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2. The proton-electron transfer mechanisms in the active center of GOx
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Figure S1. The structures of the reactant, transition state and product of the proton-electron transfer
process in HEH with the corresponding distributions of the moving occupied molecular orbitals.
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Figure S2. The structures of the reactant, transition state and product for the proton-electron transfer
process in H+EH and the corresponding distributions of the moving occupied molecular orbitals.
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Figure S3. The structures of the reactant, transition state and product for the proton-electron transfer
process in HEH+ and the corresponding distributions of the moving occupied molecular orbitals.



3. Presence of neutral Arg210 on the opposite side of glucose
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Figure S4. The structures of the reactant, transition state and product for the proton-electron transfer
process in HEH-R and the corresponding distributions of the moving occupied molecular orbitals.
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Figure S5. The structures of the reactant, transition state and product for the proton-electron transfer
process in H+EH-R and the corresponding distributions of the moving occupied molecular orbitals.
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Figure S6. The structures of the reactant, transition state and product for the proton-electron transfer
process in HEH+-R and the corresponding distributions of the moving occupied molecular orbitals.



4. Presence of protonization Arg210 on the opposite side of glucose
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Figure S7. The structures of the reactant, transition state and product for the proton-electron transfer
reaction in HEH-R+with the corresponding distributions of the moving occupied molecular orbitals.
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Figure S8. The structures of the reactant, transition state and product for the proton-electron transfer
process in H+EH-R+ and the corresponding distributions of the moving occupied molecular orbitals.
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Figure S9. The structures of the reactant, transition state and product for the proton-electron transfer
process in HEH+-R+ and the corresponding distributions of the moving occupied molecular orbitals.
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Figure S10.. The structures of the reactant, transition state and product for the proton-electron
transfer process in H+EH and the corresponding distributions of the moving occupied molecular
orbitals.

HEH+-r HEH+-ts (26.61/16.28) HEH+-p

HOMO-40(-12.10eV) HOMO(-9.37eV) HOMO(-9.25eV)

Figure S11. The structures of the reactant, transition state and product for the proton-electron
transfer process in HEH+ and the corresponding distributions of the moving occupied molecular
orbitals.


