ORDER / DISORDER

Temperature-path fingerprints

011 ] T 08 J .\F
0.10 - 0.7 - —é
° 0.09 - _ 0.6 -
S <
s S
'E 0.08 - Q 0.5 -
S <
o o
o 0.07 - & 0.4 -
2 g
% Q
= 0.06 - ? 2 0.3 -
=&~ Glycerol-inspired - NVT
=8~ Ethylene glycol-inspired - NVT
0.05 - ~§- DMSO-inspired - NVT 0.2 -
—8- Propylene glycol-inspired - NVT
—&- Formamide-inspired - NVT
0.04 - =&~ Benzyl alcohol-inspired - NVT 0.1 -
200 300 400 500 600 200 300 400 500 600
Target temperature / K Target temperature / K
0.05 -
(0] ~
S —15 - €
O c
% ~ 0.04 -
£ a
= =
L —-20 - )
g £
= 0.03 -
= c
= :
§ el > /
2 3] —0
) = 0.02 -
© 2
2 —30 - HCI—)
et o
) c
a w 0.01 - —0
—35 -
200 300 400 500 600 200 300 400 500 600
Target temperature / K Target temperature / K

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

e @ °®
1.25 -
1.20 -
7
£
(@]
(@)]
< 1.15-
-‘é [ ® ®
8 [ ® ®
1.10- @ ® ®
1.05 - s : s
200 300 400 500 600
Target temperature / K
0.250 -
0.225 -
i
e
= 0.200 -
(O]
O
@
& 0.175 -
(0]
>
S 0.150 -
|
¥ —o
S 0,125 - i‘
(@)}
=
< 0.100 -

oA

0.075 - \

200 300 400 500 600
Target temperature / K



ANGULAR ATLAS / Glycerol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Glycerol-inspired

fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired
fixed volume - 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 / Propylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Benzyl alcohol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Glycerol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Ethylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / DMSO-inspired

fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Propylene glycol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Formamide-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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ANGULAR ATLAS / Benzyl alcohol-inspired
fixed volume - pooled maps and instantaneous multipole spectrum
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