	[bookmark: _Hlk126052603]ZJNU-40
	GFN-FF
	GFN-xtb1
	r2SCAN-3c

	1a
	φ = 10°
ΔEmin= 0.00 kJ/mol
	φ = 35°
ΔEmin= 0.00 kJ/mol
	φ =40°
ΔEmin= 0.19 kJ/mol

	
	φ = 90°
ΔEmax= 29.44 kJ/mol
	φ = 90°
ΔEmax= 24.22 kJ/mol
	φ = 90°
ΔEmax= 23.58 kJ/mol

	1b
	φ = 15°
ΔEmin= 0.00 kJ/mol
	φ = 35°
ΔEmin= 0.00 kJ/mol
	φ = 40°
ΔEmin= 0.00 kJ/mol

	
	φ = 90°
ΔEmax= 27.46 kJ/mol
	φ = 90°
ΔEmax= 23.38 kJ/mol
	φ =90°
ΔEmax= 22.50 kJ/mol

	1c
	φ = 5°
ΔEmin= 0.05 kJ/mol
	φ = 35°
ΔEmin= 0.00 kJ/mol
	φ =40°
ΔEmin= 0.29 kJ/mol

	
	φ = 90°
ΔEmax= 28.03 kJ/mol
	φ = 90°
ΔEmax= 26.45 kJ/mol
	φ = 85°
ΔEmax= 23.62 kJ/mol



[bookmark: _GoBack]



	[bookmark: _Hlk126052615]JLU-LIU-30
	GFN-FF
	GFN-xtb1
	r2SCAN-3c

	2a
	φ = 0°
ΔEmin= 0.00 kJ/mol
	φ = 0°
ΔEmin= 0.00 kJ/mol
	φ =0°
ΔEmin= 0.28 kJ/mol

	
	φ = 90°
ΔEmax= 1.13 kJ/mol
	φ = 90°
ΔEmax= 7.52 kJ/mol
	φ = 90°
ΔEmax= 12.64 kJ/mol

	2b
	φ = 0°
ΔEmin= 0.0 kJ/mol
	φ = 0°
ΔEmin= 0.0 kJ/mol
	φ = 0°
ΔEmin= 0.0 kJ/mol

	
	φ = 90°
ΔEmax= 1.64 kJ/mol
	φ = 90°
ΔEmax= 7.82 kJ/mol
	φ = 90°
ΔEmax= 14.55 kJ/mol

	2c
	φ = 0°
ΔEmin= 0.0 kJ/mol
	φ = 0°
ΔEmin= 0.0 kJ/mol
	φ = 0°
ΔEmin= 0.0 kJ/mol

	
	φ = 90°
ΔEmax= 1.27 kJ/mol
	φ = 90°
ΔEmax= 8.86 kJ/mol
	φ = 90°
ΔEmax= 16.98 kJ/mol




