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Supplementary powder diffraction data for PEO8:NaBPh4
The Structure of Poly(ethylene oxide)8:NaBPh4 from a Single Crystal Oligomer and Polycrystalline Polymer
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	Atom
	x
	y
	z
	Uiso

	  NA1
	 .016(1)
	.834(1)
	.756(2)
	.11(1)

	  C2
	 .069(1)
	.824(2)
	1.248(2)
	.034(3)

	  C3
	 .062(2)
	.792(1)    
	1.101(3)
	.034(3)

	  O4
	 .054(2)
	.857(2)
	1.004(2)
	.034(3)

	  C5
	 .091(2)
	.922(2)
	1.064(3)
	.034(3)

	  C6
	 .088(2)
	.988(1)
	.952(3)
	.034(3)

	  O7
	 .074(1)
	.953(1)
	.816(3)
	.034(3)

	  C8
	 .125(2)
	.964(2)
	.751(3)
	.034(3)

	  C9
	 .159(1)
	.885(2)
	.751(4)
	.034(3)

	  O10
	 .116(1)
	.824(2)
	.703(3)
	.034(3)

	  C11
	 .148(1)
	.751(2)
	.699(3)
	.034(3)

	  C12
	 .113(1)
	.684(2)
	.758(5)
	.034(3)

	  O13
	 .050(1)
	.699(1)
	.720(3)
	.034(3)

	  C14
	 .017(2)
	.636(1)
	.771(4)
	.034(3)

	  C15
	-.050(1)
	.661(2)
	.761(3)
	.034(3)

	  O16
	-.051(1)
	.735(2)
	.834(2)
	.034(3)

	  C17
	-.111(1)
	.769(2)
	.796(3)
	.034(3)

	  C18
	-.110(1)
	.853(2)
	.859(3)
	.034(3)

	  O19
	-.075(1)
	.904(2)
	.787(2)
	.034(3)

	  C20
	-.110(1)
	.921(2)
	.652(3)
	.034(3)

	  C21
	-.068(2)
	.956(1)
	.562(3)
	.034(3)

	  O22
	-.029(1)
	.895(2)
	.530(2)
	.034(3)

	  C23
	-.060(1)
	.852(2)
	.411(3)
	.034(3)

	  C24
	 .014(1)
	.806(1)
	.350(3)
	.034(3)

	  O25
	 .013(1)
	.855(2)
	.267(3)
	.034(3)

	  B26
	 .175(1)
	.539(1)
	.299(3)
	.022(4)

	  C27
	 .190(1)
	.454(2)
	.382(4)
	.022(4)

	  C28
	 .162(2)
	.435(2)
	.493(4)
	.022(4)

	  C29
	 .177(2)
	.365(2)
	.567(5)
	.022(4)

	  C30
	 .218(2)
	.312(2)
	.527(3)
	.022(4)

	  C31
	 .244(2)
	.330(2)
	.413(4)
	.022(4)

	  C32
	 .231(2)
	.401(2)
	.341(4)
	.022(4)

	  C33
	 .191(1)
	.531(1)
	.132(3)
	.022(4)

	  C34
	 .170(3)
	.466(3)
	.049(4)
	.022(4)

	  C35
	 .183(2)
	.459(2)    
	-.085(3)
	.022(4)

	  C36
	 .217(3)
	.518(2)    
	-.135(3)
	.022(4)

	  C37
	 .240(3)
	.581(3)    
	-.049(4)
	.022(4)

	  C38
	 .229(2)
	.586(2)
	.086(4)
	.022(4)

	  C39
	 .099(1)
	.562(2)
	.287(2)
	.022(4)

	  C40
	 .059(1)
	.557(2)
	.159(2)
	.022(4)

	  C41
	-.003(1)
	.566(2)
	.152(4)
	.022(4)

	  C42
	-.025(1)
	.586(4)
	.272(4)
	.022(4)

	  C43
	 .015(1)
	.594(4)
	.399(4)
	.022(4)

	  C44
	 .077(1)
	.580(4)
	.407(2)
	.022(4)

	  C45
	 .218(1)
	.612(2)
	.388(3)
	.022(4)

	  C46
	 .203(2)
	.690(1)
	.362(4)
	.022(4)

	  C47
	 .232(2)
	.749(2)
	.450(4)
	.022(4)

	  C48
	 .278(2)
	.729(2)
	.564(4)
	.022(4)

	  C49
	 .289(2)
	.649(3)
	.596(3)
	.022(4)

	  C50
	 .259(2)
	.590(2)
	.510(3)
	.022(4)


	Na coordination

	Na1
	O4
	2.47(1)

	Na1
	O7
	2.46(1)

	Na1
	O10
	2.45(1)

	Na1
	O13
	2.48(1)

	Na1
	O16
	2.50(1)

	Na1
	O19
	2.46(1)

	Na1
	O22
	2.50(1)


	Bond lengths

	PEO chain

	C2
	C3
	1.54(1)

	C3
	O4
	1.46(1)

	O4
	C5
	1.45(1)

	C5
	C6
	1.58(1)

	C6
	O7
	1.45(1)

	O7
	C8
	1.44(1)

	C8
	C9
	1.56(1)

	C9
	O10
	1.45(1)

	O10
	C11
	1.45(1)

	C11
	C12
	1.57(1)

	C12
	O13
	1.43(1)

	O13
	C14
	1.45(1)

	C14
	C15
	1.57(1)

	C15
	O16
	1.46(1)

	O16
	C17
	1.45(1)

	C17
	C18
	1.56(1)

	C18
	O19
	1.46(1)

	O19
	C20
	1.44(1)

	C20
	C21
	1.55(1)

	C21
	O22
	1.44(1)

	O22
	C23
	1.44(1)

	C23
	C24
	1.52(1)

	C24
	O25
	1.41(1)

	C2’
	O25
	1.42(1)

	Tetraphenyl borate anion

	C27
	C28
	1.41(1)

	C28
	C29
	1.41(1)

	C29
	C30
	1.41(1)

	C30
	C31
	1.41(1)

	C31
	C32
	1.41(1)

	C27
	C32
	1.40(1)

	C33
	C34
	1.41(1)

	C34
	C35
	1.41(1)

	C35
	C36
	1.42(1)

	C36
	C37
	1.41(1)

	C37
	C38
	1.42(1)

	C33
	C38
	1.41(1)

	C39
	C40
	1.41(1)

	C40
	C41
	1.41(1)

	C41
	C42
	1.41(1)

	C42
	C43
	1.41()

	C43
	C44
	1.41(1)

	C39
	C44
	1.41(1)

	C45
	C46
	1.41(1)

	C46
	C47
	1.41(1)

	C47
	C48
	1.42(1)

	C48
	C49
	1.41(1)

	C49
	C50
	1.41(1)

	C45
	C50
	1.42(1)

	B26
	C27
	1.68(2)

	B26
	C33
	1.76(2)

	B26
	C39
	1.76(2)

	B26
	C45
	1.72(2)


	Bond angles

	PEO chain

	C2_C3_O4
	109.0(2)                   

	C3_O4_C5
	109.1(4)           

	O4_C5_C6
	109.1(4)           

	C5_C6_O7
	109.1(2)         

	C6_O7_C8
	109.0(2)         

	O7_C8_C9
	108.9(3)           

	C8_C9_O10
	109.1(6)          

	C9_O10_C11
	109.1(5)          

	O10_C11_C12
	109.1(3)           

	C11_C12_O13
	109.0(2)           

	C12_O13_C14
	109.0(2)           

	O13_C14_C15
	109.0(3)           

	C14_C15_O16
	109.0(3)           

	C15_O16_C17
	109.0(3)           

	O16_C17_C18
	109.0(3)           

	C17_C18_O19
	109.0(2)           

	C18_O19_C20
	109.0(2)           

	O19_C20_C21
	109.0(2)           

	C20_C21_O22
	109.0(2)           

	C21_O22_C23
	109.0(3)           

	O22_C23_C24
	109.0(3)           

	C23_C24_O25
	108.9(2)      

	C2_O25_C24
	110.8(1)

	C3_C2_O25
	109.7(9)

	Tetraphenyl borate anion

	C27_B26_C33
	109.4(1)          

	C27_B26_C39
	109.5(2)         

	C27_B26_C45
	109.5(1)          

	C33_B26_C39
	109.5(2)          

	C33_B26_C45
	109.5(2)          

	C39_B26_C45
	109.5(2)         

	B26_C27_C28
	120.0(2)         

	B26_C27_C32
	120.0(4)          

	C28_C27_C32
	120.0(2)         

	C27_C28_C29
	120.0(6)           

	C28_C29_C30
	119.9(9)           

	C29_C30_C31
	120.0(3)         

	C30_C31_C32
	120.0(5)           

	C27_C32_C31
	120.0(7)           

	B26_C33_C34
	120.0(4)         

	B26_C33_C38
	119.8(5)          

	C34_C33_C38
	120.0(4)         

	C33_C34_C35
	119.9(5)         

	C34_C35_C36
	119.9(3)         

	C35_C36_C37
	120.0(5)           

	C36_C37_C38
	119.9(7)         

	C33_C38_C37
	120.0(1)         

	B26_C39_C40
	120.0(1)         

	B26_C39_C44
	119.9(2)           

	C40_C39_C44
	120.0(2)         

	C39_C40_C41
	120.0(1)          

	C40_C41_C42
	120.0(2)         

	C41_C42_C43
	120.0(4)         

	C42_C43_C44
	120.0(1)         

	C39_C44_C43
	120.0(1)     

	B26_C45_C46
	119.9(4)         

	B26_C45_C50
	118(1)         

	C46_C45_C50
	120.0(3)         

	C45_C46_C47
	119.9(7)           

	C46_C47_C48
	119.9(2)         

	C47_C48_C49
	119.8(3)           

	C48_C49_C50
	119.8(6)           

	C45_C50_C49
	119.9(1)             
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Fitted X-ray powder diffraction pattern of PEO8:NaBPh4, average molar mass 100,000. Crosses, observed profile; solid lines, calculated (upper) and difference (lower) profiles. 
�EMBED Origin50.Graph���
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