Table 5a. Hydrogen bond system (distances [Å] and angles [°]) in the C2/m crystal structures of K2Me(SO4)2.4H2O at 293 K in order of leonite, Mn-leonite and mereiterite.

PRIVATE
D–H···A
d(D–H)
d(H···A)
<DHA
d(D···A)
 
 
< H2O

Ow1–H1···O2B
0.82(2)

0.76(2)

0.77(2)
1.85

1.92

1.91
171.1

171.4

168.6
2.66

2.68

2.67
 
 
 

Ow1–H1···O2A
0.82(2)

0.76(2)

0.77(2)
1.94

1.99

1.99
162.3

164.3

161.5
2.73

2.72

2.73
 
H1–Ow1–H2
100(2)

99(2)

103(2)

Ow1–H2···O1
0.86(2)

0.88(2)

0.87(2)
1.85

1.82

1.84
173.9

178.7

175.3
2.70

2.70

2.71
 
 
 

Ow2–H3···O1
0.81(2)

0.75(2)

0.79(2)
1.91

1.95

1.90
170.6

174.7

175.7
2.71

2.70

2.68
 
H3–Ow2–H3
94(2)

109(2)

90(2)

Ow3–H4···O2A
0.81(4)

0.74(4)

0.78(4)
2.05

2.10

2.05
148.3

147.6

149.0
2.77

2.75

2.74
2x

2x

2x
H4–Ow3–H5
102(3)

107(3)

106(3)

Ow3–H5···O6
0.77(3)

0.77(4)

0.81(4)
2.02

2.02

2.00
170.9

167.0

169.2
2.78

2.78

2.80
2x

2x

2x
 
 

