DFT Model Number DFT Model Description
mod000.df2 N2@77-Carbon, Slit pores, Original DFT
mod001.df2 Ar@87-Carbon, Slit pores, Original DFT
mod003.df2 N2 - Modified Density Functional
mod004.df2 N2 @ 77K, Slit Pore, Halsey Thickness Curve
mod005.df2 N2 @ 77K, Cylinder Pore, Halsey Thickness Curve
mod006.df2 N2 @ 77K, Slit Pore, Harkins and Jura Model
mod007.df2 N2 @ 77K, Cylinder Pore, Harkins and Jura Model
mod008.df2 N2 @ 77K, Slit Pore, Broekhoff —de Boer Model
mod009.df2 N2 @ 77K, Cylinder Pore, Broekhoff - de Boer Model
mod010.df2 N2@77-Oxide Cyl Pores, Strong Potential
mod011.df2 CO2 @ 273 on Carbon, Slit Pores
mod012.df2 AR - Modified Density Functional
mod013.df2 N2@77-Oxide Cylindrical Pores,Tarazona
mod014.df2 N2@77 Cyl Pores in Pillared Clay, NLDFT
mod015.df2 Ar@87 in Oxide Cyl Pores, NLDFT
mod023.df2 Ar@77 on Carbon Slit Pores by NLDFT
mod024.df2 N2@87 on Carbon Slit Pores by NLDFT
mod101.df2 Argon on Carbon at 77 Kelvin, slit like pores
mod102.df2 Ar@77 on Zeolite Cyl Pores, NLDFT
mod110.df2 2D-NLDFT, N2-Carbon Finite Pores, As=6
mod111.df2 2D-NLDFT, N2-Carbon Finite Pores, Aspect=4
mod112.df2 NLDFT(SD3), N2-77-Carbon Slit Pores
mod200.df2 N2 @ 77 on Carbon Slit Pores
mod200.df3 N2 @ 77 on Carbon Slit Pores by NLDFT
mod201.df2 N2@77-Carb Finite Pores, As=4, 2D-NLDFT
mod202.df2 N2@77-Carb Finite Pores, As=6, 2D-NLDFT
mod203.df2 Ar@87 on Carbon Slit Pores by NLDFT
mod204.df2 Ar@87-Carb Finite Pores, As=4, 2D-NLDFT
mod205.df2 Ar@87-Carb Finite Pores, As=6, 2D-NLDFT
mod206.df2 N2@77-Carb Finite Pores, As12, 2D-NLDFT
mod207.df2 Ar@87-Carb Finite Pores,As=12, 2D-NLDFT
mod225.df2 N2@77-Carb Cyl Pores, SWNT, NLDFT
mod226.df2 N2@77-Carb Cyl Pores, MWNT, NLDFT
mod227.df2 Ar@87-Carb Cyl Pores, SWNT, NLDFT
mod228.df2 Ar@87-Carb Cyl Pores, MWNT, NLDFT
mod229.df2 Ar@77-Zeolites, H-Form, NLDFT
mod230.df2 Ar@77-Zeolites, Me-Form, NLDFT
mod241.df2 GCMC CO2 Carbon slit
mod250.df2 CO2@273-Carbon Slit Pores, 10 atm,NLDFT
mod251.df2 Ar@87-Zeolites, H-Form, NLDFT
mod252.df2 Ar@87-Zeolites, Me-Form, NLDFT

mod255.df2

HS-2D-NLDFT, Carbon, N2, 77




mod300.df2 NLDFT, Ultramicroporous Zeolites, 02, 77
mod300.df3 NLDFT, Ultramicroporous Zeolites, 02, 77
mod310.df2 NLDFT, Ultramicroporous Zeolites, H2, 77
mod310.df3 NLDFT, Ultramicroporous Zeolites, H2, 77
mod400.df3 CO2@273-Carbon, NLDFT

mod410.df2 HS-2D-NLDFT, Carbon, 02, 77

mod420.df2 HS-2D-NLDFT, Carbon, Ar, 87

mod425.df2 HS-2D-NLDFT, Carbon, CO2, 273
mod430.df2 HS-2D-NLDFT, Carbon, H2, 77

mod440.df2 HS-2D-NLDFT, Carb Cyl Pores (ZTC) N2@77
mod450.df2 HS-2D-NLDFT, Carb Cyl Mesopores, N2@77
mod600.df2 MOF1-Ar Cylindrical Mesopores, 2D-NLDFT
mod610.df2 HS-2D-NLDFT, Cylindrical Oxide, Ar, 87
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