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Dissimilarity between the structure of the global minima of
for several AliMgy clusters with the nine lowest energy
iIsomers using the Gupta potential.
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Part i

Comparisons between cc-pVDZ and LANL2DZ/ECP results
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Part Il

Cartesian coordinates for the putative global minimum
for each composition at the MP2/cc-pVDZ level
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Cu 3.47356749 -1.19399023 -0.08656589
Cu -2.65167356 -0.44745702 -0.29078096
Cu -0.61418927 -1.94601429 -0.85698700
Cu -2.34304738 1.82207704 -1.23349202
Cu 0.60514551 0.89833397 1.30819416
Cu 1.34011292 -1.61596286 0.91945904
12
Al -1.63053024 -0.94827944 1.89862835
Al -0.01446132 3.44555640 -0.29067397
Al 2.49902415 -0.90690744 0.55241132
Al -0.58748811 1.91909242 1.81875896
Al -0.85144877 -1.28946590 -2.18496132
Al 0.23204952 -2.39505887 0.24448363
Al 0.17696458 1.58403945 -2.18976188
Cu -2.07812476 -2.07569051 -0.22296779
Cu 1.29189610 -0.55441546 -1.51441753
Cu -0.89099115 0.21615385 -0.18789099
Cu 0.63098937 -0.26504388 1.9494/7171
Cu 1.22212064 1.27001941 0.12691955
12
Al -1.0929578870 -0.3331804679 1.5012980868
Al 2.6291232426 -1.5512271499 -0.3495952177
Al -0.3978748304 -2.5106980717 -2.2556882405
Al 0.3830220824 1.7691382939 2.6098444531
Al 2.3475649446 -0.0666498337 2.1375559920
Al -1.8864004460 -0.5073701423 -1.4888158814
Al -2.9903291477 1.1190869315 0.3186318563
Al -0.1213831380 1.7275884162 -1.5345938660
Cu 0.9481799026 -0.4438275261 -1.9525663241
Cu 0.0940445953 -1.7456934503 -0.0112229039
Cu -0.8531233978 2.1059333147 0.6907277229
Cu 0.9401339095 0.4368997358 0.3344243225

12



Al
Al
Al
Al
Al
Al
Al
Al
Al
Cu
Cu
Cu
12

Al
Al
Al
Al
Al
Al
Al
Al
Al
Al
Cu
Cu
12

Al
Al
Al
Al
Al
Al
Al
Al
Al
Al
Al
Cu
12

Al
Al

0.13036361
-1.37859535
0.75509238
-0.49884087
2.12185836
1.28785706
0.76922232
-0.89774621
-2.34120703
-0.65820122
1.44546688
-0.73526990

2.20932198
0.34425956
-2.38246846
-2.712576857
1.96557379
2.66216564
-1.65129423
1.80632961
-1.60256600
-0.43956321
0.19421153
-0.38020152

2.24537802
-2.29705596
1.06104958
2.19724512
0.23470843
0.31426117
-0.17086944
-2.24535060
-0.25375471
-0.94884604
-0.92921859
0.79245299

-2.47760868
0.41023988

-2.64910293
1.25795734
0.74881369
2.72439456

-1.25884640
1.11061978
0.93064684

-1.13256836
0.85023743
-1.03983414
-1.00753212
-0.53478563

-1.82121277
-1.85269260
-1.74941254
0.46673596
1.95245016
-0.19317047
2.00931787
0.39538094
-0.12669224
-1.04077542
0.43533039
1.52474082

-0.83073509
0.83522904
1.48952210
1.56750405
1.18532658

-2.69477820

-1.29676521

-1.70033288
2.80740666
0.51944005

-1.44856286
-0.43325421

-0.54993868
2.48721480

0.55582952
1.27342272
2.96093273
-1.07868826
1.62726605
0.21469857
-2.65306020
-2.46631384
-1.44848919
2.21648526
-1.02829421
-0.17378893

-0.87652600
1.26309776
0.48051241

-0.90783447

-0.10872941
1.17060113
0.96109134

-2.24816751
2.43111539

-1.43166769

0.63386440
-1.36735725

-1.29069293
1.42967415
-2.16254711
0.33723441
2.43686414
-0.19697559
-2.51150584
-0.29187492
0.27423117
-0.79299903
2.10648489
0.66210639

0.56802613
-0.63934612



Al
Al
Al
Al
Al
Al
Al
Al
Al
Al

1.99583852
-1.99583745
2.47761035
-0.41023827
0.41260475
1.37615466
1.37236643
-1.37615585
-0.41260877
-1.37236547

-1.34245622
1.34245944
0.54993612

-2.48721480
0.54534894

-1.81044030
1.33184671
1.81044161

-0.54534954

-1.33184814

1.39669490
-1.39669788
-0.56801927

0.63934976
-2.50916338
-1.26260304

1.76307285

1.26259983

2.50916100
-1.76307464



