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Fig. S1 Atomistic model of MD simulation for uniaxial tension of self-folded graphene. 

 

 

 

Fig. S2 Stress-strain curves obtained from MD simulations for self-folded graphene 

under uniaxial tension. 
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Fig. S3 Local observation of the atomistic model of MD simulation after equilibrium. 

 

 

 

Fig. S4 Effects of temperature on the agreement between the theoretical model and MD 

simulations. The (a) Young’s modulus and (b) strength with different temperature as 1 K, 

150 K and 300 K. 

 

 

 

Fig. S5 Comparison of stress-strain curves for simulations under 1 K and 300 K. 

 

 



 

Fig. S6 Effects of strain rate on the agreement between the theoretical model and MD 

simulations. The (a) Young’s modulus and (b) strength with different strain rates as 1×10-4 

ps-1, 5×10-5 ps-1 and 2×10-5 ps-1. 

 

 

 

 

Table. S1 Original results of Young’s modulus obtained from MD simulations. 

 

 

 

Table. S2 Original results of tensile strength obtained from MD simulations. 

 


