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Data and tables

All CIF files were retrieved from the Inorganic Crystal Structure Database (ICSD) in the case of metallic crystals, or Cambridge
Structural Database (CSD) in the case of molecular crystals.

Supplementary Table S1. Metallic crystal structures used

Element ICSD Code Crystal System

Ag 64706 CCP
Ba 56132 CCP
Be 1425 HCP
Ca 53768 CCP
cd 619639 HCP
Co 52935 HCP
Cr 41505 CCP
Cs 44754 CCP
Fe 41506 CCP
K 44756 CCP
Li 44759 CCP
Mg 52260 HCP
Mn 41509 CCP
Mo 41513 CCp
Na 44757 CCP
Nb 41512 CCP
Ni 41508 CCP
Pd 41517 CCP
Rb 44755 CCP
Rh 41516 CCP
Ru 40354 HCP
Sc 164088 HCP
Sc 41502 CCP
Sr 44721 CCP
Tec 41514 CCP
Ti 41503 CCP
Ti 43416 HCP
Y 660002 HCP

Zr 53785 HCP
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Supplementary Table S2. Phenylbenzamide CSD codes
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Supplementary Table S3. Phenylbenzamide pyridine analogue CSD codes

AMUCUH
AMUDIW
AMUFAQ
COFVOK
DIFMOW
FOBMEP
HIFWUO
NOPNIR
PEDDIMO1
PELKUN
PELKUNOI
PELLOI
PELLUO
PYDCXA10
PYDCXALI1
QEKNUQ
TICDOZ
TICDOZ01
UXEXOLO1
UXEYAY
ZAQNIQ

Supplementary Table S4. Benzene CSD codes

ABUMIT
AMPHOLO1
AMPHOMO3
BENZEN07
BZONTR
DCLBENO03
FACFAQ
FACFOE
PBRPOL
PCYPOL
QQQBNGO1
REKYAI
WANMUUOI

Supplementary Table S5. Benzene pyridine analogue CSD codes

AMIPYR
AMPYRD
AMPYRE
HOFGEO
ISNICA
MAGXAV
Z77HKQ02
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Supplementary Table S6. Naphthalene CSD codes

Supplementary Table S7.

BOTSOT
CUKFOE
HNAPAC
HNAPACO1
JEVMON
JUBBIR
NAPDCX
NAPHOLO1
NAPHTA15
NAPMCB
NAPXACO1
NPHHQU10
OGEHOY
PEYGEF
PEYGEF01
QEPGAU
QEXRAN
RACPAM
SAHSID
SAYRIT
SECKES
SOYRAA
VABGIQ
VUPYAH
XEJNUV03
XENLEJ
YODLIN

Naphthalene pyridine analogue CSD codes

CLQUIN
HXQUIN14
LOCJIX
NONMEI
QEWHOR
SAZNIQ
SECQEY
UPAJIF
WIWCAH
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