AuRh+

-0.00886076629742
4.73317609851153

AuzRh*

-2.44293454792910
2.44293454806600
-0.00000000013690

AuszRh*

2.44789400313506
-2.47435784771365
0.01323192228772
0.01323192229090

AusRh*

-2.56501512037881
2.52838777587924
4.97015716584190
0.04585745411964

-4.97938727546197

AusRh*

-4.94612890907018
-0.00635253106190
4.90663620377730
-2.69827077473908
2.75766482646022
-0.01354881536637

AugRh*

2.58087972955340
-2.58087972941204
-5.05141872768678

5.05141872766487

2.58089263397522
-2.58089263399200
-0.00000000010268

0.00000000000000
0.00000000000000

-0.05026840081940
-0.05026840106316
4.27683155555984

-0.00000000003559
-0.00000000002696
4.36160640851629

-4.36160640845376

-0.12027942816455
-0.05466874360965
4.23369143582679
4.46234290335910
4.23456522956642

-0.15565593244684
-0.03493401253388
-0.16083518503295
4.24315532352141
4.30593564424858
8.43192413163739

0.00000000009373
0.00000000102278
-0.00000000104713
-0.00000000108701
0.00000000107142
0.00000000004513
-0.00000000009889

Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2015

0.00000000000000 Au
0.00000000000000 Rh

0.00000000000000 Au
0.00000000000000 Au
0.00000000000000 Rh

-0.00000000162733 Au
-0.00000000156216 Rh
0.00000000159474 Au
0.00000000159474 Au

0.00000001669821 Au
-0.00000001683518 Rh
0.00000000878583 Au
-0.00000000063146 Au
-0.00000000801740 Au

-0.00001513757259 Au
0.00002125273060 Rh
0.00000052875639 Au
0.00000753615783 Au
-0.00002068754577 Au
0.00000650747365 Au

-4.43125343788044 Au
-4.43125343781421 Au
-0.00004061137856 Au
-0.00004061144890 Au
4.43121752602252 Au
4.43121752609184 Au
0.00015304640780 Rh



AusRh*

-2.58031558711481
2.64158647908022
-4.44486066343479
4.40080071918426
-2.56008100084440
2.57525241666449
-0.05624481380794
0.02386245027288

AuRh,*

-2.16550818299064
2.16406694366995
0.00144123932067

AuzRhyt

-2.72848589857335
2.72846529172940
0.00000500637479
0.00001560046921

AuszRhy*

-4.29196360935355
3.98746599129267
1.25085852015808

-0.47318337486407

-0.47317752723316

AusRhyt

-4.96421986759931
0.00024409603629
4.96432753189014

-2.29277749734642
2.29241727761871
0.00000845940060

-4.25902127781796

-4.23634735507404
0.36301021466861
0.40434455098191
4.55857095092204
4,57652501683218

-1.57249266637985
0.16541056586705

-0.04470690481844
-0.04407358511358
4.43515059556901

-0.00384894063011
-0.00383729482412
2.27446364164008
-2.26677740618585

-0.91302257051146
0.68684955474131
5.27106946899953
1.14195608524613
1.14207232269491

-0.25159005298636
-0.65241077963404
-0.25196735751361
3.94680593280805
3.94676086914699
8.38021045126410

0.67032234761546 Au

0.57494210782795 Au
-0.95899223133183 Au
-1.11334234045741 Au

1.37685113714444 Au

1.30650975128021 Au
-3.33685396095483 Au
1.48056318887597 Rh

0.00000000000000 Rh

0.00000000000000 Rh
0.00000000000000 Au

-0.05967290918937 Au
-0.05970489333300 Au
3.52623608518722 Rh
3.53599552955698 Rh

0.00012250636201 Au

0.00002011727829 Au
0.00006023534548 Au

2.37366905604012 Rh

-2.37387191502592 Rh

0.00000000038785 Au

-0.00000000020445 Au
-0.00000000051361 Au
-0.00000000062101 Rh
0.00000000124391 Rh
-0.00000000029271 Au



AusRhy*

-2.55038637458857
0.75047858097700
2.17048044810765

-4.98664886197461
4.19836826468318
1.08274963701692

-0.66504169422134

AugRhy*

-2.12796121535087
2.65888173240514
-5.14697118300247
4.46116924766755
-2.13774044994215
2.64364895740009
-0.17306630570482
-0.17796078347253

0.69658536543465
-0.92835445162383
2.88910433567335
2.98906082738646
6.75191046649634
7.75063603859838
4.94775429843559

-4.12963639288565
-4.66432859948789
-0.00757109001222
0.00730641854029
4.12404998348688
4.67118728317316
-0.50422411878913
0.50321651597461

0.37956310556050 Au
3.78577563355862 Au
0.93345694985638 Rh
-3.35378302377117 Au
-1.91484516513218 Au
2.06150858844111 Au
-1.89167608851348 Rh

0.80045603642293 Au
-1.24771018468391 Au
-0.00961266707388 Au
0.00217490241712 Au
-0.80179749974204 Au
1.25615963859271 Au
-2.22761565701258 Rh
2.22794543107975 Rh



