Table 4a. Bond lengths [Å] and bond angles [°] (with e.s.d.’s in parentheses) of the C2/m crystal structures of K2Me(SO4)2 · 4H2O at 293 K.

  

PRIVATE
 
Mg
Mn
Fe
 
 
Mg
Mn
Fe
 

K–O6
2.598(3)
2.621(4)
2.607(2)
 
 
 
 
 
 

or
 
 
 
 
K–Ow1
2.8617(11)
2.8749(12)
2.8564(11)
 

K–O6
2.999(3)
3.026(4)
3.021(2)
 
K–Ow2
3.0455(10)
3.0939(10)
3.0771(10)
 

K–O2B
3.152(3)
3.176(3)
3.140(2)
 
K–Ow3
3.3077(12)
3.3263(14)
3.3101(10)
 

 
 
 
 
 
K–O1
2.8606(12)
2.8805(12)
2.8865(11)
 

K–O2A
2.809(2)
2.842(3)
2.8388(19)
 
K–O3
3.1726(11)
3.1562(12)
3.1096(10)
 

or
 
 
 
 
K–O4
2.7260(9)
2.7469(10)
2.7347(9)
 

K–O2B
2.742(2)
2.782(3)
2.757(2)
 
K–O5
2.9333(9)
2.9309(10)
2.9325(10)
 

 
 
 
 
 
 
 
 
 
 

Me1–O3
2.0110(14)
2.1088(15)
2.0804(13)
2x
O3–Me1–Ow3
84.74(7)
82.05(8)
80.67(6)
2x

Me1–Ow2
2.0823(15)
2.1753(16)
2.1003(14)
2x
O3–Me1–Ow3
95.26(7)
97.95(8)
99.33(6)
2x

Me1–Ow3
2.0885(14)
2.1972(17)
2.1498(15)
2x
O3–Me1–Ow2
90.0
90.0
90.0
4x

 
 
 
 
 
Ow2–Me1–Ow3
90.0
90.0
90.0
4x

 
 
 
 
 
 
 
 
 
 

Me2–O5
2.0878(13)
2.1789(13)
2.0956(12)
2x
Ow1–Me2–Ow1
92.59(6)
92.80(6)
92.98(5)
2x

Me2–Ow1
2.0747(10)
2.1840(11)
2.1386(9)
4x
Ow1–Me2–Ow1
87.41(6)
87.20(6)
87.02(5)
2x

 
 
 
 
 
Ow1–Me2–O5
87.96(4)
87.09(4)
87.55(4)
4x

 
 
 
 
 
Ow1–Me2–O5
92.04(4)
92.91(4)
92.45(4)
4x

 
 
 
 
 
 
 
 
 
 

So–O4
1.4503(13)
1.4492(15)
1.4497(14)
 
O4–So–O3
111.48(10)
111.82(11)
112.05(9)
 

So–O3
1.4665(14)
1.4660(16)
1.4663(13)
 
O4–So–O1
110.22(5)
110.28(6)
110.48(5)
2x

So–O1
1.4806(10)
1.4787(11)
1.4776(10)
2x
O3–So–O1
107.87(5)
107.55(6)
107.47(5)
2x

 
 
 
 
 
O1–So–O1
109.11(8)
109.25(9)
108.76(8)
 

 
 
 
 
 
 
 
 
 
 

Sd–O2A
1.444(2)
1.442(2)
1.4353(18)
 
O2A–Sd–O6
112.92(15)
113.17(17)
113.37(11)
 

Sd–O6
1.4572(17)
1.4564(19)
1.4477(16)
 
O2A–Sd–O5
111.02(10)
110.68(11)
110.99(8)
 

Sd–O5
1.4752(13)
1.4778(14)
1.4796(12)
 
O2A–Sd–O2B
109.37(17)
109.18(18)
109.27(12)
 

Sd–O2B
1.503(2)
1.505(2)
1.5036(19)
 
O6–Sd–O5
111.23(9)
111.12(10)
111.57(9)
 

 
 
 
 
 
O6–Sd–O2B
107.64(17)
107.55(18)
107.52(12)
 

 
 
 
 
 
O5–Sd–O2B
104.23(9)
104.73(10)
103.58(8)
 

