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Forcite Calculation

Setup | Energy | Job Control |
Task:

Qualty:
Restart

[ Restart

Dynamics

IMeciuﬂ

|_ Sppend to current trajectony

Run
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3. FIFFHIZA, 3 xtd XX

A B ‘ c D | E F } G H

Layer Cell Energy of Layer 1 Energy of Layer Layer2 Energy of layer Interaction Interaction

Layer Cell 1 2 Energy Energy per

angstrom*2
1 all 1.493376e+003 Layer1 546.97192502 Layer2 960.99065337 -14.58668405 -0.06482971
2 all 1.474524e+003 @ Layer1 506.10781946 Layer2 991.69540254 -23.27888435 -0.10346171
3 @ all 1.431459e+003 @ Layer1 49403978666 @ Layer2 950.52625517  -13.10684609 -0.05825265
4 @ all 1.459932e+003 @ Layer1 49321798452 Layer2 985.74534578  -19.03083328 -0.08458148
5 ' all 1.480597e+003 Layer1 514.50099268 Layer2 977.77121540  -11.67569590 -0.05189198
6 @ all 1.398772e+003 @ Layer1 479.92404204 @ Layer2 940.48461322 -21.63650930 -0.09616226
- @ all 1.376924e+003 @ Layer1 463.19414458 @ Layer2 930.77015103  -17.04048037 -0.07573547
a all 1.49544%e+003 @ Layer1 501.48692620 Layer2 1.006690e+003  -12.72805929 -0.05656915
9 @ all 1.458945e+003 @ Layer1 506.59624742 @ Layer2 971.47413044  -19.12489405 -0.08499953
10 all 1.474302e+003 Layer1 493.83840505 Layer2 1.001078e+003 -20.61492185 -0.09162187
1 all 1.424449e+003 Layer1 509.19583988 Layer2 93517136318 -19.91817364 -0.08852522
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