Table 4c. Bond lengths [Å] and bond angles [°] (with e.s.d.`s in parentheses) of the P21/a crystal structures of K2Mg(SO4)2.4H2O at 100 K, K2Mn(SO4)2.4H2O at 110 K and K2Fe(SO4)2.4H2O at 185 K.
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Mg
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K1–O4
2.6697(9)
2.6901(11)
2.6832(10)
 
K2–O4
2.7519(9)
2.7737(11)
2.7684(10)
 

K1–O6
2.6696(9)
2.6901(11)
2.6852(10)
 
K2–O5
2.8169(9)
2.8251(11)
2.8251(9)
 

K1–O2B
2.7553(9)
2.7800(12)
2.7687(10)
 
K2–O2A
2.8360(9)
2.8724(11)
2.8553(10)
 

K1–Ow1A
2.8346(9)
2.8535(12)
2.8345(10)
 
K2–O1B
2.8594(9)
2.8712(11)
2.8785(10)
 

K1–O1A
2.8400(9)
2.8749(11)
2.8853(10)
 
K2–Ow1B
2.8877(9)
2.8929(12)
2.8871(10)
 

K1–O3
3.0400(9)
3.0072(12)
2.9788(11)
 
K2–O6
2.8823(9)
2.9117(12)
2.9131(11)
 

K1–O5
3.0130(9)
3.0005(11)
3.0203(10)
 
K2–O2B
2.9729(9)
3.0057(11)
2.9825(10)
 

K1–Ow2
3.0860(10)
3.1481(13)
3.1501(11)
 
K2–Ow2
2.9807(9)
3.0125(13)
2.9882(11)
 

K1–Ow3
3.2516(10)
3.2733(13)
3.2581(11)
 
K2–O3
3.2389(10)
3.2375(13)
3.1921(11)
 

 
 
 
 
 
K2–Ow3
3.3301(10)
3.3576(13)
3.3562(12)
 












Me1–O3
2.0122(9)
2.1138(11)
2.0859(10)
2x
Ow2–Me1–O3
89.16(3)
88.95(5)
89.45(4)
2x

Me1–Ow2
2.0776(10)
2.1766(13)
2.0984(11)
2x
Ow2–Me1–O3
90.84(3)
91.05(5)
90.55(4)
2x

Me1–Ow3
2.0908(10)
2.1945(12)
2.1459(11)
2x
Ow3–Me1–O3
84.35(4)
81.78(5)
80.53(4)
2x

 
 
 
 
 
Ow3–Me1–O3
95.65(4)
98.22(5)
99.47(4)
2x

 
 
 
 
 
Ow3–Me1–Ow2
89.76(3)
89.38(4)
89.57(4)
2x

 
 
 
 
 
Ow3–Me1–Ow2
90.24(3)
90.62(4)
90.43(4)
2x












Me2–O5
2.0782(9)
2.1722(11)
2.0900(9)
2x
Ow1B–Me2–Ow1A
86.86(4)
86.33(5)
86.37(4)
2x

Me2–Ow1A
2.0681(9)
2.1768(11)
2.1349(9)
2x
Ow1B–Me2–Ow1A
93.14(4)
93.67(5)
93.63(4)
2x

Me2–Ow1B
2.0786(9)
2.1857(11)
2.1433(9)
2x
Ow1B–Me2–O5
87.29(3)
86.68(4)
86.95(4)
2x

 
 
 
 
 
Ow1B–Me2–O5
92.71(3)
93.32(4)
93.05(4)
2x

 
 
 
 
 
Ow1A–Me2–O5
88.54(3)
87.43(4)
88.30(4)
2x

 
 
 
 
 
Ow1A–Me2–O5
91.46(3)
92.57(4)
91.70(4)
2x












So–O4
1.4568(10)
1.4585(11)
1.4546(11)
 
O3–So–O4
111.29(6)
111.52(7)
111.95(7)
 

So–O3
1.4722(9)
1.4702(12)
1.4698(11)
 
O3–So–O1A
107.79(5)
107.54(6)
107.29(6)
 

So–O1A
1.4862(9)
1.4860(11)
1.4824(9)
 
O3–So–O1B
108.24(5)
108.22(7)
107.90(6)
 

So–O1B
1.4873(9)
1.4846(11)
1.4818(10)
 
O4–So–O1A
109.93(5)
110.02(6)
110.08(5)
 

 
 
 
 
 
O4–So–O1B
110.36(5)
110.23(6)
110.46(6)
 

 
 
 
 
 
O1A–So–O1B
109.15(5)
109.23(7)
109.06(6)
 












Sd–O6
1.4712(9)
1.4691(11)
1.4625(10)
 
O6–Sd–O2B
109.25(5)
109.40(6)
109.47(6)
 

Sd–O2B
1.4722(9)
1.4710(11)
1.4678(9)
 
O6–Sd–O2A
110.91(5)
110.91(6)
111.27(6)
 

Sd–O2A
1.4791(9)
1.4798(11)
1.4747(9)
 
O6–Sd–O5
110.40(5)
110.37(7)
110.40(6)
 

Sd–O5
1.4859(9)
1.4843(11)
1.4882(10)
 
O2A–Sd–O2B
110.08(5)
110.00(6)
110.09(5)
 

 
 
 
 
 
O2A–Sd–O5
107.64(5)
107.54(6)
107.23(5)
 

 
 
 
 
 
O2B–Sd–O5
108.51(5)
108.58(6)
108.33(5)
 

