This Journal is © The Owner Societies 2003
TABLE 1S.  continued

	INFRARED
	                           RAMAN
	                   ASSIGNMENT

	Gas
	Rel

Int.
	Krypton
	Rel.

Int.
	Solid
	Rel.

Int.
	Liquid
	Rel.

Int.


	Solid
	Rel.

Int.
	ν i'
	Approximate Description



 TABLE 1S.
Observed infrared​a and Raman wavenumbers (cm-1) for 1-hexen-4-yne.

	INFRARED
	RAMAN
	ASSIGNMENTb

	Gas
	Rel

Int.
	Krypton
	Rel.

Int.
	Solid
	Rel.

Int.
	Liquid
	Rel.

Int
	Solid
	Rel.

Int.
	νi'
	Approximate Description

	
	
	
	
	
	
	
	
	
	
	

	

	3105 R
	
	
	
	
	
	
	
	
	
	
	

	3099 Q A
	s
	3094
	s
	3091
	s
	3088
	w
	3096
	w
	ν1
	=CH2 antisymmetric stretch

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	3073 sh
	m
	3064
	m
	3058
	m
	
	
	3076
	vw
	ν2
	=CH2 symmetric stretch 

	
	
	
	
	
	
	
	
	
	
	
	

	3020 Q C
	s
	3019
	s
	3015
	s
	3015
	m
	3015
	s
	ν3
	CH stretch 
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	2989
	s
	2985
	s
	2984
	w
	2984
	w
	ν4
	CH3 antisymmetric stretch

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	2989
	s
	2985
	s
	2984
	w
	2984
	w
	ν24
	CH3 antisymmetric stretch

	
	
	
	
	
	
	
	
	
	
	
	

	2942 R
	
	
	
	
	
	
	
	
	
	
	

	2938 Q A
	vs
	2926
	s
	2919
	s
	2920
	vs
	2921
	s
	ν25
	CH2 antisymmetric stretch
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	2921
	sh 
	2914
	sh
	2892
	s
	2897
	vs
	ν5
	CH3 symmetric stretch
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	2905Q A
	s
	2889
	sh
	2889
	m
	2889
	vs
	2889
	vs
	ν6
	CH2 symmetric stretch
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	2302
	s
	2300
	s
	
	2ν15 Fermi  resonance 

	2248QC
	w
	2253
	w
	2241
	vw
	2247
	s
	2242
	s
	ν7
	C(C stretch
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	1653 R
	
	
	
	
	
	
	
	
	
	
	

	1648 Q A
	vs
	1647
	vs
	1644
	vs
	1642
	vs
	1644
	vs
	ν8
	C=C stretch
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	1453(
	
	1444
	m
	1441
	m
	1444
	bd w
	1448
	 w
	ν26
	CH3 antisymmetric deformation

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	1444
	m
	1436
	m
	
	
	1446
	w
	ν9
	CH3 antisymmetric deformation

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	1423 QC
	s
	1425
	s
	1417
	s
	1423
	m
	1418
	m
	ν10
	CH2 symmetric deformation

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	1414
	w
	
	
	
	
	
	
	ν11'
	

	
	
	
	
	
	
	
	
	
	
	
	

	1402 sh
	m
	1403
	s
	1399
	s
	1403
	m
	1403
	m
	ν11
	=CH2 symmetric deformation

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	1377 QC
	w
	1380
	w
	1367
	w
	1380
	m
	1384
	m
	ν12
	CH3 symmetric deformation

	
	
	
	
	
	
	
	
	
	
	
	

	1329 QA
	w
	1330
	m
	1324
	m
	1327
	w
	1325
	m
	ν13
	CH3 wag
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	1301
	w
	1309
	w
	1299
	m
	1297
	m
	ν14
	CH bend

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	1292 Q A 
	m
	1284
	m
	
	
	1295
	m
	
	
	ν13'
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	1261 sh
	vw
	1266
	vw
	
	
	
	
	
	
	ν14'
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	vw
	
	
	1220
	vw
	
	
	ν27'
	

	
	
	
	
	
	
	
	
	
	
	
	

	1221 R
	
	
	
	
	
	
	
	
	
	
	

	1213 Q C
	vw
	1210
	w
	1212
	w
	1208
	vw
	1212
	w
	ν27
	CH2 twist 
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	1142
	vw
	
	
	ν15'
	

	
	
	
	
	
	
	
	
	
	
	
	

	1155 R
	
	
	
	
	
	
	
	
	
	
	

	1150 QC
	vw
	1149
	w
	1139
	vw
	1108
	vw
	1121
	w
	ν15
	C10C11 stretch
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	w
	1111
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	ν16'
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	1045 Q C
	w
	1048
	m
	1042
	sh m
	1047
	w
	1046
	w
	ν16
	=CH2 rock

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	1038
	sh m
	1031
	bd vw
	1039
	bd w
	ν28
	CH3 rock

	
	
	
	
	
	
	
	
	
	
	
	

	1031 Q C
	w
	1031
	w
	
	
	
	
	
	
	ν17'
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	  938 sh
	m
	935
	m
	
	
	
	
	
	
	ν31'
	

	
	
	
	
	
	
	
	
	
	
	
	

	997 R
	
	
	
	
	
	
	
	
	
	
	

	994 sh
	m
	
	
	990
	sh
	991
	vw
	992
	w
	ν17
	CH3 rock

	992 Q C
	s
	991
	s
	994
	s
	
	
	
	
	ν29
	=CH2 twist
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	sh w
	935
	w
	ν30
	CH2 rock

	
	
	
	
	
	
	
	
	
	
	
	

	  924 R
	
	
	
	
	
	
	
	
	
	
	

	  919 QC
	vs
	916
	vs
	912
	vs
	917
	m
	919
	m
	ν31
	=CH2 rock

	 
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	 911 sh
	m
	
	
	899
	m
	904
	m
	906
	m
	ν18
	C2C3 stretch
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	w
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	w
	
	
	
	
	
	
	ν30'
	

	
	
	
	
	
	
	
	
	
	
	
	

	  789 R
	
	
	
	
	
	
	
	
	
	
	

	  783 Q A
	vw
	783
	vw
	
	
	785
	w
	
	
	ν 19'
	

	  778 P
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	762
	vw
	766
	vw
	763
	w
	767
	w
	ν19
	C3C4 stretch
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	  600 QA
	w
	602
	w
	
	
	604
	w
	
	
	ν32'
	

	  569 P
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	564 R
	
	
	
	
	
	
	
	
	
	
	

	561 ctr B
	w
	
	
	562
	sh 
	
	
	579
	m
	ν20
	C2C3C4 bend
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	557 Q C
	s
	558
	s
	557
	s
	562
	bd w
	561
	w
	ν32
	CH bend
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	459 Q A
	vw
	460
	w
	
	
	463
	w
	
	
	ν 20'
	

	455 P
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	402 max
	vw
	
	
	400
	vw
	397
	m
	400
	m
	ν21
	C=CC bend

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	378 sh
	vw
	
	
	376
	vw
	368
	m
	373
	s
	ν33
	C3C4C10 out-of-plane bend 
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	w
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	w
	292
	w
	290
	w
	ν22
	C4C10C11 in-plane bend 
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	ν22'
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	230 sh
	w
	
	
	250
	w
	
	
	239
	vw
	ν34
	C4C10C11 out-of-plane bend
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	ν34'
	

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	123 Q C
	w
	
	
	156
	vw
	
	
	161
	m
	ν35
	Asymmetric torsion

	
	
	
	
	
	
	
	
	
	
	
	

	115  max
	w
	
	
	134
	w
	
	
	123
	s
	ν23
	C3C4C10 in-plane bend 

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	
	
	
	
	

	97 Q A
	w
	
	
	
	
	
	
	
	
	ν23(
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	73 Q C
	vw
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	ν35'
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	Lattice mode

	
	
	
	
	
	
	
	
	46
	
	
	


aAbbreviations used:  s, strong; m, medium; w, weak; v, very; ctr, center and sh shoulder; A, B, C, and ┴ refer to infrared band envelopes and degenerate bands; P, Q, and R refer to the rotational-vibrational branches.

bν indicates cis mode and ν' indicates gauche mode.


