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Figure S1. Optimized structures of the reaction intermediates through (a) distal, (b)
alternating, (c) mixed, and (d) enzymatic pathways on the Mo/Stanene sheet.
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Table S1. Calculated binding energies values of different transition metal atoms .

Transition metal atom �ambria ba �a�r࢟���࢘�

� � �Ǥ�

� -5.88

�� -3.67

�a -2.89

�� -6.58

�� -5.86

�b -4.61

� -5.04

�b -4.06

.



Table S2. Calculated ZPE and TS values of different species for end-on adsorption
configuration, where the label * denotes the status of adsorption.

�ambre�a mi�ɽ �m ��i� �� � ��

�� 0.15 0.59

� �� 0.20 0.17

� � 0.08 0.07

� �7 0.35 0.10

� �7� 0.64 0.15

� �7� 1.02 0.16

� ��7 0.47 0.12

� ��7� 0.80 0.20

� ��7� 1.12 0.19

� �7�7 0.81 0.18

� �7�7� 1.13 0.21

� �7��7� 1.48 0.24

�7� 0.91 0.60

7� 0.27 0.40



Table S3. Calculated ZPE and TS values of different species for side-on adsorption
configuration, where the label * denotes the status of adsorption.

�ambre�a mi�ɽ �m ��i� �� � ��

�� 0.15 0.59

� �� 0.18 0.16

� ��7 0.47 0.15

� ��7� 0.78 0.17

� ��7� 1.15 0.18

� ��7 1.47 0.24

� ��7Ǥ 1.68 0.26

� ��7� 2.03 0.31

� �7� 1.02 0.16

�7� 0.91 0.60

7� 0.27 0.40


