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Table. Comparison of experimental and calculated bond lengths (Å) in 2,3-Me2-2,3-C2B9H9 and 10-Br-4,7-(HO)2-2,3-Me2-2,3-C2B9H9.

                                                2,3-Me2-2,3-C2B9H9
                               10-Br-4,7-(HO)2-2,3-Me2-2,3-C2B9H9
	Bond
	Observed
	Calculated
	Observed
	Calculated

	C-C
	1.520
	1.512
	1.531
	1.515

	C-B1
	1.670
	1.638
	1.673
	1.647

	C-B4
	1.595
	1.575
	1.559
	1.557

	C-B5
	
	
	1.620
	1.617

	C-B8
	1.700
	1.670
	1.681
	1.672

	B1-B4
	2.055
	2.028
	2.355
	2.279

	B1-B5
	
	
	1.895
	1.884

	B4-B7
	1.870
	1.853
	2.048
	1.969

	B5-B6
	
	
	1.819
	1.802

	B4-B8
	1.820
	1.787
	1.832
	1.806

	B5-B8
	
	
	1.787
	1.763

	B4-B10
	1.780
	1.772
	1.770
	1.775

	B5-B11
	
	
	1.825
	1.789

	B8-B10
	1.800
	1.773
	1.823
	1.802

	B8-B11
	
	
	1.783
	1.755

	B10-B11
	1.850
	1.831
	1.867
	1.821

	B4-O
	
	
	1.358
	1.375

	B10-Br
	
	
	1.971
	1.952


Detailed NMR data for arachno-1,3-C2B7H13 observed
 (in C6D6) δB 1.4 (B4,6), 0.8 (B2), -16.4 (B7,8), -26.7 (B5), -51.1 (B9), δC -12.4, δH 3.48 (B2H), 3.35 (B4,6H), 2.55 (B7,8H), 2.18 (B5H), 0.42 (B9H), -0.21 (CHexo), -1.68 (CHendo), -2.58 (H). Calculated (GIAO-B3LYP/6-311G*//MP2/6-31G*) δB 1.0 (B4,6), -0.8 (B2), -13.9 (B7,8), -27.8 (B5), -54.7 (B9), δC -8.2, δH 3.94 (B2H), 3.87 (B4,6H), 2.99 (B7,8H), 2.50 (B5H), 0.41 (B9H), 0.09 (CHexo), -1.09 (CHendo), -2.21 (H).
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