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An Efficient Procedure to Locate Buried Water Molecules in Proteins

(IMCE Kyushu University) cTatsunobu Ogata, Takashi Kamachi, Kazunari Yoshizawa
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Entry CHARMM B3LYP CAM-3LYP LC-BLYP B97D wB97XD

1 -15.98 -11.90 -14.88 -18.84 -15.09 -16.27
2 -20.66 -17.14 -19.88 -23.71 -19.71 -21.15
3 -21.08 -15.05 -19.16 -24.54 -20.85 -23.07
4 -21.74 -17.72 -21.34 -26.31 -22.18 -24.59
5 -22.28 -16.70 -20.66 -25.85 -20.25 -23.08
6 -22.69 -18.09 -22.18 -27.70 -23.33 -25.86
7 -23.46 -19.69 -23.13 -27.90 -24.17 -25.88
8 -26.83 -22.03 -25.87 -30.98 -24.99 -28.13
RMSD - 4.62 1.09 395 1.14 1.96
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