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Table S1: Parameters used to calculate PDFs from atomic structures for the ground-truth
dataset. All parameters follow the same definitions as in (Farrow et al., 2007).

Parameter Value

rmin (Å) 1.5
rmax (Å) 20.0

Qmax (Å−1) 25.0
Qmin (Å−1) 0.1
Qdamp (Å−1) 0.1
Qbroad (Å−1) 0.04
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Fig. S1. The reconstruction error (defined in Eq. 4 in the main text) v.s. the number of
components used for PCA (top) and NMF (bottom) algorithms on the simulated data.
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Fig. S2. The reconstruction error (defined in Eq. 4 in the main text) v.s. the number of
components used for PCA (top) and NMF (bottom) algorithms on the experiment data.
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