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Table S1. Geometrical parameters of the central regions with p-BDCN. Units are in Å. 
 

atom x y z 

Au -3.605235000 7.074898000 1.177289000 

Au 2.162282000 7.074898000 1.177289000 

Au -0.721476300 7.074898000 1.177289000 

Au 3.604161000 4.577490000 1.177289000 

Au -2.163355000 4.577490000 1.177289000 

Au 0.720402800 4.577490000 1.177289000 

Au -0.721476300 2.080082000 1.177289000 

Au 2.162282000 2.080082000 1.177289000 

Au 5.046040000 2.080082000 1.177289000 

Au 0.720402800 2.912551000 3.531868000 

Au -0.721476300 5.409959000 3.531868000 

Au 5.046040000 5.409959000 3.531868000 

Au 3.604161000 2.912551000 3.531868000 

Au 2.162282000 5.409959000 3.531868000 

Au 6.487919000 2.912551000 3.531868000 

Au 5.046040000 0.415143300 3.531868000 

Au 2.162282000 0.415143300 3.531868000 

Au 7.929798000 0.415143300 3.531868000 

Au 3.604161000 6.242428000 5.886447000 

Au 5.046040000 3.745021000 5.886447000 

Au 0.720402800 1.247613000 5.886447000 

Au -0.721476300 3.745021000 5.886447000 

Au 0.720402800 6.242428000 5.886447000 

Au 2.162282000 3.745021000 5.886447000 

Au 3.604161000 1.247613000 5.886447000 

Au -2.163355000 6.242428000 5.886447000 

Au 6.487919000 1.247613000 5.886447000 

N 2.162130000 3.744245000 8.115006000 

C 2.162619000 3.744360000 9.285241000 
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C 2.162885000 3.744965000 10.688600000 

H 2.146578000 5.914887000 10.828690000 

H 2.179692000 1.574925000 10.832380000 

C 2.153515000 4.968598000 11.390390000 

C 2.172322000 2.522356000 11.392200000 

C 2.153252000 4.969770000 12.766700000 

C 2.172100000 2.523514000 12.768540000 

H 2.145983000 5.917256000 13.326420000 

H 2.179292000 1.577155000 13.330130000 

C 2.162413000 3.747170000 13.470340000 

C 2.162051000 3.748203000 14.873680000 

N 2.161714000 3.749023000 16.043960000 

Au -2.163751000 6.245988000 18.272900000 

Au 6.487524000 1.251172000 18.272900000 

Au 5.045645000 3.748580000 18.272900000 

Au 0.720007400 1.251172000 18.272900000 

Au 3.603766000 6.245988000 18.272900000 

Au 0.720007400 6.245988000 18.272900000 

Au 3.603766000 1.251172000 18.272900000 

Au -0.721871800 3.748580000 18.272900000 

Au 2.161886000 3.748580000 18.272900000 

Au 3.603766000 4.581049000 20.627480000 

Au 2.161886000 7.078457000 20.627480000 

Au -0.721871800 2.083641000 20.627480000 

Au 5.045645000 2.083641000 20.627480000 

Au -0.721871800 7.078457000 20.627480000 

Au 0.720007400 4.581049000 20.627480000 

Au 2.161886000 2.083641000 20.627480000 

Au -3.605630000 7.078457000 20.627480000 

Au -2.163751000 4.581049000 20.627480000 

Au 6.487524000 2.916110000 22.982060000 

Au 5.045645000 5.413518000 22.982060000 
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Au 2.161886000 0.418702600 22.982060000 

Au 2.161886000 5.413518000 22.982060000 

Au 3.603766000 2.916110000 22.982060000 

Au -0.721871800 5.413518000 22.982060000 

Au 0.720007400 2.916110000 22.982060000 

Au 5.045645000 0.418702600 22.982060000 

Au 7.929403000 0.418702600 22.982060000 



 S6 

Table S2. Geometrical parameters of the central regions with p-BDNC. Units are in Å. 
 

atom x y z 

Au -3.605761000 7.077180000 1.177289000 

Au 2.161755000 7.077180000 1.177289000 

Au -0.722002900 7.077180000 1.177289000 

Au -2.163882000 4.579772000 1.177289000 

Au 3.603634000 4.579772000 1.177289000 

Au 0.719876200 4.579772000 1.177289000 

Au -0.722002900 2.082364000 1.177289000 

Au 5.045514000 2.082364000 1.177289000 

Au 2.161755000 2.082364000 1.177289000 

Au 5.045514000 5.412242000 3.531868000 

Au -0.722002900 5.412242000 3.531868000 

Au 2.161755000 5.412242000 3.531868000 

Au 0.719876200 2.914834000 3.531868000 

Au 3.603634000 2.914834000 3.531868000 

Au 6.487393000 2.914834000 3.531868000 

Au 7.929272000 0.417425800 3.531868000 

Au 5.045514000 0.417425800 3.531868000 

Au 2.161755000 0.417425800 3.531868000 

Au 3.603634000 6.244711000 5.886447000 

Au 5.045514000 3.747303000 5.886447000 

Au 2.161755000 3.747303000 5.886447000 

Au 0.719876200 6.244711000 5.886447000 

Au -2.163882000 6.244711000 5.886447000 

Au -0.722002900 3.747303000 5.886447000 

Au 3.603634000 1.249895000 5.886447000 

Au 0.719876200 1.249895000 5.886447000 

Au 6.487393000 1.249895000 5.886447000 

C 2.161652000 3.745976000 7.900336000 

N 2.161856000 3.747125000 9.083744000 
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C 2.162230000 3.746762000 10.428400000 

H 2.195806000 1.584892000 10.549880000 

H 2.128727000 5.908528000 10.551560000 

C 2.181505000 2.524630000 11.122250000 

C 2.143418000 4.968348000 11.123190000 

C 2.181991000 2.524104000 12.499850000 

C 2.143901000 4.967836000 12.500810000 

H 2.196678000 1.583823000 13.071310000 

H 2.129585000 5.907690000 13.072990000 

C 2.163176000 3.745693000 13.194730000 

N 2.163521000 3.745187000 14.539420000 

C 2.163613000 3.745476000 15.722890000 

Au -2.162134000 6.241358000 17.736980000 

Au 5.047262000 3.743950000 17.736980000 

Au 6.489141000 1.246542000 17.736980000 

Au 0.721624700 1.246542000 17.736980000 

Au 3.605383000 6.241358000 17.736980000 

Au 0.721624700 6.241358000 17.736980000 

Au 3.605383000 1.246542000 17.736980000 

Au -0.720254400 3.743950000 17.736980000 

Au 2.163504000 3.743950000 17.736980000 

Au 3.605383000 4.576419000 20.091550000 

Au 2.163504000 7.073827000 20.091550000 

Au 0.721624700 4.576419000 20.091550000 

Au 5.047262000 2.079011000 20.091550000 

Au -0.720254400 7.073827000 20.091550000 

Au 2.163504000 2.079011000 20.091550000 

Au -3.604013000 7.073827000 20.091550000 

Au -2.162134000 4.576419000 20.091550000 

Au -0.720254400 2.079011000 20.091550000 

Au 5.047262000 5.408888000 22.446130000 

Au 6.489141000 2.911481000 22.446130000 
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Au 2.163504000 0.414072700 22.446130000 

Au 2.163504000 5.408888000 22.446130000 

Au 3.605383000 2.911481000 22.446130000 

Au -0.720254400 5.408888000 22.446130000 

Au 0.721624700 2.911481000 22.446130000 

Au 5.047262000 0.414072700 22.446130000 

Au 7.931020000 0.414072700 22.446130000 
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Table S3. Geometrical parameters of the central regions with m-BDCN. Units are in Å. 
 

atom x y z 

Au 0.720939600 6.588604000 1.177289000 

Au 3.604698000 6.588604000 1.177289000 

Au -2.162819000 6.588604000 1.177289000 

Au 5.046577000 4.091196000 1.177289000 

Au -0.720939600 4.091196000 1.177289000 

Au 2.162819000 4.091196000 1.177289000 

Au 0.720939600 1.593788000 1.177289000 

Au 6.488456000 1.593788000 1.177289000 

Au 3.604698000 1.593788000 1.177289000 

Au -0.720939600 7.421073000 3.531868000 

Au -2.162819000 4.923666000 3.531868000 

Au 0.720939600 4.923666000 3.531868000 

Au 3.604698000 4.923666000 3.531868000 

Au -3.604698000 7.421073000 3.531868000 

Au 2.162819000 7.421073000 3.531868000 

Au 5.046577000 2.426258000 3.531868000 

Au 2.162819000 2.426258000 3.531868000 

Au -0.720939600 2.426258000 3.531868000 

Au 6.488456000 3.258727000 5.886447000 

Au 5.046577000 5.756135000 5.886447000 

Au 2.162819000 5.756135000 5.886447000 

Au 3.604698000 3.258727000 5.886447000 

Au -0.720939600 5.756135000 5.886447000 

Au 0.720939600 3.258727000 5.886447000 

Au 2.162819000 0.761319000 5.886447000 

Au 7.930335000 0.761319000 5.886447000 

Au 5.046577000 0.761319000 5.886447000 

N 2.162819000 5.756135000 8.115007000 

C 2.162819000 5.174761000 9.121976000 



 S10 

H 2.162819000 2.516854000 9.405283000 

C 2.162819000 3.045351000 10.352840000 

C 2.162819000 4.450824000 10.361000000 

H 2.162819000 1.259204000 11.549490000 

C 2.162819000 2.344608000 11.556830000 

C 2.162819000 5.148877000 11.575810000 

H 2.162819000 6.233020000 11.583150000 

C 2.162819000 3.028989000 12.770200000 

C 2.162819000 4.434444000 12.781070000 

H 2.162819000 2.487713000 13.710520000 

C 2.162819000 5.141533000 14.029770000 

N 2.162819000 5.709220000 15.044580000 

Au 3.604698000 3.211812000 17.273140000 

Au 6.488456000 3.211812000 17.273140000 

Au -0.720939600 5.709220000 17.273140000 

Au 0.720939600 3.211812000 17.273140000 

Au 5.046577000 5.709220000 17.273140000 

Au 2.162819000 5.709220000 17.273140000 

Au 2.162819000 0.714404100 17.273140000 

Au 7.930335000 0.714404100 17.273140000 

Au 5.046577000 0.714404100 17.273140000 

Au -0.720939600 4.044281000 19.627720000 

Au -2.162819000 6.541689000 19.627720000 

Au 3.604698000 6.541689000 19.627720000 

Au 6.488456000 1.546873000 19.627720000 

Au 3.604698000 1.546873000 19.627720000 

Au 5.046577000 4.044281000 19.627720000 

Au 0.720939600 6.541689000 19.627720000 

Au 2.162819000 4.044281000 19.627720000 

Au 0.720939600 1.546873000 19.627720000 

Au 2.162819000 7.374158000 21.982300000 

Au 2.162819000 2.379343000 21.982300000 



 S11 

Au 5.046577000 2.379343000 21.982300000 

Au -0.720939600 7.374158000 21.982300000 

Au -2.162819000 4.876751000 21.982300000 

Au 0.720939600 4.876751000 21.982300000 

Au -3.604698000 7.374158000 21.982300000 

Au 3.604698000 4.876751000 21.982300000 

Au -0.720939600 2.379343000 21.982300000 
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Table S4. Geometrical parameters of the central regions with m-BDNC. Units are in Å. 
 

atom x y z 

Au 0.720939600 6.566144000 1.177289000 

Au -2.162819000 6.566144000 1.177289000 

Au 3.604698000 6.566144000 1.177289000 

Au 5.046577000 4.068736000 1.177289000 

Au -0.720939600 4.068736000 1.177289000 

Au 2.162819000 4.068736000 1.177289000 

Au 0.720939600 1.571328000 1.177289000 

Au 6.488456000 1.571328000 1.177289000 

Au 3.604698000 1.571328000 1.177289000 

Au -3.604698000 7.398613000 3.531868000 

Au 0.720939600 4.901205000 3.531868000 

Au 3.604698000 4.901205000 3.531868000 

Au -2.162819000 4.901205000 3.531868000 

Au 2.162819000 7.398613000 3.531868000 

Au -0.720939600 7.398613000 3.531868000 

Au 5.046577000 2.403797000 3.531868000 

Au 2.162819000 2.403797000 3.531868000 

Au -0.720939600 2.403797000 3.531868000 

Au 5.046577000 5.733674000 5.886447000 

Au 7.930335000 0.738858700 5.886447000 

Au 2.162819000 5.733674000 5.886447000 

Au 5.046577000 0.738858700 5.886447000 

Au 3.604698000 3.236267000 5.886447000 

Au 2.162819000 0.738858700 5.886447000 

Au -0.720939600 5.733674000 5.886447000 

Au 0.720939600 3.236267000 5.886447000 

Au 6.488456000 3.236267000 5.886447000 

C 2.162819000 5.733674000 7.900337000 

N 2.162819000 5.142699000 8.923936000 



 S13 

H 2.162819000 2.519965000 9.151447000 

C 2.162819000 3.041843000 10.102030000 

C 2.162819000 4.443232000 10.117500000 

H 2.162819000 1.260908000 11.303140000 

C 2.162819000 2.346387000 11.309250000 

C 2.162819000 5.147887000 11.325070000 

H 2.162819000 6.231316000 11.331150000 

C 2.162819000 3.028208000 12.524230000 

C 2.162819000 4.429695000 12.524640000 

H 2.162819000 2.495626000 13.468860000 

N 2.162819000 5.115651000 13.726010000 

C 2.162819000 5.695193000 14.756110000 

Au 5.046577000 0.700377200 16.770000000 

Au 3.604698000 3.197785000 16.770000000 

Au 2.162819000 0.700377200 16.770000000 

Au 6.488456000 3.197785000 16.770000000 

Au 0.720939600 3.197785000 16.770000000 

Au -0.720939600 5.695193000 16.770000000 

Au 5.046577000 5.695193000 16.770000000 

Au 7.930335000 0.700377200 16.770000000 

Au 2.162819000 5.695193000 16.770000000 

Au -2.162819000 6.527662000 19.124580000 

Au 6.488456000 1.532847000 19.124580000 

Au 3.604698000 6.527662000 19.124580000 

Au -0.720939600 4.030254000 19.124580000 

Au 3.604698000 1.532847000 19.124580000 

Au 5.046577000 4.030254000 19.124580000 

Au 0.720939600 6.527662000 19.124580000 

Au 2.162819000 4.030254000 19.124580000 

Au 0.720939600 1.532847000 19.124580000 

Au 2.162819000 7.360132000 21.479160000 

Au 2.162819000 2.365316000 21.479160000 
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Au 5.046577000 2.365316000 21.479160000 

Au -0.720939600 7.360132000 21.479160000 

Au -2.162819000 4.862724000 21.479160000 

Au 0.720939600 4.862724000 21.479160000 

Au -3.604698000 7.360132000 21.479160000 

Au 3.604698000 4.862724000 21.479160000 

Au -0.720939600 2.365316000 21.479160000 

 


