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Table S1: Atomic coordinates for the 18.1 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -1.76766 -3.11134 0.00202

Pt -2.14501 -1.00983 1.37010

Pt -2.53075 1.21081 2.53369

Pt 0.70787 -2.65665 -0.01657

Pt 3.18621 -2.20609 -0.03532

Pt 0.34414 -0.59655 1.42191

Pt -0.05425 1.66146 2.51454

Pt 2.42407 2.11456 2.49751

Pt 2.81904 -0.10400 1.33316

Pt 2.79805 -0.10722 -1.40302

Pt -2.16573 -1.01384 -1.36640

Pt -2.57323 1.32065 0.00157

Pt -2.56814 1.20348 -2.53044

Pt 0.32224 -0.60006 -1.45448

Pt -0.10650 1.85331 -0.01661

Pt 2.39119 2.22647 -0.03503

Pt -0.09176 1.65471 -2.54726

Pt 2.38611 2.10788 -2.56665
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Table S2: Atomic coordinates for the 18.2 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -1.89049 -3.07747 0.00105

Pt -2.13936 -1.23913 1.75711

Pt -2.51678 1.19519 2.48944

Pt 0.61716 -2.77635 -0.01068

Pt 3.10307 -2.37780 -0.02281

Pt 0.31618 -0.73065 1.47274

Pt -0.01677 1.52080 2.56838

Pt 2.46285 1.96171 2.54090

Pt 2.77043 -0.25598 1.34821

Pt 2.75727 -0.24940 -1.38012

Pt -2.15511 -1.23304 -1.74601

Pt -2.39355 0.53184 0.00988

Pt -2.53973 1.20402 -2.46609

Pt 0.30236 -0.72466 -1.48273

Pt -0.05384 1.67685 0.00172

Pt 2.44547 2.13599 -0.00826

Pt -0.04123 1.53132 -2.56576

Pt 2.43747 1.97437 -2.55827
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Table S3: Atomic coordinates for the 18.3 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt 1.24718 0.80398 -0.00468

Pt -0.68111 2.46105 0.07258

Pt 0.60137 -0.13821 2.28902

Pt -0.96963 1.82723 2.49488

Pt 0.01225 -0.92360 4.65392

Pt -1.18903 1.28995 4.94387

Pt 0.40237 3.61397 5.03583

Pt 0.19220 4.46323 2.67269

Pt -0.04639 5.20188 0.27865

Pt 1.88611 3.31657 -0.02024

Pt 1.89772 2.15667 2.31900

Pt 1.51300 1.16676 4.70328

Pt -2.42606 4.30910 0.30918

Pt -2.29798 3.97199 2.80672

Pt -2.13613 3.62049 5.30062

Pt 2.40535 5.83210 0.14189

Pt 2.69405 4.66781 2.40376

Pt 2.89475 3.35903 4.59901
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Table S4: Atomic coordinates for the 19.1 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -2.74171 2.72957 1.06713

Pt -2.74344 1.23626 -0.99076

Pt -2.73859 -0.44083 -2.90068

Pt -0.21698 2.72870 1.06435

Pt 2.29401 2.71891 1.05894

Pt -0.21643 1.27889 -1.02377

Pt -0.21431 -0.44151 -2.89449

Pt 2.29639 -0.44018 -2.87880

Pt 2.26576 1.42743 -1.14098

Pt 2.26736 0.27930 1.80827

Pt -2.74266 0.23652 1.56654

Pt -2.74172 -1.47729 -0.57851

Pt -2.73762 -2.29161 1.83062

Pt -0.21536 0.24785 1.62032

Pt -0.21481 -1.52716 -0.59622

Pt 2.26696 -1.70629 -0.66475

Pt -0.21299 -2.28473 1.83009

Pt 2.29746 -2.27163 1.82286

Pt 4.04867 -0.00219 -0.00018
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Table S5: Atomic coordinates for the 19.2 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt 2.95168 -1.11870 -2.53465

Pt 2.64471 1.12563 -1.36725

Pt 2.34907 3.24289 0.00184

Pt 0.46271 -1.49714 -2.53564

Pt -2.01939 -1.89552 -2.55093

Pt 0.12332 0.79830 -1.45900

Pt -0.16888 2.83869 0.00237

Pt -2.67419 2.45829 0.00294

Pt -2.36386 0.37804 -1.50702

Pt -2.06012 -1.78903 -0.00056

Pt 2.95097 -1.24136 -0.00216

Pt 2.64578 1.12330 1.36709

Pt 2.95368 -1.12290 2.53040

Pt 0.46332 -1.61794 -0.00143

Pt 0.12446 0.79590 1.46017

Pt -2.36273 0.37566 1.50941

Pt 0.46468 -1.50114 2.53283

Pt -2.01746 -1.89938 2.54950

Pt -4.46775 0.54640 0.00209
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Table S6: Atomic coordinates for the 19.3 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -4.01021 0.00474 -0.57760

Pt -2.56019 1.89630 0.28010

Pt -0.87521 3.23426 1.63849

Pt -1.41056 -3.28047 -0.94849

Pt -0.62757 1.22425 -1.21187

Pt -2.05736 -0.67025 -2.06970

Pt -1.19985 0.72387 2.14781

Pt -1.29972 -1.75618 2.89555

Pt 1.72554 -1.03535 -0.81491

Pt 0.11943 -1.85551 -2.60909

Pt -1.91261 -1.12708 0.40173

Pt 0.84035 3.00797 -0.21802

Pt 2.66273 2.43907 -1.87167

Pt 1.23300 0.48600 -2.74788

Pt 1.15345 0.91228 1.16570

Pt 1.28918 -1.13656 2.68086

Pt 3.36861 0.74308 -0.10529

Pt 3.32553 -1.45807 1.19077

Pt 0.23544 -2.35235 0.77349
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Table S7: Atomic coordinates for the 20.1 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -0.87538 -3.25234 -0.29410

Pt -0.62709 -1.53417 1.57019

Pt -0.44405 0.27637 3.41137

Pt 1.15174 -1.47911 -0.68121

Pt 3.11940 -0.51961 -2.11561

Pt 1.73446 -0.59665 2.26282

Pt 0.93459 1.87148 1.92622

Pt 2.19306 3.40424 0.35580

Pt 2.22895 0.83778 -0.16021

Pt 0.70512 0.20979 -2.74216

Pt -2.97915 -1.76009 0.21603

Pt -2.47447 0.34492 1.82003

Pt -4.39897 0.36252 0.14419

Pt -1.29581 -0.87067 -1.41202

Pt -0.85328 1.38696 0.16236

Pt 0.69532 2.52600 -1.51489

Pt -2.72844 1.22056 -1.58017

Pt -1.05768 1.95408 -3.31468

Pt 1.46467 -3.05421 1.39971

Pt 3.50703 -1.32786 0.54634
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Table S8: Atomic coordinates for the 20.2 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -1.90645 -3.17541 -0.26353

Pt -1.93376 -1.17745 1.32689

Pt -2.24623 0.98705 2.61511

Pt 0.54529 -2.59052 0.01152

Pt 3.01647 -2.14251 0.30847

Pt 0.46704 -0.31567 1.27532

Pt 0.14257 1.86162 2.52454

Pt 2.59872 2.50366 2.42320

Pt 2.92958 0.10783 1.58464

Pt 2.68624 -0.12042 -1.23814

Pt -2.26812 -0.99252 -1.54240

Pt -2.53283 1.11236 0.08859

Pt -2.64153 1.34718 -2.46229

Pt 0.24001 -0.64289 -1.60940

Pt -0.07274 1.84955 -0.04070

Pt 2.44865 2.28921 -0.11516

Pt -0.13600 1.66431 -2.59617

Pt 2.36748 1.96747 -2.64754

Pt -0.76025 -3.18156 2.35387

Pt 1.61017 -2.09985 2.61421
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Table S9: Atomic coordinates for the 20.3 cluster at the TPSSh/Def2-TZVP level of theory.

Atom X Y Z

Pt -2.44089 -0.69974 0.02783

Pt -1.66795 -3.11465 0.28871

Pt -2.63990 1.81459 0.34625

Pt -0.16959 2.35053 -0.04423

Pt 0.01690 -0.23786 0.00378

Pt 0.32643 -2.17098 1.64851

Pt 1.44743 2.49957 1.97847

Pt 1.97032 -0.28885 2.46849

Pt -0.35251 0.71653 2.43854

Pt -2.82451 1.21967 2.80462

Pt -2.04000 -1.24888 2.48227

Pt 2.51661 -0.34371 -0.00929

Pt 2.09791 -2.85436 -0.17584

Pt 2.35327 2.15953 -0.41930

Pt -0.00611 -2.25563 -1.56475

Pt -1.78590 2.18892 -2.06623

Pt -1.90198 -0.66358 -2.45142

Pt 0.25228 0.66568 -2.46627

Pt 2.62817 1.50524 -2.85299

Pt 2.20526 -1.03673 -2.44102
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