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Figure S1: (a), (b) and (c) show the variation of d, 0, ¢, respectively with time in water. (d), (e)
and (f) are the distribution of the three parameters (d, © and ) in water solvent. When d < 6A",
and the angles is 40 °> {6, ¢} > 140°, we defined these conformations as stack conformations.



Figure S2: Orientations of water molecules around adenine and isoalloxazine rings of FAD at
different time points in the trajectory.
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Figure S3: Distribution of k, a and B for Ade/Iso with urea. (a) distribution of distance (k)
between the COMs of Ade and urea, Iso and urea. (b) Distribution of angle (o) between the Ade
and urea, Iso and urea. (c¢) Distribution of angle () between Ade and urea, Iso and urea.



