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Fig.1 Total energy of Iz molecule and its
dependence on used sample point number N.
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Fig.2 Energy gradients of SiS molecule and its
dependence on Si-S distance R normarized with
experimental bond length.
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Fig.3 Total energy of Iz molecule and its
dependence on used sample point number N
with Back End Method.

Fig.4 Energy gradients of SiS molecule and its
dependence on Si-S distance R with Back End
Method
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