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DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Glycerol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / DMSO-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries



100 0 100
Azimuth  / degrees

1.00

0.75

0.50

0.25

0.00

0.25

0.50

0.75

1.00

co
s(

) 
 e

qu
al

 so
lid

 a
ng

le

180 K

100 0 100
Azimuth  / degrees

1.00

0.75

0.50

0.25

0.00

0.25

0.50

0.75

1.00

co
s(

) 
 e

qu
al

 so
lid

 a
ng

le

300 K

100 0 100
Azimuth  / degrees

1.00

0.75

0.50

0.25

0.00

0.25

0.50

0.75

1.00

co
s(

) 
 e

qu
al

 so
lid

 a
ng

le

600 K

1 2 3 4 5 6
Spherical harmonic degree 

0.01

0.00

0.01

0.02

0.03

0.04

0.05

0.06

Se
lf-

pa
ir-

co
rre

ct
ed

 A
2

1 2 3 4 5 6
Spherical harmonic degree 

0.010

0.005

0.000

0.005

0.010

0.015

Se
lf-

pa
ir-

co
rre

ct
ed

 A
2

1 2 3 4 5 6
Spherical harmonic degree 

0.000

0.005

0.010

0.015

0.020

0.025

0.030

0.035

Se
lf-

pa
ir-

co
rre

ct
ed

 A
2

0.0

0.5

1.0

1.5

2.0

2.5

3.0

Pr
ob

ab
ilit

y 
/ i

so
tro

pi
c 

pr
ob

ab
ilit

y

0

1

2

3

Pr
ob

ab
ilit

y 
/ i

so
tro

pi
c 

pr
ob

ab
ilit

y

0.0

0.5

1.0

1.5

2.0

2.5

3.0

Pr
ob

ab
ilit

y 
/ i

so
tro

pi
c 

pr
ob

ab
ilit

y

ANGULAR ATLAS / Propylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Formamide-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Glycerol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Formamide-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Glycerol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / DMSO-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Propylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Formamide-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Glycerol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / DMSO-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Propylene glycol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Formamide-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa · pooled maps and instantaneous multipole spectrum

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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PCHIP in T, log(P) · gold = simulated samples · NOT a phase boundary

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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PCHIP in T, log(P) · gold = simulated samples · NOT a phase boundary

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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PCHIP in T, log(P) · gold = simulated samples · NOT a phase boundary

DIPOLE ATLAS  /  qualitative surrogates · finite, short trajectories · not measured phase boundaries
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