Supplementary Information: Higher Order Cartesian Gaussian Multipole Tensors

Although the AMOEBA force field does not include octopole or hexadecapole moments, future
scattering models based on Cartesian Gaussian multipoles may. Therefore, we present the 3 4"
and 5" order tensors and the derivatives of the 3" and 4" order tensors with respect to both ADP

and x parameters for future convenience.



Cartesian Gaussian Tensors of 3, 4™ and 5™ Order
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Derivative with respect to ADPs of 3" and 4™ Order Cartesian Gaussian Tensors
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Derivative with respect to the Width of 3™ and 4" Order Cartesian Gaussian Tensors
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