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Fig. S1. The Gibbs-free energy profiles for hydrogermylation of internal alkyne
catalyzed by -Mn(CO)s (relative enthalpies are given in parentheses)

Fig. S2. Geometries and key bond lengths (in A) of stationary points on the PES of
hydrogermylation of internal alkyne catalyzed by -Mn(CO)s.

Fig. S3. Geometries and key bond lengths (in A) of stationary points of the complexes

formed between -Mn(CO)s and the solvents.


mailto:lubincn@hebtu.edu.cn

AG_, /AE_, (kcal/mol)

solv W ! 0‘8"5 (‘}g
o CH X
20 - £ ‘ 3 (\3 e,u---mO\‘\?’ SGe_.\\CHs
& o s 23 o
| <. / C TS2 c— *e
e o BT —CE = T
T\ TS1 240" 7182 s3
20 2 LS D (19.0)
8o 128 Tog 2
. O/CI:O\CO ' (188 E JS3
G\’\’s ——
10 INT1 Z\ £ ‘i TSa:
o Ge \Ge CH3 8.8 10.6°
J T AN (2.7) -1.7)-
A+B H 3 /Ci(.: C -
04 =-...] INT1: S iy GO B g -
00 A1 o [ o /!
OCJM"' M‘ WwCO TS 1 C:)ZSJ :
co O, | S o=t e
] & | GO 3 L=C S Et
| &0 H “Et H
-20 4 | c OCIVI GO
Ge.., oc " ~co Zpro .
i \e‘,,.’o\“ ‘ ”CH3 cO 'io
CHs Et—C=C—Et TS4 -25.6
30— B E (-32.0)
| HAT fradical transformation { HAT I

Fig. S1. The Gibbs-free energy profiles for hydrogermylation of internal alkyne

catalyzed by -Mn(CO)s (relative electronic energies are given in parentheses).
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Fig. S2. Geometries and key bond lengths (in A) of stationary points on the PES of
hydrogermylation of internal alkyne catalyzed by -Mn(CO)s.
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Fig. S3. Geometries and key bond lengths (in A) of stationary points of the complexes

formed between -Mn(CO)s and the solvents.



