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Fig. S1 The total energy along IRC of the transition state of Pt-N7b scission in 
water solution. 
 
 
 
 

 
Fig. S2 Stationary structures and the selected geometrical parameters along the H 
abstraction and Pt-N7b bond scission reactions of the protonated reactant 
[cisplatin-GGC0]+• in water solution (bond length in Å and energies in kcal mol-1). 
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Fig. S3 The structure and atomic labeling of the sugar backbone model considered 
in the present study. 

 
According to the atomic labeling in Fig.S1, the torsion angles are defined as below. 

The -1 torsion angle is defined as C5’G5-C4’G5-C3’G5-O3’,-1 as C4’G5-C3’G5- O3’-P, 
-1 as C3’G5-O3’-P-O5’,  as O3’-P-O5’-C5’G3,  as P-O5’-C5’G3-C4’G3,  as 
O5’-C5’G3-C4’G3-C3’G3,  as C5’G3-C4’G3-C3’G3-O3’, and -1 as O4’-C1’-N1-C4 in G5. 
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Fig. S4 Optimized geometries and the electron affinities of Pt-containing species 
from injection of one, two and three electrons at M06, SDD/6-31++G(d,p) method 
in water solution. 
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(a)                                 (b) 

 
(c) (d) 

Fig. S5 M06/SDD, 6-31++G(d,p) free energy profile (in kcal/mol) for H4’ 
abstraction from nucleotide by (a) cis-[Pt(NH3)2Cl]•, (b) trans-[Pt(NH3)2Cl]•, (c) 
cis-[Pt(NH3)2Cl]2-• and (d) trans-[Pt(NH3)2Cl]2-• in water solution. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
. 
 
 
 
 



S7 

Table S1 Coordinates of optimized structures of the neutral [cisplatin-GGC]0 and 
it’s single-electron adduct [cisplatin-GGC]-. in water solution. 
[cisplatin-GGC]0 
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[cisplatin-GGC]-. 
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Table S2 The torsion angles (-1, -1, -1, , , and ) and glycosyl angles (-1) 
(°) along the H-abstraction reaction in water solution. All the angles are defined 
as shown in Fig. S1.  

complexes -1 ε-1 ζ-1 α β γ  -1 
[cisplatin-GGC]0 151.5 -165.3 -71.6 -74.1 178.1 41.1 118.7 -125.3 
[cisplatin-GGC]-. 143.7 -173.4 -88.6 -60.9 169.7 57.8 135.5 -116.9 
TS1 99.1 -167.6 -79.3 -66.2 -168.6 59.9 153.9 179.5 
P1 86.7 -156.7 -71.1 -64.7 -174.4 62.3 152.5 170.6 
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Table S3 Coordinates of optimized structures in Fig. 2 
TS1 
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P1 
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TS2 

   

 



S13 

P2 

   


