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Figure S1 A view of π-stacking interactions of (I). 

 

 

Figure S2 A view of the unit-cell packing of (I). 
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Table S1 Criteria of all searches and related refcodes. 

Search Criteria Refcode 

1 

 

 
 

bonds declared as: 
single, double, aromatic 

JIXLOU01; ALIWEZ; CEHQEM; CEHQEM01; 

EHIRAO; EHIRES; EHIRIW; EHIROC; 

EHIIRUI; EXIJAX; EXIJAX01; FOSDUP; 

FOSFAX; FOSFEB; FOSFIF; FOSFOL; 

HAJVOE; HAJVOE01; HAJWAR; HAJWAR01; 

HAJWIZ; HAJWIZ01; HAJWOF; HOPJUS; 

JACMOQ; JAMQEU; JAMQIY; JIXLOU; 

KIXSOZ; LAMHOX; LAMHUD; LAMJAL; 

LAMJEP; NOMFAY; NOVZON; NOVZON01; 

NOVZUT; NOVZUT01; NOWBAC; OLIXEM; 

PABZEA; POXKIW; POXKOC; PUSRAW; 

QACTAP; QACTAP01; QAJQEZ; RAMXOS; 

SIBMEW; SUSHET; TUKWAZ; UZIXEI; 

VUZWIX; XEXDIO; XIBZEN; XIBZIR; 

XIBZOX; XIBZUD; XICBAM; YOTSIL; 

YOTSOR; YOTSUX; YOTTAE; YOTTEI; 

YOVDOE 

2 

 
 

QA = C,N 

COZXUN; BADSAB; BADSEF; BAHGIA; 

BAHHEX; BAHPAC; BYZMTS10; CEZDUG; 

COVJAY; CUVYEX; DATLOC; DIDXOD; 

DIDXOD10; DMPTSN; FIQDIS; GETKOF; 

GETKOF10; GIHCUX; GIHDAE; GIHDEI; 

HANJOX; HARMOC; HARMUI; HEYYOZ; 

HMHTMC10; HOLPED; HOMGIA; HOMGOG; 

HYALTS; ILOLOL; JABNOP; JEJBAB; 

JUSSAR; KASJEV; KASJEV01; METHPZ10; 

MTKPIN; NUBZAL; OCDTES; OCDTES10; 

OCDTES20; OPOPIT; OZABAU; PEYHOS; 

PEYHUY; PEYJAG; PIJVUZ; QOGQIM; 

RABPUB; SOJTIU; SOJTOA; SPORGE10; 

TEOSHE01; TEOSHE10; TEOSHE11; 

TSDECA10; VAXCIG; VEBCEK; VIDKOI; 

VIWBOS; WIFXIS; XOSBIQ; ZARDOL; 

ZARSIU; ZARSOA 

 

 

3 

 
bonds declared as: 

single, double, aromatic, pi, delocalised 
QA = C,N 

DATLOC; FIQDIS; HMHTMC10; 

TEOSHE01; TEOSHE10; TEOSHE11; 

ZARSOA 

 


