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Table S1

bdp Ac-bdp Au-bdp I-bdp
C   -0.28245900    0.64431800   -1.33247500
 C    0.63841700    2.07703300    0.17346900
 C   -0.25112100    0.99733800    0.01309600
 N    1.15796000    2.40130300   -1.02980500
 C    1.92177900    2.63693100   -3.75268400
 C    2.46414700    2.96288700   -5.04036300
 C    3.34151300    4.02211500   -4.82947000
 C    3.34002200    4.34016100   -3.45775400
 N    2.49015000    3.51104800   -2.81493600
 B    2.17994900    3.53817700   -1.29486100
 F    1.62860900    4.77516500   -0.93680300
 F    3.35063500    3.31664100   -0.55906000
 C    0.99468900    1.66299200   -3.34541900
 C    0.61728000    1.54239100   -1.99751300
 C    0.40205700    0.73995800   -4.36183900
 C    1.03967600   -0.46773100   -4.67761100
 C   -0.79519300    1.07363900   -5.00942300
 C    0.48672900   -1.32882800   -5.62747600
 H    1.96808100   -0.73094000   -4.17824600
 C   -1.34555300    0.21146200   -5.95998200
 H   -1.29333300    2.00858800   -4.76805300
 C   -0.70620200   -0.99094200   -6.27067600
 H    0.98907000   -2.26266000   -5.86409400
 H   -2.27359700    0.48052300   -6.45668300
 H   -1.13545400   -1.66112300   -7.01014600
 C    2.19180700    2.34085300   -6.37830600
 H    2.46231200    1.27992700   -6.40182900
 H    1.13341600    2.40158600   -6.65265000
 H    2.77294900    2.85631400   -7.14890600
 C    4.12387600    5.40279300   -2.75833300
 H    3.45696800    6.09148200   -2.22881400
 H    4.78799000    4.96347500   -2.00614900
 H    4.72389500    5.96761900   -3.47561100
 C   -1.11497800   -0.46849400   -1.89811300
 H   -1.84401300   -0.10622700   -2.63087300
 H   -0.50468600   -1.22126100   -2.40777800
 H   -1.66345700   -0.96443900   -1.09155500
 C    0.99590900    2.79566500    1.43379700
 H    2.07254500    2.73324800    1.62449900
 H    0.74917700    3.86009500    1.35647500
 H    0.45806400    2.36670700    2.28248000
 H   -0.81093600    0.52804000    0.81207900
 H    3.93118000    4.52603500   -5.58473300

C   -0.28324500    0.64525500   -1.33357900
 C    0.63915300    2.07958600    0.16997300
 C   -0.25128700    0.99778400    0.00949500
 H   -0.80978400    0.52878100    0.80935200
 N    1.15805400    2.40485500   -1.03127900
 C    1.92395000    2.63992400   -3.75578300
 C    2.46033800    2.95607700   -5.03708200
 C    3.35211000    4.02628500   -4.83123500
 C    3.34303200    4.34212400   -3.44655500
 N    2.49227400    3.51418400   -2.81681300
 B    2.17909800    3.54277100   -1.29318400
 F    1.62582300    4.77838000   -0.94182700
 F    3.34902600    3.32153000   -0.56035100
 C    0.99271000    1.66376600   -3.34500500
 C    0.61765300    1.54585900   -2.00082200
 C    0.40058000    0.74056400   -4.36120100
 C    1.04186600   -0.46438300   -4.67982100
 C   -0.79902800    1.07233700   -5.00534400
 C    0.48942200   -1.32539800   -5.62996800
 H    1.97211600   -0.72557600   -4.18290500
 C   -1.34829500    0.21002900   -5.95635800
 H   -1.29954800    2.00532800   -4.76148200
 C   -0.70570900   -0.98981000   -6.27023400
 H    0.99400700   -2.25731900   -5.86906700
 H   -2.27807300    0.47704500   -6.45078600
 H   -1.13427100   -1.65994700   -7.01008000
 C    2.18881100    2.33557700   -6.37347900
 H    2.46965200    1.27746000   -6.39777700
 H    1.12845000    2.38744900   -6.64067300
 H    2.76285200    2.85903500   -7.14296900
 C    4.12665300    5.40309800   -2.74876300
 H    3.45874000    6.08612100   -2.21383300
 H    4.79527100    4.96082800   -2.00256300
 H    4.71940900    5.96912800   -3.47018100
 C   -1.11409000   -0.46746700   -1.90005700
 H   -1.84454600   -0.10380800   -2.63057400
 H   -0.50230900   -1.21655100   -2.41313000
 H   -1.65980800   -0.96654000   -1.09378700
 C    4.13215000    4.68877600   -5.81405400
 C    4.79983800    5.25570200   -6.65211700
 H    5.38810100    5.75537100   -7.38944000
 C    0.99562200    2.79627900    1.43099300
 H    2.07209200    2.73191200    1.62178500
 H    0.75057700    3.86098700    1.35281500
 H    0.45631900    2.36772600    2.27868600

C   -0.27868000    0.73025200   -1.23029900
 C    0.70226500    2.23251000    0.16656600
 C   -0.19353900    1.14797300    0.09450200
 H   -0.72125800    0.71918100    0.93685100
 N    1.17253100    2.49728900   -1.07116800
 C    1.82167000    2.60309900   -3.83458200
 C    2.30205400    2.86518500   -5.15323500
 C    3.19253500    3.94952600   -5.04175900
 C    3.23815500    4.32591200   -3.66838800
 N    2.42440700    3.52328000   -2.96186400
 B    2.18779200    3.61259000   -1.42812600
 F    1.66663100    4.86785200   -1.09645600
 F    3.39158000    3.40621400   -0.74209300
 C    0.91598100    1.64717700   -3.34031800
 C    0.59463600    1.59328300   -1.97387500
 C    0.28452200    0.67341000   -4.28304200
 C    0.90538400   -0.55404700   -4.55322100
 C   -0.93463900    0.97793300   -4.90428300
 C    0.31423600   -1.46362300   -5.43280500
 H    1.85043800   -0.79455100   -4.07417100
 C   -1.52346100    0.06695200   -5.78402000
 H   -1.41945300    1.92813400   -4.69802700
 C   -0.90065300   -1.15517500   -6.04982700
 H    0.80393600   -2.41212700   -5.63499400
 H   -2.46807800    0.31347700   -6.26073900
 H   -1.35952800   -1.86313500   -6.73422800
 C    1.97796400    2.17574300   -6.44314600
 H    2.26694200    1.11924200   -6.42714600
 H    0.90674000    2.20656400   -6.66795200
 H    2.51540900    2.66498200   -7.26060300
 C    4.03266800    5.43012000   -3.05579500
 H    3.37027500    6.20505600   -2.65323400
 H    4.63226400    5.05667000   -2.21984400
 H    4.68963500    5.87853200   -3.80415500
 C   -1.13460500   -0.40588200   -1.70784600
 H   -1.88021200   -0.07963400   -2.44070900
 H   -0.54359200   -1.19195500   -2.18957300
 H   -1.66398500   -0.84989500   -0.85930300
 C    3.92420600    4.57496200   -6.08469100
 C    4.56082800    5.12023700   -6.98448300
 Au   5.60309500    6.02618200   -8.43389300
 P    6.83920000    7.10546200  -10.12326200
 C    7.80162800    8.53480500   -9.48750100
 C    8.00064400    9.69911100  -10.24502400
 C    8.36523000    8.44399200   -8.20345500
 C    8.75735900   10.75256500   -9.72659100
 H    7.56448900    9.78841600  -11.23501700
 C    9.12463900    9.49665900   -7.69217800
 H    8.20677900    7.55226000   -7.60262000
 C    9.32079300   10.65259000   -8.45263600
 H    8.90350300   11.65098800  -10.31941900
 H    9.55483400    9.41657600   -6.69803700
 H    9.90632200   11.47473400   -8.05104500
 C    5.78598600    7.76892900  -11.47454100
 C    6.20999200    7.78670600  -12.81215200
 C    4.51970900    8.28253400  -11.14707700
 C    5.38153800    8.31640400  -13.80410300
 H    7.18124100    7.38498200  -13.08347900
 C    3.69796900    8.81546100  -12.14062100
 H    4.17497200    8.26093900  -10.11658000
 C    4.12734900    8.83213000  -13.47041500
 H    5.71747100    8.32281500  -14.83709700
 H    2.72044900    9.20867700  -11.87667600
 H    3.48384900    9.24053300  -14.24447800
 C    8.05955100    5.99990200  -10.93707700
 C    9.31732200    6.45568200  -11.36007000
 C    7.70694200    4.65629100  -11.14941400
 C   10.20522800    5.58064500  -11.99032900
 H    9.60834100    7.48857900  -11.19658500
 C    8.59467800    3.78776000  -11.78478000
 H    6.74069200    4.28902700  -10.81336700
 C    9.84556800    4.24841100  -12.20472000
 H   11.17798700    5.94221500  -12.31125000
 H    8.31256200    2.75082500  -11.94294500
 H   10.53930600    3.56950200  -12.69241900
 C    1.11131800    3.01135000    1.37455700
 H    2.19924000    2.99155100    1.49710800
 H    0.82238400    4.06361100    1.27520200
 H    0.64251600    2.59866600    2.27097900

C  -0.28987600    0.64273400   -1.34307300
 C   0.64687800    2.08696100    0.17740000
 C  -0.24491700    1.00493500    0.00228700
 N   1.15509300    2.40140800   -1.03092300
 C   1.91898400    2.64215700   -3.75414800
 C   2.45886400    2.95646700   -5.04655800
 C   3.33683600    4.01486900   -4.81840800
 C   3.34168500    4.34557400   -3.44449600
 N   2.48548400    3.51441100   -2.81780600
 B   2.17528100    3.54537200   -1.29387600
 F   1.61407000    4.77577500   -0.94298000
 F   3.34446900    3.32526000   -0.56358100
 C   0.98974500    1.66685600   -3.34766700
 C   0.61274000    1.54673800   -1.99724500
 C   0.40007600    0.74159700   -4.36281800
 C   1.04390400   -0.46388100   -4.67553100
 C  -0.79890800    1.07110100   -5.00976100
 C   0.49341600   -1.32877800   -5.62362500
 H   1.97321600   -0.72276000   -4.17573400
 C  -1.34565300    0.20449900   -5.95872000
 H  -1.30088900    2.00432700   -4.76999800
 C  -0.70128300   -0.99622600   -6.26700500
 H   0.99909400   -2.26107100   -5.85848400
 H  -2.27471900    0.46883400   -6.45569300
 H  -1.12814400   -1.66947200   -7.00488000
 C   2.16590300    2.31126300   -6.36638100
 H   2.45312300    1.25497700   -6.37206300
 H   1.09983900    2.35258300   -6.60909300
 H   2.71680100    2.81639000   -7.16287900
 C   4.11767000    5.39281400   -2.71723200
 H   3.44384000    6.02649700   -2.13264900
 H   4.81473400    4.92829700   -2.01141200
 H   4.68153700    6.01433400   -3.41392400
 C  -1.11271900   -0.45658200   -1.94176300
 H  -1.83620300   -0.07058000   -2.66700800
 H  -0.49139400   -1.18619700   -2.46963200
 H  -1.66528400   -0.98130000   -1.15926500
 C   1.02618400    2.82038100    1.42078800
 H   2.10703300    2.75959600    1.58318300
 H   0.77604800    3.88224300    1.32623700
 H   0.51051700    2.40901500    2.28935400
 I  -1.33557100    0.09410700    1.58717000
 I   4.51665200    5.01043100   -6.28368200
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Figure S1
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Figure S2
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