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Supplementary data

The calculated and refined amplitudes for dialkyl zinc compounds.

Abbreviations

A — multiplicity, i.e. the number of symmetrically equivalent distances in the molecule.

Ucalc — the amplitude, calculated with the ASYM40 program, pm.

Uref — the value of the amplitude, obtained during the refinement, pm. The numbers marked with  the same letter were refined with constant difference. Estimated standerd deviations given in parentheses in the units of last digit are obtained by doubling the values of (LS calculated by refinement program.

re — calculated interatomic distance, pm.

i-Pr2Zn

	TYPE
	A
	re
	Ucalc
	Uref

	Zn—C1
	2
	197.5
	5.7
	6.0(2)

	C1—C2
	4
	155.3
	5.2
	5.6(2)

	C2—H
	12
	110.3
	7.7
	9.3(2)a

	C1—H
	2
	110.5
	7.8
	6.4(2)a

	Zn…C2
	4
	293.2
	10.2
	11.1(2)b

	Zn…H1
	2
	252.2
	12.7
	12.3(4)c

	Zn…H3’
	2
	311.9
	19.6
	20.5(2)b

	Zn…H2’
	2
	315.0
	19.8
	20.7(2)b

	Zn…H2"
	2
	312.4
	19.9
	20.8(2)b

	Zn…H3”
	2
	314.4
	19.8
	29(5)

	Zn…H2
	4
	392.4
	11.5
	14(1)

	C2…C3
	2
	255.7
	7.5
	7.2(4)c

	C1…C11
	1
	395.0
	7.9
	[7.9]

	C1…C12
	4
	475.2
	16.7
	17.2(9)

	C2…C12
	1
	513.2
	32.7
	[32.7]

	C3…C13
	1
	548.5
	33.5
	[33.5]

	C2…C13
	2
	579.8
	20.9
	[20.9]



t-Bu2Zn

	TYPE
	A
	re
	Ucalc
	Uref

	Zn—C1
	2
	198.8
	5.8
	4.9(3)

	C1—C2
	6
	155.2
	5.2
	4.7(1)

	C2—H
	18
	110.6
	7.8
	5.9(2)

	Zn…C2
	6
	290.6
	10.6
	10.5(3)

	Zn…H2
	6
	390.6
	11.7
	10.7(9)

	Zn…H2’
	12
	310.3
	20.2
	[20.2]

	C2…C3
	6
	253.0
	7.4
	7.0(2)

	C1…C11
	1
	397.6
	8.1
	[8.1]

	C1…C12
	6
	473.1
	18.0
	18(1)

	C2…C12
	3
	581.2
	14.8
	36(8)

	C2…C13
	3
	523.3
	80.7
	27(3) a

	C2…C14
	3
	523.3
	80.7
	27(3) a


neo-Pe2Zn

	TYPE
	A
	re
	Ucalc
	Uref

	Zn—C1
	2
	196.3
	5.6
	5.5(2)

	C2—C3
	4
	155.1
	5.2
	5.4(2)a

	C2—C4
	2
	155.5
	5.2
	5.5(2)a

	C1—C2
	2
	156.0
	5.3
	5.6(2)a

	C4—H4
	4
	109.9
	7.7
	8.4(2)b

	C3—H3
	4
	109.9
	7.7
	8.5(2)b

	C3—H3’
	4
	109.9
	7.7
	8.5(2)b

	C4—H4’
	2
	110.0
	7.7
	8.5(2)b

	C3—H5"
	4
	110.0
	7.7
	8.5(2)b

	C1—H1
	4
	110.4
	7.8
	8.5(2)b

	Zn…C2
	2
	298.5
	9.5
	10.1(4)

	Zn…C5
	2
	336.4
	19.1
	19(1)c

	Zn…C3
	2
	336.6
	18.9
	19(1)c

	Zn…C4
	2
	436.2
	8.3
	9.7(6)

	C4…C3
	2
	252.5
	7.3
	6.3(3)d

	C4…C5
	2
	252.5
	7.3
	6.3(3)d

	C3…C5
	2
	253.1
	7.3
	6.3(3)d

	C1…C4
	2
	254.5
	7.2
	6.2(3)d

	C1…C3
	2
	255.1
	7.3
	6.3(3)d

	C1…C5
	2
	255.1
	7.3
	6.3(3)d

	C1…C11
	1
	392.6
	7.7
	[7.7]

	C1…C12
	2
	480.6
	15.2
	14(2)e

	C1…C13
	2
	488.8
	30.3
	29(2)e

	C1…C15
	2
	488.1
	30.5
	30(2)e

	C2…C12
	1
	596.5
	15.4
	[15.4]

	C5…C15
	1
	639.4
	104.9
	[104.9]

	C2…C15
	2
	621.4
	34.8
	[34.8]

	C2…C13
	2
	610.8
	54.5
	[54.5]

	C1…C14
	2
	626.8
	12.3
	[12.3]

	C3…C13
	1
	605.6
	135.1
	[135.1]

	C3…C15
	2
	671.3
	36.2
	[36.2]

	C2…C14
	2
	730.8
	15.1
	[15.1]

	C4…C15
	2
	740.2
	35.2
	[35.2]

	C4…C13
	2
	732.7
	45.8
	[45.8]

	C4…C14
	1
	872.2
	12.2
	[12.2]

	Zn…H1
	2
	253.2
	12.7
	11.7(3)d

	Zn…H1’
	2
	253.4
	12.7
	11.7(3)d

	Zn…H3’
	2
	437.5
	19.5
	51(15)f

	Zn…H5’
	2
	437.4
	19.6
	51(15)f

	Zn…H5”
	2
	368.6
	34.2
	[34.2]

	Zn…H3
	2
	368.9
	34.0
	[34.0]

	Zn…H3”
	2
	292.5
	26.1
	23(5)g

	Zn…H5
	2
	292.3
	26.2
	23(5)g

	Zn…H4
	2
	465.4
	16.9
	[16.9]

	Zn…H4”
	2
	465.5
	16.9
	[16.9]

	Zn…H4’
	2
	518.5
	13.0
	[13.0]


(Me3SiCH2)2Zn

	TYPE
	A
	re
	Ucalc
	Uref

	Zn—C1
	2
	194.8
	5.5
	8(1)

	Si2—C1
	2
	190.9
	5.4
	4.8(2)a

	Si2—C5
	2
	191.4
	5.4
	4.8(2)a

	Si2—C3
	2
	191.4
	5.4
	4.8(2)a

	Si2—C4
	2
	191.5
	5.4
	4.8(2)a

	Zn…Si2
	2
	325.3
	11.4
	13.4(3)

	Zn…C5
	2
	381.6
	31.9
	22(3)b

	Zn…C3
	2
	381.8
	32.0
	22(3)b

	Zn…C4
	2
	493.0
	10.1
	13(5)c

	Si2…Si12
	1
	646.5
	59.3
	[59.3]

	Si12…C1
	2
	501.1
	18.2
	21(5)c

	Si2…C13
	2
	660.4
	195.3
	[195.3]

	Si2…C15
	2
	692.9
	42.5
	[42.5]

	Si2…C14
	2
	810.1
	44.0
	[44.0]

	C1…C11
	1
	389.6
	7.7
	[7.7]

	C4…C3
	2
	311.1
	10.6
	[10.6]

	C4…C5
	2
	311.2
	10.6
	[10.6]

	C3…C5
	2
	311.9
	10.6
	[10.6]

	C1…C3
	2
	312.5
	10.4
	[10.4]

	C1…C5
	2
	312.5
	10.4
	[10.4]

	C1…C4
	2
	315.0
	10.3
	[10.3]

	C1…C15
	2
	519.1
	49.2
	[49.2]

	C1…C13
	2
	519.5
	49.8
	[49.8]

	
C3…C13
	1
	638.6
	452.7
	[452.7]

	C1…C14
	2
	680.2
	14.3
	[14.3]

	C5…C15
	1
	738.9
	226.2
	[226.2]

	C3…C15
	2
	752.0
	172.7
	[172.7]

	C4…C13
	2
	808.1
	141.8
	[141.8]

	C4…C15
	2
	832.5
	50.8
	[50.8]





	


C4…C14
	1
	983.7
	32.7
	[32.7]

	C4—H4
	8
	109.9
	7.7
	7.4(2)d

	C3—H3
	4
	109.9
	7.7
	7.4(2)d

	C4—H4’
	2
	109.9
	7.7
	7.4(2)d

	C3—H3”
	4
	109.9
	7.7
	7.4(2)d

	C1—H1’
	2
	110.3
	7.7
	7.5(2)d

	C1—H1
	2
	110.3
	7.7
	7.5(2)d

	Zn…H1
	2
	251.3
	12.8
	[12.8]

	Zn…H1’
	2
	251.5
	12.8
	[12.8]

	Zn…H3’
	2
	483.4
	29.8
	[29.8]

	Zn…H5’
	2
	483.1
	29.7
	[29.7]

	Zn…H5”
	2
	411.3
	56.6
	[56.6]

	Zn…H3
	2
	411.3
	56.3
	[56.3]

	Zn…H3”
	2
	344.8
	41.3
	[41.3]

	Zn…H5
	2
	344.4
	41.0
	[41.0]

	Zn…H4
	2
	520.7
	23.5
	[23.5]

	Zn…H4”
	2
	520.8
	23.5
	[23.5]

	Zn…H4’
	2
	575.0
	14.3
	[14.3]

	Si2…H5’
	2
	252.8
	11.9
	12.0(3)e

	Si2…H3’
	2
	252.8
	11.9
	12.0(3)e

	Si2…H4
	4
	252.6
	11.8
	12.0(3)e

	Si2…H5”
	2
	252.7
	11.9
	12.0(3)e

	Si2…H3
	2
	252.7
	11.9
	12.0(3)e

	Si2…H4’
	2
	253.0
	11.9
	12.0(3)e

	Si2…H5
	2
	253.3
	11.8
	12.0(3)e

	Si2…H3”
	2
	253.3
	11.8
	12.0(3)e

	Si2…H1
	2
	250.5
	12.0
	12.1(3)e

	SI2…H1’
	2
	250.6
	12.0
	12.1(3)e
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Experimental (dots) and calculated (lines) modified molecular intensity curves for i-Pr2Zn, t-Bu2Zn, neo-Pe2Zn, and (Me3SiCH2)2Zn.

