	Items
	O1
	O2
	O3
	S
	H
	δ

	7H2O
	7.259
	7.254
	7.127
	3.708
	0.360
	0.708

	23H2O
	7.270
	7.274
	7.226
	3.757
	0.298
	0.825

	ZVAL
	6
	6
	6
	6
	1
	/


Note: ZVAL represent the number of valence electrons used in pseudopotentials files.
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