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Table 1: 2 x 2 MoSes-WSe,

Atom X Y 7
Mo 0.00000 1.91869 7.10596
Mo -1.66163 4.79673 7.10596
Mo 3.32327 1.91869  7.10596
Mo 1.66163 4.79673  7.10596
W 1.66163  0.95935  0.00000
W 0.00000 3.83738  0.00000
W 4.98491  0.95935  0.00000
W 3.32327 3.83738  0.00000
Se 0.00000 1.91869 1.68443
Se -1.66163 4.79673  1.68443
Se 3.32327 1.91869 1.68443
Se 1.66163 4.79673  1.68443
Se 1.66163 0.95935  5.42989
Se 0.00000 3.83738  5.42989
Se 4.98491  0.95935  5.42989
Se 3.32327 3.83738  5.42989
Se 1.66163 0.95935 8.78170
Se 0.00000 3.83738  8.78170
Se 4.98491  0.95935 8.78170
Se 3.32327 3.83738  8.78170
Se -1.66163 0.95935  5.42989
Se -1.66163 0.95935  &8.78170
Se -3.32327 3.83738  5.42989
Se -3.32327 3.83738  &8.78170
Se -1.66163 6.71542  5.42989
Se -1.66163 6.71542  8.78170
Se 1.66163 6.71542 5.42989
Se 1.66163 6.71542  &8.78170
Se 1.66163 -0.95935 -1.68443
Se 1.66163 -0.95935 1.68443

Atom X Y V4
Se 0.00000 1.91869 -1.68443
Se 3.32327 1.91869 -1.68443
Se -1.66163 4.79673 -1.68443
Se 1.66163  4.79673 -1.68443
Se 4.98491 -0.95935 -1.68443
Se 4.98491 -0.95935 1.68443
Se 6.64654 1.91869 -1.68443
Se 6.64654 1.91869 1.68443
Se 4.98491  4.79673 -1.68443
Se 4.98491 4.79673  1.68443
H -3.07009 4.52731 1.21139
H 4.35981 -0.21659 4.71819
H 5.45321 -0.39541 8.30690
H -1.03654 -0.21659 4.71819
H -2.12994 -0.39541 8.30690
H -4.02911 4.96670 4.71819
H -4.73068 4.10920 8.30690
H -2.99258 6.76204 4.71819
H -2.60074  7.79836  8.30690
H 0.33069 6.76204 4.71819
H 0.72253  7.79836  8.30690
H 2.99204 -1.00327 -2.39731
H 2.59918 -2.04440 1.21139
H -2.36488 3.66653 -2.39731
H 6.31531 -1.00327 -2.39731
H 5.92245 -2.04440 1.21139
H 7.34978  0.78849 -2.39731
H 8.05500 1.64928 1.21139
H 5.68815 3.66653 -2.39731
H 6.39336 4.52731 1.21139




Table 2: 3 x 3 MoSes-WSe,

Atom X Y 7
Mo 0.00000 T1.9I869 54.32685
Mo  -1.66163 4.79673 54.32685
Mo  -3.32327 7.67476 54.32685
Mo 3.32327 1.91869 54.32685
Mo 1.66163 4.79673 54.32685
Mo 0.00000 7.67476 54.32685
Mo 6.64654 1.91869 54.32685
Mo 4.98491 4.79673 54.32685
Mo 3.32327 7.67476 54.32685
\WY 1.66163 0.95935 61.43281
\W 0.00000 3.83738 61.43281
W -1.66163 6.71542 61.43281
\W 4.98491 0.95935 61.43281
\WY 3.32327 3.83738 61.43281
\W 1.66163 6.71542 61.43281
W 8.30818 0.95935 61.43281
\WY 6.64654 3.83738 61.43281
W 498491 6.71542 61.43281
Se 0.00000 1.91869 59.74838
Se -1.66163 4.79673 59.74838
Se -3.32327 7.67476 59.74838
Se 3.32327 1.91869 59.74838
Se 1.66163 4.79673 59.74838
Se 0.00000 7.67476 59.74838
Se 6.64654 1.91869 59.74838
Se 4.98491 4.79673 59.74838
Se 3.32327 7.67476 59.74838
Se 1.66163 0.95935 56.00292
Se 0.00000 3.83738 56.00292
Se -1.66163 6.71542 56.00292
Se 4.98491 0.95935 56.00292
Se 3.32327 3.83738 56.00292
Se 1.66163 6.71542 56.00292
Se 8.30818 0.95935 56.00292
Se 6.64654 3.83738 56.00292
Se 4.98491 6.71542 56.00292
Se 1.66163 0.95935 52.65111
Se 0.00000 3.83738 52.65111
Se -1.66163 6.71542 52.65111
Se 4.98491 0.95935 52.65111
Se 3.32327 3.83738 52.65111
Se 1.66163 6.71542 52.65111
Se 8.30818 0.95935 52.65111
Se 6.64654 3.83738 52.65111
Se 4.98491 6.71542 52.65111
Se -1.66163 0.95935 52.65111
Se -1.66163 0.95935 56.00292
Se -3.32327 3.83738 52.65111
Se -3.32327 3.83738 56.00292
Se -4.98491 6.71542 52.65111
Se -4.98491 6.71542 56.00292
Se -3.32327 9.59346 52.65111
Se -3.32327 9.59346 56.00292

Atom X Y 7
Se 0.00000 9.59346 52.65111
Se 0.00000 9.59346  56.00292
Se 3.32327 9.59346 52.65111
Se 3.32327 9.59346  56.00292
Se 1.66163 -0.95935 59.74838
Se 1.66163 -0.95935 63.11724
Se 0.00000 1.91869 63.11724
Se 3.32327 1.91869 63.11724
Se -1.66163  4.79673 63.11724
Se 1.66163 4.79673 63.11724
Se -3.32327  7.67476 63.11724
Se 0.00000 7.67476 63.11724
Se 4.98491  -0.95935 59.74838
Se 4.98491 -0.95935 63.11724
Se 6.64654 1.91869 63.11724
Se 4.98491 4.79673 63.11724
Se 3.32327 7.67476 63.11724
Se 8.30818 -0.95935 59.74838
Se 8.30818 -0.95935 63.11724
Se 9.96981 1.91869 59.74838
Se 9.96981 1.91869 63.11724
Se 8.30818 4.79673  59.74838
Se 8.30818 4.79673 63.11724
Se 6.64654 7.67476  59.74838
Se 6.64654 7.67476 63.11724
H -4.02651  6.54457  59.03550
H 8.77658 -0.39540 55.52819
H 7.68302 -0.21643 51.93918
H -1.17892  1.23804 51.24775
H -3.06908 1.23107 55.52819
H -2.84056  4.11608 51.24775
H -4.73072  4.10910 55.52819
H -4.50219 6.99411 51.24775
H -5.45331 5.36067 55.52819
H -1.99245  9.63994 51.93918
H -2.38423 10.67648 55.52819
H 0.00000 9.03607 51.24775
H 0.93904 10.67648 55.52819
H 3.32327 9.03607 51.24775
H 2.38423 10.67648 55.52819
H 1.66163 -0.39836 58.34646
H 2.59918 -2.04440 62.64420
H -4.73173  7.40535 62.64420
H 4.98491 -0.39836 58.34646
H 5.92245  -2.04440 62.64420
H 9.63858  -1.00327 59.03550
H 9.24572  -2.04440 62.64420
H 10.67305 0.78849  59.03550
H 11.37827 1.64928 62.64420
H 7.82235 4.51623 58.34646
H 7.82235 4.51623 64.51916
H 6.16071 7.39427  58.34646
H 7.11745 9.02923 62.64420




Table 3: 2 x 2 MOSQ—WSQ

Atom X Y 7
W 1.59000 0.91799  3.12500
W 0.00000 3.67195  3.12500
\W 4.77000 0.91799  3.12500
W 3.18000 3.67195  3.12500
S 0.00000 1.83597 4.68750
S -1.59000 4.58993  4.68750
S 3.18000 1.83597  4.68750
S 1.59000 4.58993  4.68750
S 0.00000 1.83597  1.56250
S -1.59000 4.58993  1.56250
S 3.18000 1.83597  1.56250
S 1.59000 4.58993  1.56250
S 1.59000 -0.91799 1.56250
S 1.59000 -0.91799 4.68750
S 4.77000 -0.91799 1.56250
S 4.77000 -0.91799 4.68750
S 6.36000 1.83597  1.56250
S 6.36000 1.83597  4.68750
S 4.77000 4.58993  1.56250
S 4.77000 4.58993  4.68750
S 1.58030 6.38762 11.44518%
S 1.58030 6.38762  8.43288
Mo 1.58030 4.56262  9.93898
S 3.16080 3.65012 11.44518
S -1.58070 6.38762 11.44518
S -1.58070 6.38762  8.43288
S 3.16080 3.65012  8.43288
Mo 3.16080 1.82512  9.93898
Mo  -1.58070 4.56262  9.93898
S 4.74130 0.91262  8.43288%

Atom X Y V4
S -0.00020 3.65012 11.44518
S 4.74130 0.91262 11.44518
S -0.00020 3.65012  8.43288
Mo  -0.00020 1.82512  9.93898
S 1.58030 0.91262 11.44518
S -3.16120 3.65012  8.4328%
S -3.16120 3.65012 11.44518
S 1.58030 0.91262  8.43288
S -1.58070 0.91262 11.44518
S -1.58070 0.91262  8.43288
H -2.85281 4.33418  4.25218
H -2.23721  3.57691  0.92648
H 0.38910 -0.97198  0.92648
H 0.73710 -1.88374 4.25218
H 3.56910 -0.97198  0.92648
H 3.91710 -1.88374 4.25218
H 5.93929 1.59307 0.29222
H 6.76992  3.05747  4.25219
H 4.34929  4.34703  0.29222
H 6.03281 4.33418  4.25218
H 0.71885  7.34179 11.00125
H 1.58030 5.92112  7.15539
H -0.71925 7.34179 11.00125
H -0.37719 6.45572  7.80318
H 4.19852 -0.16370 7.80318
H 5.13691 -0.31050 11.00124
H -2.75720 3.88337  7.15539
H -1.17670 1.14587  7.15539
H -3.55681 2.42700 11.00124
H -2.83775 1.18157 11.00124




Table 4: 3 x 3 M0Sy-WSs

Atom X Y 7
W 1.59000 0.91799  3.12500
W 0.00000 3.67195  3.12500
W -1.59000 6.42591  3.12500
W 4.77000 0.91799  3.12500
W 3.18000 3.67195  3.12500
W 1.59000 6.42591  3.12500
W 7.95000 0.91799  3.12500
W 6.36000 3.67195  3.12500
W 477000 6.42591  3.12500
S 0.00000 1.83597  4.68750
S -1.59000 4.58993  4.68750
S -3.18000 7.34390  4.68750
S 3.18000 1.83597  4.68750
S 1.59000 4.58993  4.68750
S 0.00000  7.34390 4.68750
S 6.36000 1.83597  4.68750
S 4.77000 4.58993  4.68750
S 3.18000 7.34390 4.68750
S 0.00000 1.83597  1.56250
S -1.59000 4.58993  1.56250
S -3.18000 7.34390  1.56250
S 3.18000 1.83597  1.56250
S 1.59000 4.58993  1.56250
S 0.00000 7.34390 1.56250
S 6.36000 1.83597  1.56250
S 4.77000 4.58993  1.56250
S 3.18000 7.34390  1.56250
S 1.59000 -0.91799 1.56250
S 1.59000 -0.91799 4.68750
S 4.77000 -0.91799 1.56250
S 4.77000 -0.91799 4.68750
S 7.95000 -0.91799 1.56250
S 7.95000 -0.91799 4.68750
S 9.54000 1.83597  1.56250
S 9.54000 1.83597  4.68750
S 7.95000 4.58993  1.56250
S 7.95000 4.58993  4.68750
S 6.36000 7.34390 1.56250
S 6.36000 7.34390 4.68750
S 3.14712  9.13301 11.44493
S 3.14712  9.13301  8.43263
Mo 3.14712  7.30801  9.93873
S 4.72762 6.39551  R8.43263
S 4.72762 6.39551 11.44493
S -0.01388 9.13301  11.44493
S -0.01388 9.13301  8.43263
Mo  -0.01388 7.30801  9.93873
Mo 4.72762  4.57051  9.93873
S 6.30812  3.65801  8.43263
S -3.17488  9.13301  8.43263
S -3.17488 9.13301  11.44493
S 6.30812  3.65801 11.44493
S 1.56662 6.39551  8.43263

Atom X Y 7
S 1.56662 6.39551 11.44493
Mo -3.17488  7.30801 9.93873
Mo 1.56662 4.57051 9.93873
Mo 6.30812 1.83301 9.93873
S 3.14712 3.65801 8.43263
S -1.59438  6.39551  11.44493
S -1.59438  6.39551 8.43263
S 7.88862 0.92051 8.43263
S 7.88862 0.92051 11.44493
S 3.14712 3.65801 11.44493
Mo 3.14712 1.83301 9.93873
Mo -1.59438  4.57051 9.93873
S -4.75538  6.39551  11.44493
S -0.01388  3.65801 11.44493
S -4.75538  6.39551 8.43263
S 4.72762 0.92051 11.44493
S -0.01388  3.65801 8.43263
S 4.72762 0.92051 8.43263
Mo -0.01388  1.83301 9.93873
S -3.17488  3.65801  11.44493
S -3.17488  3.65801 8.43263
S 1.56662 0.92051 8.43263
S 1.56662 0.92051 11.44493
S -1.59438 0.92051  11.44493
S -1.59438  0.92051 8.43263
H -4.44281  7.08815 4.25218
H -3.82721  6.33089 0.92648
H 0.38910 -0.97198  0.92648
H 0.73710 -1.88374  4.25218
H 3.56910 -0.97198  0.92648
H 3.91710 -1.88374  4.25218
H 6.74910 -0.97198  0.92648
H 7.09710 -1.88374  4.25218
H 9.11929 1.59307  0.29222
H 10.80281 1.58022 4.25218
H 7.52929  4.34703 0.29222
H 8.35992 5.81143 4.25219
H 5.93929 7.10100 0.29222
H 7.62281 7.08815 4.25218
H 4.00857 10.08718 11.00100
H 3.14712 8.66651 7.15514
H -0.87533 10.08718 11.00100
H -1.21739  9.20111 7.80293
H -4.37839  9.20111 7.80293
H -4.03633 10.08718 11.00100
H 7.34584  -0.15581  7.80293
H 8.28423  -0.30261 11.00099
H -6.01243 6.66446 11.00099
H -5.41611  7.40373 7.80293
H -3.57049  2.43489  11.00099
H -2.77088  3.89126 7.15514
H -2.85143 1.18946  11.00099
H -1.19038 1.15376 7.15514




Table 5: 2 x 2 MOSGQ-WSQ

Atom X Y 7
Mo 0.00000 1.89833  3.23000
Mo  -1.64400 4.74582  3.23000
Mo 3.28800 1.89833  3.23000
Mo 1.64400 4.74582  3.23000
Se 1.64400 0.94916  4.89668
Se 0.00000 3.79665  4.89668
Se 4.93200 0.94916  4.89668
Se 3.28800 3.79665  4.89668
Se 1.64400 0.94916 1.56332
Se 0.00000 3.79665  1.56332
Se 4.93200 0.94916  1.56332
Se 3.28800 3.79665  1.56332
Se -1.64400 0.94916 1.56332
Se -1.64400 0.94916  4.89668
Se -3.28800 3.79665  1.56332
Se -3.28800 3.79665  4.89668
Se -1.64400 6.64415 1.56332
Se -1.64400 6.64415  4.89668
Se 1.64400 6.64415 1.56332
Se 1.64400 6.64415  4.89668

S 1.70467 -0.84065 &.64082
S 1.70467 -0.84065 11.76582
W 1.70467 0.99535 10.20332
S 0.11467 1.91335 11.76582
S 0.11467 1.91335  8.64082
S 4.88467 -0.84065 8.64082
S 4.88467 -0.84065 11.76582
A\ 0.11467  3.74925 10.20332
\W 4.88467 0.99535 10.20332
S 3.29467 1.91335  8.64082

Atom X Y V4
S -1.47533 4.66725 11.76582
S -1.47533 4.66725  8.64082
S 3.29467 1.91335 11.76582
W 3.29467  3.74925 10.20332
S 6.47467 1.91335 11.76582
S 6.47467 1.91335  8.64082
S 1.70467 4.66725  8.64082
S 1.70467 4.66725 11.76582
S 4.88467 4.66725  8.64082
S 4.88467 4.66725 11.76582
H 5.40295 -0.40530 4.42367
H 4.30481 -0.22493 0.85042
H -1.15812 1.22968 0.16142
H -2.11495 -0.40530 4.42367
H -2.80212 4.07718 0.16142
H -3.75895  2.44219  4.42367
H -0.31361 6.68803  0.85042
H -0.70648  7.72923  4.42367
H 1.64400 6.08311 0.16142
H 0.70648  7.72923  4.42367
H 0.50377 -0.89465 8.004%0
H 0.85178 -1.80640 11.33049
H 3.68377 -0.89465 8.004%0
H 4.03178 -1.80640 11.33049
H -1.88525 5.88875 11.33049
H -0.92162 5.73424  8.00478
H 7.73748  1.65759 11.33051
H 6.05397 1.67045 7.37054
H 4.33096  5.73424  8.00478
H 5.29459  5.88875 11.33049




Table 6: 3 x 3 MoSey-WS,

Atom X Y 7

Mo 0.00000 1.89833 4.07000
Mo  -1.64400 4.74582 4.07000
Mo  -3.28800 7.59331 4.07000
Mo 3.28800 1.89833 4.07000
Mo 1.64400 4.74582  4.07000
Mo 0.00000 7.59331 4.07000
Mo 6.57600 1.89833 4.07000
Mo 4.93200 4.74582  4.07000
Mo 3.28800 7.59331 4.07000
Se 1.64400 0.94916 5.73668
Se 0.00000 3.79665 5.73668
Se -1.64400 6.64415 5.73668
Se 4.93200 0.94916 5.73668
Se 3.28800 3.79665 5.73668
Se 1.64400 6.64415 5.73668
Se 8.22000 0.94916 5.73668
Se 6.57600 3.79665 5.73668
Se 4.93200 6.64415 5.73668
Se 1.64400 0.94916 2.40332
Se 0.00000 3.79665 2.40332
Se -1.64400 6.64415 2.40332
Se 4.93200 0.94916  2.40332
Se 3.28800 3.79665  2.40332
Se 1.64400 6.64415 2.40332
Se 8.22000 0.94916 2.40332
Se 6.57600 3.79665 2.40332
Se 4.93200 6.64415 2.40332
Se -1.64400 0.94916 2.40332
Se -1.64400 0.94916 5.73668
Se -3.28800 3.79665  2.40332
Se -3.28800 3.79665 5.73668
Se -4.93200 6.64415 2.40332
Se -4.93200 6.64415 5.73668
Se -3.28800 9.49164  2.40332
Se -3.28800 9.49164 5.73668
Se 0.00000 9.49164 2.40332
Se 0.00000 9.49164 5.73668
Se 3.28800 9.49164 2.40332
Se 3.28800 9.49164 5.73668

S 6.38877 7.32729 12.60634

S 6.38877 7.32729 9.48134
AW 479877 6.40929 11.04384

S 3.20877 7.32729 9.48134

S 3.20877 7.32729 12.60634

S 797877 4.57329 9.48134

S 797877 4.57329 12.60634
\W 1.61877 6.40929 11.04384
AW 6.38877 3.65529 11.04384

S 9.56877 1.81939 12.60634

S 9.56877 1.81939 9.48134

S 0.02877 7.32729 12.60634

S 0.02877 7.32729 9.48134

S 4.79877 4.57329 12.60634

Atom X Y 7
S 479877  4.57329 9.48134
W -1.56123 6.40929 11.04384
W 3.20877 3.65529  11.04384
A\ 797877  0.90139 11.04384
S 6.38877 1.81939 9.48134
S -3.15123 7.32729  12.60634
S 6.38877 1.81939 12.60634
S -3.15123  7.32729 9.48134
S 1.61877  4.57329 9.48134
S 1.61877  4.57329 12.60634
AW 4.79877  0.90139 11.04384
W 0.02877 3.65529  11.04384
S 797877 -0.93461 12.60634
S -1.56123  4.57329 9.48134
S 3.20877 1.81939 12.60634
S -1.56123  4.57329 12.60634
S 3.20877 1.81939 9.48134
S 797877 -0.93461 9.48134
W 1.61877  0.90139 11.04384
S 0.02877 1.81939 12.60634
S 0.02877 1.81939 9.48134
S 479877 -0.93461 12.60634
S 479877  -0.93461  9.48134
S 1.61877 -0.93461 9.48134
S 1.61877 -0.93461 12.60634
H 9.62847 1.21854 5.26367
H 8.92320 2.07937 1.69042
H -2.34720  2.07937 1.69042
H -3.05247 1.21854 5.26367
H -3.99120 4.92686 1.69042
H -4.69647  4.06603 5.26367
H -5.63520 7.77436 1.69042
H -6.34047  6.91353 5.26367
H -4.61839  9.53552 1.69042
H -4.22552 10.57672  5.26367
H 1.33039 9.53552 1.69042
H 0.93752 10.57672  5.26367
H 4.61839 9.53552 1.69042
H 4.22552  10.57672  5.26367
H 6.79868 8.54880 12.17102
H 5.96807 7.08439 8.21106
H 8.62598 3.56028 8.84532
H 9.24158 4.31753 12.17103
H 10.83158 1.56363 12.17103
H 10.21598  0.80638 8.84532
H -3.56114  8.54880 12.17102
H -2.73053  7.08439 8.21106
H 8.83166 -1.90036 12.17101
H 9.17967 -0.98861  8.84532
H 3.94588  -1.90036 12.17101
H 4.79877  -0.44883  8.21106
H 1.61877 -0.44883 8.21106
H 247166 -1.90036 12.17101




Table 7: 2 x 2 MoSes-MoSe,

Atom X Y V4
Mo 0.00000 1.89833 3.23000
Mo  -1.64400 4.74582  3.23000
Mo 3.28800 1.89833  3.23000
Mo 1.64400 4.74582  3.23000
Mo 1.64400 0.94916  9.69000
Mo 0.00000 3.79665  9.69000
Mo 4.93200 0.94916  9.69000
Mo 3.28800 3.79665  9.69000
Se 0.00000 1.89833 8.02332
Se -1.64400 4.74582 8.02332
Se 3.28800 1.89833 8.02332
Se 1.64400 4.74582 8.02332
Se 1.64400 0.94916 4.89668
Se 0.00000 3.79665  4.89668
Se 4.93200 0.94916  4.89668
Se 3.28800 3.79665 4.89668
Se 1.64400 0.94916 1.56332
Se 0.00000 3.79665 1.56332
Se 4.93200 0.94916 1.56332
Se 3.28800 3.79665 1.56332
Se 0.00000 1.89833 11.35668
Se -1.64400 4.74582 11.35668
Se 3.28800 1.89833 11.35668
Se 1.64400 4.74582 11.35668
Se -1.64400 0.94916 1.56332
Se -1.64400 0.94916  4.89668
Se -3.28800 3.79665 1.56332
Se -3.28800 3.79665  4.89668
Se -1.64400 6.64415 1.56332
Se -1.64400 6.64415 4.89668

Atom X Y Z
Se 1.64400 6.64415 1.56332
Se 1.64400 6.64415  4.89668
Se 1.64400 -0.94916 8.02332
Se 1.64400 -0.94916 11.35668
Se 4.93200 -0.94916  8.02332
Se 4.93200 -0.94916 11.35668
Se 6.57600  1.89833  8.02332
Se 6.57600  1.89833 11.35668
Se 4.93200 4.74582  8.02332
Se 4.93200 4.74582 11.35668
H -1.15812  4.46530  6.62142
H 5.40295 -0.40530 4.42367
H 4.30481 -0.22493  0.85042
H -3.05247  4.47644 10.88367
H -1.01681 -0.22493  0.85042
H -2.11495 -0.40530  4.42367
H -3.99120 4.92687  0.85042
H -4.69647  4.06603  4.42367
H -2.97439  6.68803  0.85042
H -2.58162  7.72923  4.42367
H 0.31361  6.68803  0.85042
H 0.70648  7.72923  4.42367
H 1.64400 -0.38812 6.62142
H 0.70648 -2.03425 10.88367
H 4.93200 -0.38812  6.62142
H 3.99448  -2.03425 10.88367
H 0.94881  3.07242  7.31042
H 7.04695  3.25279  10.88367
H 4.44612  4.46530  6.62142
H 6.34047 4.47644 10.88367




Table 8: 3 x 3 MoSe,-MoSe,

Atom X Y 7
Mo 0.00000 1.89833 29.07000
Mo  -1.64400 4.74582 29.07000
Mo  -3.28800 7.59331 29.07000
Mo 3.28800 1.89833 29.07000
Mo 1.64400 4.74582 29.07000
Mo 0.00000 7.59331 29.07000
Mo 6.57600 1.89833 29.07000
Mo 4.93200 4.74582 29.07000
Mo 3.28800 7.59331 29.07000
Mo 1.64400 0.94916 35.53000
Mo 0.00000 3.79665 35.53000
Mo  -1.64400 6.64415 35.53000
Mo 4.93200 0.94916 35.53000
Mo 3.28800 3.79665 35.53000
Mo 1.64400 6.64415 35.53000
Mo 8.22000 0.94916 35.53000
Mo 6.57600 3.79665 35.53000
Mo 4.93200 6.64415 35.53000
Se 0.00000 1.89833 33.86332
Se -1.64400 4.74582 33.86332
Se -3.28800 7.59331 33.86332
Se 3.28800 1.89833 33.86332
Se 1.64400 4.74582 33.86332
Se 0.00000 7.59331 33.86332
Se 6.57600 1.89833 33.86332
Se 4.93200 4.74582 33.86332
Se 3.28800 7.59331 33.86332
Se 1.64400 0.94916 30.73668
Se 0.00000 3.79665 30.73668
Se -1.64400 6.64415 30.73668
Se 4.93200 0.94916 30.73668
Se 3.28800 3.79665 30.73668
Se 1.64400 6.64415 30.73668
Se 8.22000 0.94916 30.73668
Se 6.57600 3.79665 30.73668
Se 4.93200 6.64415 30.73668
Se 1.64400 0.94916 27.40332
Se 0.00000 3.79665 27.40332
Se -1.64400 6.64415 27.40332
Se 4.93200 0.94916 27.40332
Se 3.28800 3.79665 27.40332
Se 1.64400 6.64415 27.40332
Se 8.22000 0.94916 27.40332
Se 6.57600 3.79665 27.40332
Se 4.93200 6.64415 27.40332
Se 0.00000 1.89833 37.19668
Se -1.64400 4.74582 37.19668
Se -3.28800 7.59331 37.19668
Se 3.28800 1.89833 37.19668
Se 1.64400 4.74582 37.19668
Se 0.00000 7.59331 37.19668
Se 6.57600 1.89833 37.19668
Se 4.93200 4.74582 37.19668

Atom X Y 7
Se 3.28800 7.59331 37.19668
Se -1.64400 0.94916  27.40332
Se -1.64400 0.94916  30.73668
Se -3.28800  3.79665  27.40332
Se -3.28800  3.79665  30.73668
Se -4.93200 6.64415 27.40332
Se -4.93200 6.64415 30.73668
Se -3.28800  9.49164  27.40332
Se -3.28800 9.49164 30.73668
Se 0.00000 9.49164 27.40332
Se 0.00000 9.49164 30.73668
Se 3.28800 9.49164 27.40332
Se 3.28800 9.49164 30.73668
Se 1.64400 -0.94916 33.86332
Se 1.64400 -0.94916 37.19668
Se 4.93200 -0.94916 33.86332
Se 4.93200 -0.94916 37.19668
Se 8.22000 -0.94916 33.86332
Se 8.22000 -0.94916 37.19668
Se 9.86400 1.89833 33.86332
Se 9.86400 1.89833 37.19668
Se 8.22000 4.74582  33.86332
Se 8.22000 4.74582  37.19668
Se 6.57600 7.59331 33.86332
Se 6.57600 7.59331  37.19668
H -2.80212  7.31279  32.46142
H 9.62847 1.21854  30.26367
H 8.92320 2.07938  26.69042
H -3.75895  8.94777  36.72367
H -1.01681 -0.22493 26.69042
H -2.11495 -0.40530 30.26367
H -3.99120  4.92687  26.69042
H -4.69647  4.06603  30.26367
H -5.63520  7.77436  26.69042
H -6.34047 6.91352  30.26367
H -4.61839  9.53552  26.69042
H -4.22552 10.57672 30.26367
H -1.33039  9.53552  26.69042
H -0.93752 10.57672 30.26367
H 4.61839 9.53552  26.69042
H 4.22552  10.57672 30.26367
H 0.31361  -0.99305 33.15042
H 0.70648 -2.03425 36.72367
H 3.60161  -0.99305 33.15042
H 3.99448  -2.03425 36.72367
H 6.88961 -0.99305 33.15042
H 7.28248  -2.03425 36.72367
H 9.37812 1.61781  32.46142
H 10.33495  3.25279  36.72367
H 8.92320 3.61561  33.15042
H 9.62847  4.47644  36.72367
H 6.09012 7.31279  32.46142
H 7.98447 7.32393  36.72367




Table 9: 2 x 2 WSes-WSe,

Atom X Y 7
W 1.64250 0.94830  3.24600
W 0.00000 3.79319  3.24600
\W 4.92750 0.94830  3.24600
W 3.28500 3.79319  3.24600
\W -0.00000 1.89660  9.73800
W -1.64250 4.74149  9.73800
\W 3.28500 1.89660  9.73800
\W 1.64250 4.74149  9.73800
Se 0.00000 1.89660  1.55808
Se -1.64250 4.74149  1.55808
Se 3.28500 1.89660  1.55808
Se 1.64250 4.74149  1.55808
Se 1.64250 0.94830 11.42592
Se 0.00000 3.79319 11.42592
Se 4.92750 0.94830 11.42592
Se 3.28500  3.79319 11.42592
Se 1.64250 0.94830  8.05008
Se 0.00000 3.79319  8.05008
Se 4.92750 0.94830  8.05008
Se 3.28500 3.79319  8.05008
Se 0.00000 1.89660  4.93392
Se -1.64250 4.74149  4.93392
Se 3.28500 1.89660  4.93392
Se 1.64250 4.74149  4.93392
Se 1.64250 -0.94830 1.55808
Se 1.64250 -0.94830 4.93392
Se 4.92750 -0.94830 1.55808
Se 4.92750 -0.94830 4.93392
Se 6.57000 1.89660  1.55808
Se 6.57000 1.89660  4.93392
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Atom X Y V4
Se 4.92750 4.74149  1.55808
Se 4.92750 4.74149  4.93392
Se -1.64250 0.94830  8.05008
Se -1.64250 0.94830 11.42592
Se -3.28500 3.79319  8.05008
Se -3.28500 3.79319 11.42592
Se -1.64250 6.63809  8.05008
Se -1.64250 6.63809 11.42592
Se 1.64250 6.63809  8.05008
Se 1.64250 6.63809 11.42592
H -1.14846  4.45625  0.15999
H 6.33872  1.21141 10.95759
H 5.62395 2.08092  7.33437
H -3.05372  4.47837  4.46559
H 1.64250 -0.37783 0.15999
H 2.57597 -2.03889  4.46559
H 3.59840 -0.98513 0.84237
H 3.99403 -2.03889  4.46559
H 6.07596 1.61136  0.15999
H 7.04775  3.25030  4.46559
H 4.43346  4.45625  0.15999
H 6.33872  4.47837  4.46559
H -1.00985 -0.22115 7.33437
H -2.12025 -0.40541 10.95759
H -2.79096 4.07843  6.65199
H -3.76275  2.43948 10.95759
H -0.31340 6.67492  7.33437
H -0.70903 7.72868 10.95759
H 2.97160 6.67492  7.33437
H 2.57597  7.72868 10.95759




Table 10: 3 x 3 WSey-WSe,

Atom X Y 7
W 1.64250 0.94830  3.24600
\W 0.00000 3.79319  3.24600
W -1.64250 6.63809  3.24600
\WY 4.92750 0.94830  3.24600
W 3.28500 3.79319  3.24600
\W 1.64250 6.63809  3.24600
W 8.21250 0.94830 3.24600
W 6.57000 3.79319  3.24600
W 4.92750 6.63809  3.24600
\WY -0.00000 1.89660 9.73800
W -1.64250 4.74149  9.73800
W -3.28500 7.58638  9.73800
\W 3.28500 1.89660 9.73800
W 1.64250 4.74149  9.73800
\W -0.00000 7.58638  9.73800
W 6.57000 1.89660 9.73800
\W% 4.92750 4.74149  9.73800
W 3.28500 7.58638  9.73800
Se 0.00000 1.89660 1.55808
Se -1.64250 4.74149  1.55808
Se -3.28500 7.58638  1.55808
Se 3.28500 1.89660 1.55808
Se 1.64250 4.74149 1.55808
Se 0.00000 7.58638 1.55808
Se 6.57000 1.89660 1.55808
Se 4.92750 4.74149  1.55808
Se 3.28500 7.58638  1.55808
Se 1.64250 0.94830 11.42592
Se 0.00000 3.79319 11.42592
Se -1.64250 6.63809 11.42592
Se 4.92750 0.94830 11.42592
Se 3.28500 3.79319 11.42592
Se 1.64250 6.63809 11.42592
Se 8.21250 0.94830 11.42592
Se 6.57000 3.79319 11.42592
Se 4.92750 6.63809 11.42592
Se 1.64250 0.94830  8.05008
Se 0.00000 3.79319  8.05008
Se -1.64250 6.63809  8.05008
Se 4.92750 0.94830 8.05008
Se 3.28500 3.79319  8.05008
Se 1.64250 6.63809  8.05008
Se 8.21250 0.94830 8.05008
Se 6.57000 3.79319  8.05008
Se 4.92750 6.63809  8.05008
Se 0.00000 1.89660 4.93392
Se -1.64250 4.74149 4.93392
Se -3.28500 7.58638 4.93392
Se 3.28500 1.89660 4.93392
Se 1.64250 4.74149 4.93392
Se 0.00000 7.58638  4.93392
Se 6.57000 1.89660 4.93392
Se 4.92750 4.74149 4.93392
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Atom X Y 7
Se 3.28500 7.58638  4.93392
Se 1.64250 -0.94830  1.55808
Se 1.64250 -0.94830 4.93392
Se 4.92750 -0.94830 1.55808
Se 4.92750 -0.94830 4.93392
Se 8.21250 -0.94830  1.55808
Se 8.21250 -0.94830 4.93392
Se 9.85500 1.89660 1.55808
Se 9.85500 1.89660  4.93392
Se 8.21250 4.74149 1.55808
Se 8.21250 4.74149  4.93392
Se 6.57000 7.58638 1.55808
Se 6.57000 7.58638  4.93392
Se -1.64250  0.94830 8.05008
Se -1.64250 0.94830 11.42592
Se -3.28500  3.79319 8.05008
Se -3.28500  3.79319  11.42592
Se -4.92750  6.63809 8.05008
Se -4.92750  6.63809 11.42592
Se -3.28500  9.48298 8.05008
Se -3.28500 9.48298 11.42592
Se 0.00000 9.48298 8.05008
Se 0.00000 9.48298  11.42592
Se 3.28500 9.48298 8.05008
Se 3.28500 9.48298  11.42592
H -2.65235  8.75583 0.84237
H 8.69025 -0.40541 10.95759
H 7.71846 1.23353 6.65199
H -3.76275  8.94009  4.46559
H 1.64250 -0.37783  0.15999
H 2.57597 -2.03889  4.46559
H 4.92750 -0.37783  0.15999
H 3.99403 -2.03889  4.46559
H 6.88340 -0.98513  0.84237
H 7.27903 -2.03889  4.46559
H 9.36096 1.61136 0.15999
H 10.33275 3.25030  4.46559
H 7.71846 4.45625 0.15999
H 9.62372 4.47837  4.46559
H 7.26645 6.45376 0.84237
H 7.98122 7.32327  4.46559
H -1.14846  1.23353 6.65199
H -3.05372  1.21141 10.95759
H -2.79096  4.07843 6.65199
H -2.79096  4.07843 12.82401
H -4.43346  6.92332 6.65199
H -6.33872  6.90120 10.95759
H -1.95590 9.51981 7.33437
H -2.35153 10.57357 10.95759
H 1.32910 9.51981 7.33437
H 0.93347 10.57357 10.95759
H 3.28500 8.91251 6.65199
H 2.35153 10.57357 10.95759




Table 11: 2 x 2 MoS,-MoS,

Atom X Y V4
Mo 0.00000 1.82500 3.07375
Mo  -1.58050 4.56251 3.07375
Mo 3.16100 1.82500 3.07375
Mo 1.58050 4.56251 3.07375
Mo 1.58050 0.91250 9.22125
Mo 0.00000 3.65001 9.22125
Mo 4.74150 0.91250 9.22125
Mo 3.16100 3.65001 9.22125

S 0.00000 1.82500 7.71511
S -1.58050 4.56251  7.71511
S 3.16100 1.82500 7.71511
S 1.58050 4.56251 7.71511
S 1.58050 0.91250 4.57989
S 0.00000 3.65001 4.57989
S 4.74150 0.91250 4.57989
S 3.16100 3.65001 4.57989
S 1.58050 0.91250 1.56761
S 0.00000 3.65001 1.56761
S 4.74150 0.91250 1.56761
S 3.16100 3.65001 1.56761
S 0.00000 1.82500 10.72739
S -1.58050 4.56251 10.72739
S 3.16100 1.82500 10.72739
S 1.58050 4.56251 10.72739
S -1.58050 0.91250 1.56761
S -1.58050 0.91250 4.57989
S -3.16100 3.65001 1.56761
S -3.16100 3.65001 4.57989
S -1.58050 6.38751 1.56761
S -1.58050 6.38751 4.57989
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Atom X Y Z
S 1.58050 6.38751  1.56761
S 1.58050  6.38751  4.57989
S 1.58050 -0.91250 7.71511
S 1.58050 -0.91250 10.72739
S 4.74150 -0.91250 7.71511
S 4.74150 -0.91250 10.72739
S 6.32200  1.82500  7.71511
S 6.32200  1.82500 10.72739
S 4.74150  4.56251  7.71511
S 4.74150  4.56251 10.72739
H -1.17649  4.32926  6.43763
H 5.13709 -0.31062  4.13594
H 4.19873 -0.16384  0.93794
H -2.83755 4.29354  10.28344
H -1.03773 -0.16384  0.93794
H -1.97609 -0.31062  4.13594
H -3.82176  4.65823  0.93794
H -4.41805 3.91898  4.13594
H -2.78403  6.45563  0.93794
H -2.44196  7.34167 < 4.13594
H 0.37697  6.45563  0.93794
H 0.71904  7.34167  4.13594
H 1.58050 -0.44599  6.43763
H 0.71904 -1.86665 10.28344
H 4.74150 -0.44599 6.43763
H 5.60296 -1.86665 10.28344
H 9.77923  2.90135  7.08544
H 6.71759  3.04812 10.28344
H 4.33749  4.32926  6.43763
H 5.99855  4.29354 10.28344




Table 12: 3 x 3 MoSs-MoS,

Y

Z

Mo

NUNUNNUNNUNNNNNUNNUNNUNNNUNNUNNUNNUNNNUNNTUNNTTNTUTLR

1.82500
4.56251
7.30002
1.82500
4.56251
7.30002
1.82500
4.56251
7.30002
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
1.82500
4.56251
7.30002
1.82500
4.56251
7.30002
1.82500
4.56251
7.30002
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
0.91250
3.65001
6.38751
1.82500
4.56251
7.30002
1.82500
4.56251
7.30002
1.82500
4.56251

27.66375
27.66375
27.66375
27.66375
27.66375
27.66375
27.66375
27.66375
27.66375
33.81125
33.81125
33.81125
33.81125
33.81125
33.81125
33.81125
33.81125
33.81125
32.30511
32.30511
32.30511
32.30511
32.30511
32.30511
32.30511
32.30511
32.30511
29.16989
29.16989
29.16989
29.16989
29.16989
29.16989
29.16989
29.16989
29.16989
26.15761
26.15761
26.15761
26.15761
26.15761
26.15761
26.15761
26.15761
26.15761
35.31739
35.31739
35.31739
35.31739
35.31739
35.31739
35.31739
35.31739
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Atom X Y 7
S 3.16100 7.30002 35.31739
S -1.58050 0.91250 26.15761
S -1.58050 0.91250 29.16989
S -3.16100 3.65001 26.15761
S -3.16100  3.65001  29.16989
S -4.74150 6.38751  26.15761
S -4.74150 6.38751  29.16989
S -3.16100  9.12502 26.15761
S -3.16100  9.12502 29.16989
S 0.00000 9.12502 26.15761
S 0.00000 9.12502  29.16989
S 3.16100 9.12502 26.15761
S 3.16100 9.12502  29.16989
S 1.58050 -0.91250 32.30511
S 1.58050 -0.91250 35.31739
S 4.74150 -0.91250 32.30511
S 4.74150 -0.91250 35.31739
S 7.90250 -0.91250 32.30511
S 7.90250 -0.91250 35.31739
S 9.48300 1.82500 32.30511
S 9.48300 1.82500 35.31739
S 7.90250 4.56251 32.30511
S 7.90250 4.56251  35.31739
S 6.32200 7.30002 32.30511
S 6.32200 7.30002 35.31739
H -2.75699  7.06676 31.02763
H 9.15955 1.18147  28.72594
H 8.56326 1.92073  25.52794
H -3.55659  8.52314 34.87344
H -1.03773 -0.16384 25.52794
H -1.97609 -0.31062 28.72594
H -2.61823  2.57366  25.52794
H -3.55659  2.42689 28.72594
H -5.40226  7.39574  25.52794
H -5.99855  6.65648 28.72594
H -4.36453 9.19314 25.52794
H -4.02246 10.07917 28.72594
H -1.20353 9.19314 25.52794
H -0.86146 10.07917 28.72594
H 4.36453 9.19314 25.52794
H 4.02246  10.07917 28.72594
H 0.37697 -0.98062 31.67544
H 0.71904 -1.86665 34.87344
H 5.94503 -0.98062 31.67544
H 5.60296 -1.86665 34.87344
H 9.10603 -0.98062 31.67544
H 8.76396 -1.86665 34.87344
H 10.14376 0.81678 31.67544
H 10.74005 1.55604 34.87344
H 8.56326 3.55429  31.67544
H 9.15955 4.29354 34.87344
H 5.91799 7.06676 31.02763
H 6.71759 8.52314  34.87344




Table 13: 2 x 2 WSQ—WSQ

Atom X Y 7
W 1.59000 0.91799  3.12500
W 0.00000 3.67195  3.12500
\W 4.77000 0.91799  3.12500
W 3.18000 3.67195  3.12500
\W -0.00000 1.83597  9.37500
W -1.59000 4.58993  9.37500
\W 3.18000 1.83597  9.37500
AW 1.59000 4.58993  9.37500
S 0.00000 1.83597 4.68750
S -1.59000 4.58993  4.68750
S 3.18000 1.83597  4.68750
S 1.59000 4.58993  4.68750
S 1.59000 0.91799  7.81250
S 0.00000 3.67195  7.81250
S 4.77000 091799  7.81250
S 3.18000 3.67195  7.81250
S 1.59000 0.91799 10.93750
S 0.00000 3.67195 10.93750
S 4.77000 0.91799 10.93750
S 3.18000 3.67195 10.93750
S 0.00000 1.83597 1.56250
S -1.59000 4.58993  1.56250
S 3.18000 1.83597  1.56250
S 1.59000 4.58993  1.56250
S 1.59000 -0.91799 1.56250
S 1.59000 -0.91799 4.68750
S 4.77000 -0.91799 1.56250
S 4.77000 -0.91799 4.68750
S 6.36000 1.83597  1.56250
S 6.36000 1.83597 4.68750
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Atom X Y Z
S 4.77000  4.58993  1.56250
S 4.77000 4.58993  4.68750
S -1.59000 0.91799  7.81250
S -1.59000 0.91799 10.93750
S -3.18000  3.67195  7.81250
S -3.18000 3.67195 10.93750
S -1.59000 6.42591  7.81250
S -1.59000  6.42591  10.93750
S 1.59000 6.42591  7.81250
S 1.59000  6.42591 10.93750
H -2.85281 4.33418  4.25218
H 4.21631 -0.14902  7.17648
H 5.17992  -0.30352 10.50218
H -1.16929  4.34704  0.29222
H 1.59000 -0.43219 0.29222
H 0.73711 -1.88374 4.25218
H 3.56910 -0.97198  0.92648
H 3.91711  -1.88374  4.25218
H 5.93929  1.59308  0.29222
H 6.76992  3.05748  4.25218
H 4.34929  4.34704  0.29222
H 5.17992  5.81144  4.25218
H -1.16929 1.16088  6.54222
H -2.85281 1.17374 10.50218
H -2.62631 2.60494  7.17648
H -3.58992  2.45045 10.50218
H -1.59000 5.94012  6.54222
H -2.44289  7.39166 10.50218
H 1.59000  5.94012  6.54222
H 0.73711  7.39166  10.50218




Table 14: 3 x 3 WSy5-WS,

=
g
=

X

Y

Z

NURNNNNNNNRNNNNNNNRNNNNNNNRNNNNNNNNNNSSSS IS ID I === =

1.59000
0.00000
-1.59000
4.77000
3.18000
1.59000
7.95000
6.36000
4.77000
-0.00000
-1.59000
-3.18000
3.18000
1.59000
-0.00000
6.36000
4.77000
3.18000
0.00000
-1.59000
-3.18000
3.18000
1.59000
0.00000
6.36000
4.77000
3.18000
1.59000
0.00000
-1.59000
4.77000
3.18000
1.59000
7.95000
6.36000
4.77000
1.59000
0.00000
-1.59000
4.77000
3.18000
1.59000
7.95000
6.36000
4.77000
0.00000
-1.59000
-3.18000
3.18000
1.59000
0.00000
6.36000
4.77000

0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
0.91799
3.67195
6.42591
1.83597
4.58993
7.34390
1.83597
4.58993
7.34390
1.83597
4.58993

28.12500
28.12500
28.12500
28.12500
28.12500
28.12500
28.12500
28.12500
28.12500
34.37500
34.37500
34.37500
34.37500
34.37500
34.37500
34.37500
34.37500
34.37500
29.68750
29.68750
29.68750
29.68750
29.68750
29.68750
29.68750
29.68750
29.68750
32.81250
32.81250
32.81250
32.81250
32.81250
32.81250
32.81250
32.81250
32.81250
35.93750
35.93750
35.93750
35.93750
35.93750
35.93750
35.93750
35.93750
35.93750
26.56250
26.56250
26.56250
26.56250
26.56250
26.56250
26.56250
26.56250

15

Atom X Y 7
S 3.18000 7.34390 26.56250
S 1.59000 -0.91799 26.56250
S 1.59000 -0.91799 29.68750
S 4.77000 -0.91799 26.56250
S 4.77000 -0.91799 29.68750
S 7.95000 -0.91799 26.56250
S 7.95000 -0.91799 29.68750
S 9.54000 1.83597 26.56250
S 9.54000 1.83597  29.68750
S 7.95000 4.58993  26.56250
S 7.95000 4.58993  29.68750
S 6.36000 7.34390 26.56250
S 6.36000  7.34390 29.68750
S -1.59000 0.91799 32.81250
S -1.59000 0.91799  35.93750
S -3.18000 3.67195 32.81250
S -3.18000 3.67195  35.93750
S -4.77000 6.42591 32.81250
S -4.77000 6.42591  35.93750
S -3.18000 9.17987  32.81250
S -3.18000 9.17987  35.93750
S 0.00000 9.17987 32.81250
S 0.00000 9.17987 35.93750
S 3.18000 9.17987 32.81250
S 3.18000 9.17987  35.93750
H -3.58992  8.56540 29.25218
H 8.59721 1.93100 32.17648
H 9.21281 1.17374  35.50218
H -2.75929  7.10100 25.29222
H 0.38910 -0.97198 25.92648
H 0.73711 -1.88374 29.25218
H 4.77000 -0.43219 25.29222
H 5.62289 -1.88374 29.25218
H 7.95000 -0.43219 25.29222
H 8.80289 -1.88374 29.25218
H 8.98631  2.90298  25.92648
H 9.94992  3.05748  29.25218
H 7.52929  4.34704  25.29222
H 8.35992  5.81144 29.25218
H 5.93929  7.10100 25.29222
H 7.62281 7.08814 29.25218
H -1.03631 -0.14902 32.17648
H -1.99992 -0.30352 35.50218
H -3.82721  4.68496  32.17648
H -4.44281  3.92770  35.50218
H -5.41721  7.43892  32.17648
H -6.03281 6.68166 35.50218
H -4.38090 9.23386  32.17648
H -4.03289 10.14562 35.50218
H 1.20090 9.23386  32.17648
H 0.85289 10.14562 35.50218
H 3.18000 8.69408 31.54222
H 2.32711 10.14562 35.50218




