Structure of

ASCEND’s

H_G_thermodynamics.lib

formula groups subgroups mw Tb Tc etc.

component_constants

pure_component

data

T,P,V,H,G,R thermodynamic_properties

(U=H-P*V A=H-P*V S=(H-G)/T)

partial_component

V,H,G homogeneous_mixture

IRT IRT IRT

IRT components

y mixture

sum(y[i])=1

partial[i].V-pure[i].V= partial[i].H-pure[i].H= partial[i].G-pure[i].G= pure

Pitzer_mixture

(vapor)

UNIFAC_mixture

pure

partial[i].V-pure[i].V=0 partial[i].H-pure[i].H= partial[i].G-pure[i].G=

(liquid)

Pitzer_component V= H= G= (vapor)

Rackett_component VP= V= H= G=

VP (liquid) mix heterogeneous_mixture reference phases ave_alpha alpha

phi y[i]=SUM(phi[j]*mix[j].y[i]|j IN phases) ave_alpha*mix[j].y[i]= alpha[i]*mix[[reference].y[i]

data td_heterogeneous_mixture

mix

V= H= G=

equilibrim_mixture

mix[j].partial[i].G, mix[reference].partial[i].G ATS murphree_equilibrium_mixture

murph_eff equil_alpha ref_y vap_eq

y[i]-ref_y[i]= murph_eff*(yeq[i]-ref_y[i]) td_homogeneous_mixture

data

pure partial

V= H= G=

T,P,V,H,G,R

ATS

Wilson_mixture

partial[i].V-pure[i].V=0 partial[i].H-pure[i].H= partial[i].G-pure[i].G=

(liquid) pure