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Figure S1 Radial distribution function (g(r)) and its integration number (n(r)) of the Mg-
O(water) distance of K*, Na*, Ca*" and Mg®" in aqueous solution denoted as Free-K, Free-
Na, Free-Ca and Free-Mg, respectively. MD simulations of these alkali and alkali earth ions

were performed in TIP3P water models for 10ns using NAMD program.
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Table S1 Estimation of the first g(r) peak, its corresponding n(r) and second g(r) peak from
the RDFs shown in Figure S1 gives, respectively the values as follows:

1" peak n(r) of 2" peak
(A) 1* peak (A)

Free-K 2.7 6-8 5.0
Free-Na 2.4 5-6 4.4-4.8
Free-Ca 2.2 7 4.6
Free-Mg 2.0 6 4.2

Apparently, the peaks and n(r) belonging to the first shell and second shell of K", Na", Ca*’
are different from those of Mg”".
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Figure S2 PCA for the FLCorA trajectory: Interpolated structures along PC1 & PC2
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Extracellular view

Figure S3 PCA for the FLCorA_noMgDCS trajectory: Interpolated structures along PC1 &
PC2
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Figure S4 The projection along the first (a) and second (b) principal components of motion of
the Ca-atoms of CorA from the FLCorA and FLCorA—noMgDCS.
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