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Materials Project Software Stack

User-generated Simulation Input Dictionary

{“smile”:<molecule1>,”count”:<int>}
{“smile”:<molecule2>,”count”:<int>}

…

Force Field Specification 
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Anions:

[BzSO3]- [TsO]- [DMBS]- [TMBS]-

𝑋

𝚫𝑮𝐦𝐢𝐱 ∝ 𝝌𝑰𝑳 ⋅ 𝝌𝑯𝟐𝑶 𝑬𝑰𝑳/𝑯𝟐𝑶 −
 (𝑬𝑰𝑳+𝑬𝑯𝟐𝑶)

𝟐
+ 𝝌𝑰𝑳 𝒍𝒏 𝝌𝑰𝑳 + 𝝌𝑯𝟐𝑶 𝒍𝒏 𝝌𝑯𝟐𝑶 𝚫𝝁 = 𝑹𝑻 𝒍𝒏(𝒂)
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