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Table S1. NMR chemical shifts (in ppm) for a) B12 and b) B6 skeleton

a)
X H F
mono ortho meta para
B1-12 Bl B2-6 B7-11 B12 BIl,2 B3,6 B4,)5,7,8 B9,11 B10,12 Bl,7 B2,6 B3,58,11 B4,12 B9,10 Bl1,12 B2-11
HF/def2-SVP  -13.8 7.8 -149 -16.6 -20.7 53 -l64 -175 -202 -20.1 54 -16.0 -17.6 -219 -196 50 -17.3
MP2/def2-SVP  -13.6 12.1 -148 -165 -232 9.7 -160 -173 -20.6 -244 9.7 -155 -174 -23.6 -198 88 -169
HF/def2-TZVP -15.6 7.5 -16.7 -184 -229 48 -182 -192 -22.1 -248 52 -17.7 -194 240 -214 48 -19.0
MP2/def2-TZVP -162 114 -17.1 -19.2 -26.0 8.6 -185 -196 -234 -276 9.0 -17.8 -199 -26.9 224 83 -19.2
exptl” -15.3 10.2 -16.7 -18.5 -24.0 n/d n/d n/d n/d n/d 6.6 -181 -19.5 -25.4 -21.7 nd n/d
exptl® -144 98 -16.0 -17.6 -23.3 n/d n/d n/d n/d nd  nd n/d n/d nd wnd  n/d n/d
X Cl
mono ortho meta para
B1 B2-6 B7-11 B12 BIl,2 B3,6 B4,5,7,8 B9,11 B10,12 B1,7 B2,6 B3,5,8,11 B4,12 B9,10 B1,12 B2-11
HF/def2-SVP  -09 -124 -119 -166 -13 -11.1 -132 -162 ~-178 -1.8 -11.0 -133 -159 -158 -23 -13.1
MP2/def2-SVP 1.4 -12.1 -144 -190 13 -108 -128 -159 -192 0.8 -106 -129 -17.6 -153 -1.0 -12.6
HF/def2-TZVP -2.6 -140 -164 -189 -34 -129 -147 -180 -191 -33 -126 -149 -17.3 -173 -35 -14.7
MP2/def2-TZVP -0.7 -143 -16.8 -21.7 -15 -13.0 -148 -185 -213 -1.2 -12.6 -150 -19.8 -17.5 -2.6 ~-14.6
exptl” -2.8 -14.8 -16.6 -20.2 -3.7 -13.8 -15.3 -183 -20.1 -3.7 -13.8 -154 -19.2 -17.5 n/d  n/d
X Br
mono ortho meta para
B1 B2-6 B7-11 Bl12 BIl1,2 B3,6 B4,5,7,8 B9,11 B10,12 B1,7 B2,6 B3,5,8,11 B4,12 B9,10 B1,12 B2-11
HF/def2-SVP  -15 -12.1 -143 -157 -2.0 -106 -124 -152 -158 -22 -105 -12.6 -140 -149 -1.7 -125
MP2/def2-SsVP -03 -11.7 -13.8 -17.6 -04 -10.1 -11.7 -147 -17.1 -0.6 -99 -11.9 -157 -141 -16 -11.7
HF/def2-TZVP -3.5 -13.7 -16.0 -17.8 -42 -122 -139 -17.1 -176 -41 -120 -141 -158 -16.6 -3.7 -14.0
MP2/def2-TZVP -2.3 -139 -163 -20.6 -2.8 -122 -139 -173 -199 -25 -119 -141 -183 -166 -34 -139
exptl’ -8.2 -14.3 -15.9 -189 -89 -13.3 -14.7 -16.9 -187 -9.0 -134 -14.6 -16.2 -17.9 n/d n/d



a. Refs. 43, 44

b. Ref. 45
b)
X H F
mono cis trans
B1-6 Bl B2-5 B6 BI1,2 B3,5 B4,6 Bl,6 B2-5
HF/def2-SVP -17.0 6.6 -20.7 -36.3 19 -24.7 -39.3 -1.6 -23.4
MP2/def2-SVP -18.6 9.2 -219 -414 5.1 -257 -439 -0.1 -24.0
HF/def2-TZVP -19.2 83 -229 -40.2 3.1 -269 -426 -0.5 -253
MP2/def2-TZVP -21.3 11.6 -245 -472 69 -283 -48.6 1.5 -26.1
exptl’ "-18.1;-13.2 wn/d n/d n/d wnd wnd wnd n/d nd
X Cl
mono Cis trans
Bl B2-5 B6 BI1,2 B3,5 B4,6 Bl,6 B2-5
HF/def2-SVP  -3.7 -17.5 -27.7 -5.6 -18.0 -27.7 -8.8 -17.6
MP2/def2-SVP  -3.5 -18.8 -319 -49 -19.0 -31.4 -10.1 -184
HF/def2-TZVP -4.1 -18.9 -30.2 -6.2 -19.1 -28.9 -9.2 -18.3
MP2/def2-TZVP -3.2 -20.4 -359 -4.8 -20.1 -33.6 -10.0 -18.9
exptlb -1.0 -14.5 -30.4 -2.4 -154 -30.3 -10.4 -13.6



X Br
mono cis trans
Bl B2-5 B6 Bl1,2 B3,5 B4,6 B1,6 B2-5
HF/def2-SVP 43 -16.8 -252 -59 -164 -24.1 -7.7 -16.3
MP2/def2-SVP  -49 -18.0 -29.6 -59 -17.3 -27.9 -9.8 -17.0
HF/def2-TZVP -5.6 -18.2 -28.1 -7.3 -174 -259 -9.6 -17.0
MP2/def2-TZVP -5.5 -19.5 -33.8 -6.5 -18.2 -304 -11.0 -17.5
expl‘lb -7.6 -14.0 -27.3 -84 wnid -26.9 -12.6 -15.0
a Ref. 47

b Ref. 46



