Table 4b. Bond lengths [Å] and bond angles [°] (with e.s.d.`s in parentheses) of the I2/a crystal structures of K2Mg(SO4)2.4H2O at 170 K and K2Mn(SO4)2.4H2O at 185 K.

PRIVATE
 
Mg
Mn
 
 
Mg
Mn
 

K1–O6
2.6745(11)
2.7035(13)
 
K2–O4
2.7358(10)
2.7561(12)
 

K1–O4
2.6895(10)
2.7176(12)
 
K2–O2A
2.8369(11)
2.8614(14)
 

K1–O2B
2.7563(12)
2.7844(15)
 
K2–O5
2.8388(10)
2.8555(12)
 

K1–O1A
2.8570(11)
2.8762(13)
 
K2–O1B
2.8410(11)
2.8694(13)
 

K1–Ow1A
2.8569(11)
2.8703(13)
 
K2–Ow1B
2.8692(11)
2.8797(13)
 

K1–Ow2A
2.9844(10)
3.0350(10)
 
K2–O6
2.8959(11)
2.9138(14)
 

K1–O5
2.9960(10)
2.9790(12)
 
K2–O2B
2.9948(11)
3.0488(14)
 

K1–O3
3.1525(11)
3.1285(14)
 
K2–Ow2B
3.0968(10)
3.1409(10)
 

K1–Ow3
3.3163(12)
3.3215(15)
 
K2–O3
3.1683(11)
3.1489(14)
 

 
 
 
 
K2–Ow3
3.2674(12)
3.3043(15)
 

 
 
 
 
 
 
 
 

Me1–O3
2.0112(10)
2.1105(13)
2x
O3–Me1–Ow2A
89.94(3)
89.98(3)
2x

Me1–Ow2B
2.0725(16)
2.1651(19)
 
O3–Me1–Ow2B
90.06(3)
90.02(3)
2x

Me1–Ow2A
2.0830(15)
2.1765(18)
 
O3–Me1–Ow3
84.54(5)
81.75(6)
2x

Me1–Ow3
2.0899(12)
2.1945(14)
2x
O3–Me1–Ow3
95.46(5)
98.25(6)
2x

 
 
 
 
Ow2A–Me1–Ow3
89.28(3)
89.28(3)
2x

 
 
 
 
Ow2B–Me1–Ow3
90.72(3)
90.72(3)
2x

 
 
 
 
O3–Me1–O3
179.88(6)
179.97(7)
 

 
 
 
 
Ow3–Me1–Ow3
178.56(6)
178.55(7)
 

 
 
 
 
 
 
 
 

Me2–Ow1B
2.0686(10)
2.1794(12)
2x
Ow1A–Me2–Ow1B
87.06(5)
86.71(5)
2x

Me2–Ow1A
2.0776(10)
2.1865(12)
2x
Ow1A–Me2–Ow1B
92.94(5)
93.29(5)
2x

Me2–O5
2.0814(10)
2.1726(12)
2x
Ow1A–Me2–O5
88.42(4)
87.39(5)
2x

 
 
 
 
Ow1A–Me2–O5
91.58(4)
92.61(5)
2x

 
 
 
 
Ow1B–Me2–O5
92.43(4)
93.19(5)
2x

 
 
 
 
Ow1B–Me2–O5
87.57(4)
86.81(5)
2x

 
 
 
 
 
 
 
 

So–O4
1.4557(11)
1.4530(13)
 
O1A–So–O1B
109.04(6)
109.29(8)
 

So–O3
1.4689(10)
1.4698(13)
 
O3–So–O1B
108.21(6)
107.87(7)
 

So–O1B
1.4838(10)
1.4834(12)
 
O3–So–O1A
107.86(6)
107.59(7)
 

So–O1A
1.4851(9)
1.4850(12)
 
O4–So–O1B
110.03(5)
110.00(7)
 

 
 
 
 
O4–So–O1A
110.26(6)
110.26(7)
 

 
 
 
 
O4–So–O3
111.37(7)
111.75(9)
 

 
 
 
 
 
 
 
 

Sd–O6
1.4697(10)
1.4636(13)
 
O2A–Sd–O5
107.65(5)
107.96(7)
 

Sd–O2B
1.4703(10)
1.4725(12)
 
O2B–Sd–O2A
110.10(6)
110.14(7)
 

Sd–O2A
1.4755(9)
1.4699(12)
 
O2B–Sd–O5
108.51(5)
108.05(7)
 

Sd–O5
1.4823(10)
1.4845(12)
 
O6–Sd–O2A
110.82(6)
111.40(8)
 

 
 
 
 
O6–Sd–O2B
109.30(6)
108.70(7)
 

 
 
 
 
O6–Sd–O5
110.41(6)
110.53(8)
 

