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ANGULAR ATLAS / Glycerol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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Og¢ multipolar order
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Og¢ multipolar order
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DMSO-inspired / Partial-charge Coulomb + LJ
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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DIPOLE ATLAS / qualitative surrogates - finite, short trajectories - not measured phase boundaries
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Formamide-inspired / Partial-charge Coulomb + L]
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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ANGULAR ATLAS / Glycerol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Benzyl alcohol-inspired

10 kPa - pooled maps and instantaneous multipole spectrum
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Glycerol-inspired / Lennard-Jones only

PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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DMSO-inspired / Lennard-Jones only

PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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Formamide-inspired / Lennard-Jones only

PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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ORDER / DISORDER
Temperature-path fingerprints
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ANGULAR ATLAS / Glycerol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Benzyl alcohol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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Formamide-inspired / Partial-charge Coulomb + WCA

PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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ORDER / DISORDER

Temperature-path fingerprints
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ANGULAR ATLAS / Glycerol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
10 kPa - pooled maps and instantaneous multipole spectrum
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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
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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

180 K
1.00 - 1.00 -
0.75 - 30 E 0.75 -
Q 5 2
2 0.50 - o 2@ 0.50 -
< 255k
i) o BT
7] o [7)]
— o —
T 0.00 - L1585 S 0.00-
o = o
() — (O}
| —0.25 - -1.0 = | —0.25 -
S =
2 —0.50 - 05 2 ~0.50-
(9] o O
—0.75 - -0.0 & ~0.75 -
—1.00 - . —1.00 -
-100 100
Azimuth <p/degrees
0.0025 -

< <
© ©
Q ()
9] 9]
g g
S S
Q Q
7 3
2 ~0.0100 - o
D o]
w0 )]

~0.0125 -

~0.0150 -

I I 1 1 1 —0012 -
1 2 3 4 5 6

Spherical harmonic degree /

DIPOLE ATLAS / qualitative surrogates - finite, short trajectories - not measured phase boundaries
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Og¢ multipolar order
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Glycerol-inspired / WCA repulsion only
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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Ethylene glycol-inspired / WCA repulsion only
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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DIPOLE ATLAS / qualitative surrogates - finite, short trajectories - not measured phase boundaries
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DMSO-inspired / WCA repulsion only

PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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Propylene glycol-inspired / WCA repulsion only
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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DIPOLE ATLAS / qualitative surrogates - finite, short trajectories - not measured phase boundaries
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Formamide-inspired / WCA repulsion only
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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DIPOLE ATLAS / qualitative surrogates - finite, short trajectories - not measured phase boundaries



Og¢ multipolar order

o o© ©
o o ©°
N oo ©

\ \ \

=
o
o

\

JopJo sejodninw °0

Benzyl alcohol-inspired / WCA repulsion only
PCHIP in T, log(P) - gold = simulated samples - NOT a phase boundary
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