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Supplementary infor mation
Table S1. Electronic configuration states by B3LYP/TZVP//B3LY P/aug-cc-pVTZ

Mol. Inner-valence Outer-valence

CH. (2a,)? (1t,)°

CoHe (2a19)2(2a2u)2 (leu)4(3a1g)2(1eg)4
(1a,)*(4b,)*(63)*(20)°

NCiHo  (33,)7(30,)%(4a,)°(4b,)? (12,)"(5a,)" (5h,)" (1by)

(6h,)%(2a,)%(6a,)(7a,)?(2b,)?

iS0C4H10 (3a,)*(2)* (4a,)* (5a,)*(3e)*(4e)* (1a,)*(5€)* (6a,)*
(4a,)*(3b,)? (1b,)*(5b,)*(1a,)*(7a,)*(8a,)?
nCsfe (5a,)%(4b,)*(6a,)? (2b,)*(6b,)*(2a,)*(93,)*(30)* (7h,)?
isoCsH12 (62)%(72)%(82)?(98)?(10a)° (11a)*(12a)*(13a)*(14a)* (15a)°
(16a)*(17a)* (18a)*(19a)* (20a)*(21a)>
neoCsH1, (3a)*(2t,)°(4a,)’ (3t,)°(1e)* (1t,)° (4t,)°
(439)2(4bu)2(5ag)2 (]'a'u)Z(Jbg)z(7ag)2(7bu)2(2au)2(8bu)2
NCsH14
(5bu)2 (6ag )2 (6bu)2 (8ag ) (2bg ) (9bu) (3au) (9ag ) (3bg )
(10a,)?
iSOCeH 14 (7a)*(8a)*(9a)® (13a)2(14a)%(15a)*(16a)%(17a)* (18a)>
(10a)?(11a)?(12a)?

(19a)*(20a)?(21a)*(22a)*(23a)*(24a)*(25a)*
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3-methyl
CsHao

2,3-dime
-thy' CsH1o

2,2-dime
'thy| C4H 10

(5a)*(3a")*(6&)’

(7a)*(4a")* (84)°

(4a,)*(4a,)*(5a,)®

(5a,)*(6a,)*(6a,)’

(6a")*(7a)?(2a")*
(8a")%(9a’)? (10a")?

(9a")*(5a")?(6a")*(10a")*(11a")* (12a")*
(7a")?(13a)*(8a")*(9a”)* (14a)* (15a")*

(10a")?

(7a,)*(7a,)"(8a,)*(8a,)*(9a,)"(9a,)"
(10a,)"(10a,)"(11a,)*(12a,)" (11a,)’

(12a,)%(13a,)?

(11a")%(3a”)*(12a')* (4a")* (13a')* (14a")?

(5a")?(6a")?(15a")%(7a”)*(8a")? (16a")* (17a")




