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Figure S1. The orbital distributions of the bis(phthalocyaninato) Ilanthanum

double-decker.
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Table S1. Molecular orbital energy of the bis(phthalocyaninato) lanthanum double-decker.

Molecular orbital energy of [La(Pc),] (eV)

Rotation Angle (o) 0 5 10 15 20 25 30 35 40 45
MO(283) -0.02 -0.03 -0.04 -0.06 -0.08 -0.11 -0.09 -0.09 -0.07 -0.09
MO(282) -0.03 -0.03 -0.04 -0.07 -0.09 -0.11 -0.09 -0.10 -0.08 -0.09
MO(281) -0.28 -0.27 -0.26 -0.25 -0.25 -0.26 -0.24 -0.25 -0.25 -0.25
MO(280) -0.28 -0.28 -0.26 -0.26 -0.26 -0.25 -0.25 -0.26 -0.25 -0.25
MO(279) -2.23 225 -226 -230 -2.34 -236 -231 -229 -224 -2.25
MO(278) -2.51 -2.51 -247 -244 -239 -242 -245 -2.51 -2.51 -2.52
Gap between MO(280,281) and MO(282,283) 026 024 022 019 0.17 0.15 0.16 0.16 0.17 0.16
Gap between MO(278) and MO(279) 028 026 021 0.14 0.05 006 0.15 021 027 0.28
Gap between MO(279) and MO(280) 195 197 200 204 209 211 205 203 199 199
Molecular orbital energy of [La(Pc),] (eV)
Rotation Angle (o) 0 5 10 15 20 25 30 35 40 45
MO(283a) -243 245 -248 -249 -238 -2.48 -2.53 -2.51 -247 -2.47
MO(283p) -2.24 227 -229 -231 -229 -234 -235 -233 -232 -23l1
MO(282a) 244 245 -248 -249 -239 -249 -253 -2.52 -247 -2.48
MO(282p) -2.26 -2.27 -229 -231 -229 -234 -235 -233 -232 -23l1
MO(281a) =275 =297 2776 -2.74 285 -2.73 -2.73 -2.72 277 -2.75
MO(281p) -2.62 -2.63 -2.62 -2.60 -2.64 -2.56 -2.58 -2.58 -2.60 -2.60
MO(280a) =277 297 -2776 -2.74 -287 -2.774 -2.73 -2.772 -2.79 -2.76
MO(280pB) -2.63 -2.63 -2.62 -2.60 -2.66 -2.56 -2.58 -2.58 -2.61 -2.60
MO((279a) -4.70 -4.74 -477 -481 -4.60 -4.77 -475 -476 -4.68 -4.68
MO(279B) -391 -392 -396 -3.99 -4.14 -4.08 -4.01 -3.93 -394 -3.95
MO(278a) -5.03 -5.05 -5.02 -496 -509 -495 -498 -5.01 -5.10 -5.08
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MO(278PB) -473 -473 -470 -4.65 -4.55 -458 -4.67 -470 -4.72 -4.75

Gap between MO(280a,281a) and MO(282a,,283a) 037 0.37 033 029 036 022 023 025 029 0.29

Gap between MO(2803,281p) and MO(282p3,2838) 0.32 032 028 025 047 025 020 020 031 0.28

Gap between MO(278a) and MO(279q.) 0.82 0.81 0.74 0.66 041 050 066 0.77 0.78 0.80

Gap between MO(278f3) and MO(27983) 0.33 032 025 0.16 048 0.17 024 025 042 0.40

Gap between MO(279a) and MO(280a) 128 128 134 139 149 152 143 135 134 1.35

Gap between MO(279f3) and MO(2803) 193 196 2.00 206 173 203 202 204 189 1.92
Molecular orbital energy of [La(Pc),]" (eV)

Rotation Angle (o) 0 5 10 15 20 25 30 35 40 45

MO(283) -476 -4.76 -477 -480 -480 -4.84 -482 -481 -4.81 -4.81

MO(282) -4.77 476 -477 -480 -480 -4.84 -482 -481 -4.81 -4.81

MO(281) -5.10 -5.09 -5.08 -5.06 -5.03 -5.03 -5.03 -5.04 -5.05 -5.06

MO(280) -5.12 -5.09 -5.08 -5.07 -5.03 -5.03 -5.03 -5.04 -5.05 -5.06

MO(279) -6.47 -649 -649 -6.54 -6.58 -6.58 -6.52 -6.50 -6.47 -6.46

MO(278) =723 -7.22 -7.19 -7.15 -7.08 -7.10 -7.15 -7.19 -7.22 -7.23

Gap between MO(280,281) and MO(282,283) 034 034 031 027 023 020 021 023 024 0.25

Gap between MO(278) and MO(279) 076 0.73 0.70 0.61 0.50 052 0.63 069 0.75 0.77

Gap between MO(279) and MO(280) 1.35 1.39 141 147 154 155 149 146 142 141
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