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1 Choice of Model Systems

Lidocaine (LI) Benzamide (BD) Phenacetin (PH) Bifonazole (BI)

Chlorzoxazone (CZ) Flufenamic acid (FFA) Flurbiprofen (FB) Chlorpropamide (CP)

Figure S1: Literature data1 for eight different API molecules, each formulated with four different
polymer types. ASD stabilities are given as amorphicity index (AI) values that are each an average
from measurements at several different API loadings.
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2 Convergence
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Figure S2: Convergence of simulations of pure APIs. Non-bonded energies (top) and volume per
molecule (bottom).
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Figure S3: Convergence of simulations of pure APIs. Direct comparsion of data for the two APIs.
Non-bonded energies (left) and volume per molecule (right).
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Figure S4: Convergence of simulations of pure polymers. Non-bonded energies (top) and volume
per molecule (bottom).
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Figure S5: Convergence of simulations of pure polymers. Direct comparsion of data for the four
polymer types. Non-bonded energies (left) and volume per molecule (right).
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Figure S6: Convergence of simulations of blends of four polymer types with 25 w% FLA. Non-
bonded energies (top) and volume per molecule (bottom).
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Figure S7: Convergence of simulations of blends of four polymer types with 25 w% FLA. Di-
rect comparsion of data for the four polymer types. Non-bonded energies (left) and volume per
molecule (right).

5



-64000

-63500

-63000

-62500

-62000

-61500

-61000

 0  50  100  150  200  250  300  350  400

E
n

o
n

b
 [

k
J
/m

o
l]

time [ns]

EEC

-135000

-134500

-134000

-133500

-133000

-132500

-132000

 0  50  100  150  200  250  300  350  400

E
n

o
n

b
 [

k
J
/m

o
l]

time [ns]

PAA

-109000

-108500

-108000

-107500

-107000

-106500

-106000

 0  50  100  150  200  250  300  350  400

E
n

o
n

b
 [

k
J
/m

o
l]

time [ns]

PSA

-55000

-54500

-54000

-53500

-53000

-52500

-52000

-51500

-51000

 0  50  100  150  200  250  300  350  400

E
n

o
n

b
 [

k
J
/m

o
l]

time [ns]

PVP

 167

 167.5

 168

 168.5

 169

 169.5

 170

 0  50  100  150  200  250  300  350  400

V
o

lu
m

e
 [

n
m

3
]

time [ns]

EEC

 139

 139.5

 140

 140.5

 141

 141.5

 142

 0  50  100  150  200  250  300  350  400

V
o

lu
m

e
 [

n
m

3
]

time [ns]

PAA

 144

 144.5

 145

 145.5

 146

 146.5

 147

 0  50  100  150  200  250  300  350  400

V
o

lu
m

e
 [

n
m

3
]

time [ns]

PSA

 156

 156.5

 157

 157.5

 158

 158.5

 159

 0  50  100  150  200  250  300  350  400

V
o

lu
m

e
 [

n
m

3
]

time [ns]

PVP

Figure S8: Convergence of simulations of blends of four polymer types with 25 w% PAC. Non-
bonded energies (top) and volume per molecule (bottom).
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Figure S9: Convergence of simulations of blends of four polymer types with 25 w% PAC. Di-
rect comparsion of data for the four polymer types. Non-bonded energies (left) and volume per
molecule (right).
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Figure S10: Convergence of simulations of blends of four polymer types with 40 w% FLA. Non-
bonded energies (top) and volume per molecule (bottom).
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Figure S11: Convergence of simulations of blends of four polymer types with 40 w% FLA. Di-
rect comparsion of data for the four polymer types. Non-bonded energies (left) and volume per
molecule (right).
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Figure S12: Convergence of simulations of blends of four polymer types with 40 w% PAC. Non-
bonded energies (top) and volume per molecule (bottom).
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Figure S13: Convergence of simulations of blends of four polymer types with 40 w% PAC. Di-
rect comparsion of data for the four polymer types. Non-bonded energies (left) and volume per
molecule (right).
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Figure S14: Convergence of API mobility calculations in blends of four polymer types with 40
w% PAC.
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Figure S15: Convergence of API mobility calculations in blends of four polymer types with 40
w% PAC.
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