ion cluster at m/z 484 from the positive ESI-mass spectrum of 

an acetonitrile solution of 2 and Mg(ClO4)2; (b) simulated isotopic pattern of 

[22MgH]2+. 
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Figure S4. (a) Expanded ion cluster at m/z 1269 from the positive MALDI-TOF mass 

spectrum of an acetonitrile solution of 2 and Mg(ClO4)2; (b) simulated 

isotopic pattern of [22Mg3ClO4]
+. 

 

 

Figure S5. (a) Expanded ion cluster at m/z 972.5 from the positive ESI-mass spectrum of 

an acetonitrile solution of 5 and Mg(ClO4)2; (b) simulated isotopic pattern of 
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[5MgH]+. 
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