Supplementary Materials to Beyond IC5g - A computational dynamic model of drug resistance in
enzyme inhibition treatment.

S1 Text: Mass balance equations

change calculation
AEy] = (kg + Feat)[B5S] = KL [SIE] + Elrans[By] — kflans[EA]) At
AELS] = (k[SIEL] = (kg + Feat ) [E4 S At
AE] = (Ffans[Bal = Frans[Br] + K [B1R] — k5L [R][Ef]) At
AER] = (kLRIE] - k[ER]) At
AE,,] = A[EL]+A[ELS]+A[E \R]+ A[E/]
= 0

Table A: Table outlining the equations for the change in population of each state in the system for
an inactive state binding inhibitor using Euler integration of Equation 2 over time step At. The mass
balance equation for the change in the total concentration, A[E, ], is given and shown to be zero.

change calculation
AEy] = (kg + keat)[BoS] — KSLISIEA] + Kirans[Br] — kftans[Ea] + ksg[EAR] — kg, [RI[E, ) At
AELS] = (k[SIEA] — (kg + Feat)[E4 S At
A[EAR] = (kou[RI[E,] — ki [EAR]) At
AE] = (kansEal = Flrans[Er]) At
AE] = A[E,]+AE,S]+AE]+ AER]
= 0

Table B: Table outlining the equations for the change in population of each state in the system for an
active state binding inhibitor using Euler integration of Equation 2 over time step At. The mass balance
equation for the change in the total concentration, A[E, ], is given and shown to be zero.



