
[bookmark: _GoBack]Figure S9. Bond angle  at DFT/B3PW91/6-311G(d,p) and DFT/WB97XD/6-311G(d,p) compared to XRD

Bond angle
SC-XRD	C(48)-C(47)-O(5)	C(48)-C(47)-O(4)	O(5)-C(47)-O(4)	C(43)-C(45)-C(37)	C(45)-C(43)-C(42)	C(43)-C(42)-C(40)	C(43)-C(42)-Cl(1)	C(40)-C(42)-Cl(1)	C(42)-C(40)-C(38)	C(40)-C(38)-C(37)	C(45)-C(37)-C(38)	C(45)-C(37)-C(10)	C(38)-C(37)-C(10)	C(9)-C(36)-N(7)	C(32)-C(29)-O(3)	N(6)-C(27)-O(3)	C(24)-C(26)-C(12)	C(24)-C(26)-O(2)	C(12)-C(26)-O(2)	C(26)-C(24)-C(22)	C(24)-C(22)-C(21)	C(22)-C(21)-C(19)	C(22)-C(21)-C(13)	C(19)-C(21)-C(13)	C(21)-C(19)-C(17)	C(19)-C(17)-C(16)	C(17)-C(16)-C(14)	C(17)-C(16)-O(4)	C(14)-C(16)-O(4)	C(16)-C(14)-C(13)	C(21)-C(13)-C(14)	C(21)-C(13)-C(12)	C(14)-C(13)-C(12)	C(13)-C(12)-C(26)	C(13)-C(12)-C(10)	C(26)-C(12)-C(10)	C(37)-C(10)-C(12)	C(37)-C(10)-C(9)	C(12)-C(10)-C(9)	C(10)-C(9)-C(36)	C(10)-C(9)-C(8)	C(36)-C(9)-C(8)	C(9)-C(8)-N(6)	C(9)-C(8)-O(2)	N(6)-C(8)-O(2)	133.181445	120.56865	129.64884	128.61366	126.940545	129.34425	127.666875	126.388875	126.5433	129.179175	126.160965	127.96827	129.21432	185.575185	114.63234	131.104695	130.93749	121.002105	131.439105	127.05237	128.448585	129.558315	127.189755	126.64341	129.08226	127.62534	129.30378	124.848885	129.06948	127.564635	126.557145	126.82872	129.977925	126.25788	128.902275	128.028975	118.29807	116.79429	116.4045	124.356855	130.89276	128.03217	130.65207	129.701025	123.046905	WB97XD/6-311G(d,p)	C(48)-C(47)-O(5)	C(48)-C(47)-O(4)	O(5)-C(47)-O(4)	C(43)-C(45)-C(37)	C(45)-C(43)-C(42)	C(43)-C(42)-C(40)	C(43)-C(42)-Cl(1)	C(40)-C(42)-Cl(1)	C(42)-C(40)-C(38)	C(40)-C(38)-C(37)	C(45)-C(37)-C(38)	C(45)-C(37)-C(10)	C(38)-C(37)-C(10)	C(9)-C(36)-N(7)	C(32)-C(29)-O(3)	N(6)-C(27)-O(3)	C(24)-C(26)-C(12)	C(24)-C(26)-O(2)	C(12)-C(26)-O(2)	C(26)-C(24)-C(22)	C(24)-C(22)-C(21)	C(22)-C(21)-C(19)	C(22)-C(21)-C(13)	C(19)-C(21)-C(13)	C(21)-C(19)-C(17)	C(19)-C(17)-C(16)	C(17)-C(16)-C(14)	C(17)-C(16)-O(4)	C(14)-C(16)-O(4)	C(16)-C(14)-C(13)	C(21)-C(13)-C(14)	C(21)-C(13)-C(12)	C(14)-C(13)-C(12)	C(13)-C(12)-C(26)	C(13)-C(12)-C(10)	C(26)-C(12)-C(10)	C(37)-C(10)-C(12)	C(37)-C(10)-C(9)	C(12)-C(10)-C(9)	C(10)-C(9)-C(36)	C(10)-C(9)-C(8)	C(36)-C(9)-C(8)	C(9)-C(8)-N(6)	C(9)-C(8)-O(2)	N(6)-C(8)-O(2)	132.79485	116.6175	118.002	127.8	122.475	127.796805	127.8	127.796805	127.8	127.803195	127.79787	127.79787	127.803195	185.308935	116.083935	129.617955	127.743555	127.82769	127.82769	127.513515	128.880975	129.117405	127.14183	127.14183	132.96525	125.217375	125.217375	125.869155	120.853005	115.4886	115.4886	126.631695	127.36335	129.40602	128.75637	131.364555	123.279075	127.69137	128.627505	127.83621	127.739295	127.824495	126.62211	131.571165	125.206725	B3LYP/6-311G(d,p)	C(48)-C(47)-O(5)	C(48)-C(47)-O(4)	O(5)-C(47)-O(4)	C(43)-C(45)-C(37)	C(45)-C(43)-C(42)	C(43)-C(42)-C(40)	C(43)-C(42)-Cl(1)	C(40)-C(42)-Cl(1)	C(42)-C(40)-C(38)	C(40)-C(38)-C(37)	C(45)-C(37)-C(38)	C(45)-C(37)-C(10)	C(38)-C(37)-C(10)	C(9)-C(36)-N(7)	C(32)-C(29)-O(3)	N(6)-C(27)-O(3)	C(24)-C(26)-C(12)	C(24)-C(26)-O(2)	C(12)-C(26)-O(2)	C(26)-C(24)-C(22)	C(24)-C(22)-C(21)	C(22)-C(21)-C(19)	C(22)-C(21)-C(13)	C(19)-C(21)-C(13)	C(21)-C(19)-C(17)	C(19)-C(17)-C(16)	C(17)-C(16)-C(14)	C(17)-C(16)-O(4)	C(14)-C(16)-O(4)	C(16)-C(14)-C(13)	C(21)-C(13)-C(14)	C(21)-C(13)-C(12)	C(14)-C(13)-C(12)	C(13)-C(12)-C(26)	C(13)-C(12)-C(10)	C(26)-C(12)-C(10)	C(37)-C(10)-C(12)	C(37)-C(10)-C(9)	C(12)-C(10)-C(9)	C(10)-C(9)-C(36)	C(10)-C(9)-C(8)	C(36)-C(9)-C(8)	C(9)-C(8)-N(6)	C(9)-C(8)-O(2)	N(6)-C(8)-O(2)	144.75885174	131.0496318	140.91915888	139.79399112	137.97543294	140.588091	138.7649025	137.3758065	137.5436556	140.4086661	137.12808438	139.09249764	140.44686624	201.70715742	124.59728088	142.50157074	142.31983068	131.52076686	142.86505086	138.09697884	139.61456622	140.82076458	138.24630666	137.65246812	140.30332632	138.71975688	140.54410296	135.70194582	140.28943536	138.65377482	137.55870414	137.85388704	141.2768511	137.23342416	140.1076953	139.1584797	128.58167124	126.94716828	126.523494	135.16714386	142.27121232	139.16195244	142.00959924	140.9758803	133.74332046	



