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TABLE S1 - Optimized geometries for the four most stable conformers of lactic acid a

	Parameter
	Crystal structureb
	SsC
	GskC
	G´sk´C
	AaT

	
	
	DFT/B3LYP
	MP2
	DFT/B3LP
	MP2
	DFT/B3LYP
	MP2
	DFT/B3LYP
	MP2

	Bond length/ pm
	
	
	
	
	
	
	
	
	

	C3=O4
	120.8
	  120.8
	122.3
	120.3
	121.9
	120.3
	121.0
	120.1
	121.7

	C3-C5
	151.9
	  152.1
	152.0
	153.0
	152.2
	152.0
	151.0
	153.6
	152.8

	C3-O1
	132.0
	  134.6
	135.4
	135.8
	136.5
	135.0
	136.0
	134.2
	135.0

	O1-H2
	79.0
	    97.0
	97.3
	96.9
	97.3
	96.0
	97.0
	97.3
	97.6

	C5-O11
	142.5
	  141.3
	142.0
	141.9
	142.5
	141.0
	142.0
	143.5
	143.8

	O11-H12
	82.0
	   96.8
	97.1
	96.4
	96.8
	96.0
	96.0
	96.2
	96.6

	C5-H6
	96.0
	  109.9
	110.0
	110.3
	109.9
	109.0
	108.0
	109.6
	109.3

	C5-C7
	152.1
	  153.2
	152.1
	152.1
	151.4
	153.0
	152.0
	152.7
	152.1

	C7-H8
	98.0
	  109.2
	108.8
	109.2
	108.9
	109.0
	109.0
	109.3
	109.0

	C7-H9
	96.0
	  109.1
	108.8
	109.0
	108.8
	109.0
	109.0
	109.1
	108.8

	C7-H10
	102.0
	  109.3
	108.9
	109.1
	108.8
	109.0
	108.0
	109.4
	109.1

	Bond angles/°
	
	
	
	
	
	
	
	
	

	C3-O1-H2
	112.0
	  107.7
	106.8
	107.7
	106.7
	107.8
	106.8
	107.8
	107.1

	O1-C3=O4
	123.9
	  123.4
	123.6
	122.8
	123.0
	123.0
	123.3
	122.7
	122.7

	O1-C3-C5
	111.9
	  113.0
	112.4
	111.6
	111.2
	111.8
	111.3
	115.4
	115.7

	O4=C3-C5
	124.2
	  123.6
	123.9
	125.6
	125.7
	125.1
	125.3
	121.9
	121.6

	C3-C5-H6
	107.0
	  106.5
	106.4
	104.5
	105.5
	106.2
	106.7
	106.3
	106.9

	C3-C5-C7
	112.6
	  112.0
	112.2
	111.8
	111.6
	109.5
	109.4
	110.7
	109.8

	C3-C5-O11
	106.4
	  109.7
	109.6
	113.0
	112.0
	112.9
	112.2
	107.4
	107.4

	H6-C5-C7
	109.0
	  109.0
	109.6
	109.1
	109.8
	109.5
	110.2
	110.0
	110.5

	H6-C5-O11
	110.0
	  109.1
	109.9
	110.0
	110.3
	105.9
	105.7
	109.5
	109.6

	C7-C5-O11
	111.7
	  110.5
	109.1
	108.4
	107.7
	112.5
	112.4
	112.7
	112.4

	C5-C7-H10
	108.0
	  110.5
	109.9
	110.3
	109.8
	108.9
	108.8
	110.8
	110.3

	C5-C7-H8
	110.0
	  111.1
	110.9
	110.5
	110.4
	110.8
	110.4
	109.8
	109.6

	C5-C7-H9
	107.0
	  108.7
	108.5
	109.2
	108.9
	110.9
	110.6
	110.4
	110.3

	C5-O11-H12
	110.0
	  107.6
	107.3
	109.1
	108.5
	108.8
	108.0
	117.6
	109.3

	Dihedral angles/°
	
	
	
	
	
	
	
	
	

	H2-O1-C3=O4
	
	    -0.2
	0.5
	0.3
	0.3
	-0.4
	-0.6
	-179.3
	-178.9

	H2-O1-C3-C5
	
	 -179.7
	-178.2
	177.2
	177.2
	-177.8
	-177.2
	1.3
	2.8

	O1-C3-C5-H6
	
	    58.7
	65.1
	-93.2
	-86.5
	-148.5
	-152.7
	-123.6
	-127.4

	O1-C3-C5-C7
	-50.7
	   -60.4
	-54.7
	149.0
	154.3
	93.4
	88.1
	117.0
	112.7

	O1-C3-C5-O11
	-173.5
	  176.6
	-176.1
	26.4
	33.5
	-32.8
	-37.3
	-6.4
	-9.8

	O4=C3-C5-C7
	130.4
	 -120.9
	-113.6
	83.7
	90.3
	-83.9
	-88.4
	57.0
	54.2

	O4=C3-C5-H6
	
	  120.1
	126.6
	-34.1
	-28.9
	34.2
	30.8
	-62.4
	-65.7

	O4=C3-C5-O11
	7.6
	    -3.0
	5.2
	-156.8
	-149.7
	149.9
	146.1
	174.1
	171.8

	C3-C5-C7-H10
	
	   -59.3
	-57.7
	-65.0
	-62.9
	177.5
	178.1
	-63.1
	-61.5

	C3-C5-C7-H8
	
	    62.1
	63.6
	55.5
	57.5
	-63.2
	-62.5
	57.0
	58.5

	H6-C5-C7-H10
	
	 -176.9
	-175.6
	-180.0
	-179.5
	61.4
	61.0
	179.7
	-179.3

	H6-C5-C7-H8
	
	   -55.4
	-54.3
	-60.0
	-59.2
	-179.2
	-179.5
	-60.2
	-59.3

	O11-C5-C7-H10
	
	    63.2
	64.0
	60.3
	60.4
	-56.1
	-56.6
	57.2
	58.0

	O11-C5-C7-H8
	
	 -175.3
	-174.7
	-179.3
	-179.3
	63.2
	62.8
	177.3
	178.0

	C3-C5-O11-H12
	
	     0.3
	-14.1
	-43.3
	-49.2
	51.4
	54.1
	-179.3
	155.3

	H6-C5-O11-H12
	
	 116.6
	102.5
	73.0
	68.0
	167.3
	170.0
	1.3
	-89.0

	C7-C5-O11-H12
	
	-123.6
	-137.4
	-168.0
	-172.2
	-73.1
	-69.7
	-123.6
	34.4

	Rotational constants/MHz
	
	
	
	
	
	
	
	
	

	A
	5140.6c
	5128.3
	5128.3
	5140.6
	5119.9
	5091.1
	5087.3
	5023.9
	5010.2

	B
	3287.7c
	3275.2
	3275.2
	3352.8
	3374.8
	3021.4
	2986.2
	3341.4
	3330.0

	C
	2246.7c
	2223.1
	2223.1
	2138.9
	2145.5
	2390.1
	2434.9
	2256.8
	2282.9


a See Figure 1 for atom numbering; b According to Shouten et al [17]; c from [20].

TABLE S2 (Supplementary Material) – Definition of internal coordinates used in the normal coordinate analysis

	
	Definitiona                                                                                                                                
	Approximate

description



	
	
	

	S1
	((C7-H8) + ((C7-H9) + ((C7-H10)                                                                                                                                                                                                                                                                                                                                                                                                                                                                                          
	((CH3)s

	S2
	2((C7-H8) - ((C7-H9) - ((C7-H10)                                                                                                                                                                                                                        
	((CH3)’as

	S3
	((C7-H8) - ((C7-H9)                                                                                                                                                                                                                                                                 
	((CH3)’’as

	S4
	2((H8-C7-H9) - ((H8-C7-H10) - ((H9-C7-H10)                                                                                                                                                                                              
	((CH3)’as

	S5
	((H8-C7-H10) - ((H9-C7-H10)
	((CH3)’’as

	S6
	2((C5-C7-H10) - ((C5-C7-H8) - ((C5-C7-H9)                                                                                                               
	(CH3)’

	S7
	((C5-C7-H8) - ((C5-C7-H9)                                                                                                                                            
	 (CH3)’’

	S8
	((H8-C7-H10) +((H9-C7-H10) + ((H8-C7-H9) - ((C5-C7-H8) - ((C5-C7-H9) - ((C5-C7-H10)     
	((CH3)s

	S9
	((H10-C5-C7-O11) + ((H8-C5-C7-O11)  + ((H9-C5-C7-O11)
	((CH3)

	S10
	((O11-H12)                                                                                                                                                                            
	((O-H)alcohol

	S11
	((C5-O11-H12)                                                                                                                                                                      
	((COH)alcohol

	S12
	((H12-O11-C5-C3) + ((H12-O11-C5-C7)
	((COH)alcohol

	S13
	((C5-H6)
	((C-H)

	S14
	((H6-C5-C7) - ((H6-C5-O11)
	((C-H)

	S15
	((C3-C5-H6)
	((CCH)

	S16
	((O1-H2)
	((O-H)acid

	S17
	((C3-O1-H2)
	((COH)acid

	S18
	((H2-O1-C3-C5) + ((H2-O1-C3=O4)
	((COH)acid

	S19
	((C3-O1)
	((C-O)

	S20
	((C3=O4)
	((C(O)

	S21
	((C3-C5)
	((C-Cα)

	S22
	((C5-C7)
	((C-CH3)

	S23
	((C5-O11)
	((Cα-O)

	S24
	2((O4=C3-O1) - ((O4=C3-C5) - ((O1-C3-C5)
	((OCO)

	S25
	((O4=C-C5) - ((O1-C3-C5)
	((CC=O)

	S26
	2((O11-C5-C7) - ((O11-C5-C3) - ((C7-C5-C3)
	((CH3-CO)

	S27
	((O11-C5-C3) - ((C7-C5-C3)
	((CCO)

	S28
	((O1-C3-C5-C7) + ((O1-C3-C5-O11) + ((O=C3-C5-C7) + ((O=C3-C5-O11) 
	((C-Cα)

	S29
	((O4=C3-O1-C5)
	((C=O)

	S30
	((O11-C5-C3-C7)                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                                
	((CCC)

	
	
	


a (, bond stretching, (, bending,  ( rocking, ( torsion, s, symmetric, as, asymmetric. N normalizing factors are not provided; they can be calculated as Nj= 
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, where j refer to the vibrational coordinate and ci are the coefficients associated with each coordinate in which the vibrational coordinate expands.
TABLE S3 – DFT(B3LYP)/6-311++G(d,p) calculated frequencies and intensities, and normal coordinate analysis for lactic acid (conformer SsC)a

	Approximate 

Description
	Calculated

frequency
(Scaled 0.978)


	Intensity

	PEDb



	
	
	
	

	((O-H)acid
	3672.6
	75.3
	S16(99.9)

	((O-H)alcohol
	3663.6
	91.7
	S10(99.8)

	((CH3)’’as.
	3055.1
	12.8
	S3(99.2)

	((CH3)’as.
	3046.4
	19.0
	S2(97.4)

	((CH3)s
	2974.9
	13.1
	S1(98.9)

	((C-H)
	2932.9
	23.1
	S13(99.2)

	((C(O)
	1759.3
	325.7
	S20(85.8)

	((CH3)’’as
	1466.4
	4.9
	S5(78.6)

	((CH3)’as
	1460.2
	9.3
	S4(78.6)

	((COH)alcohol
	1398.8
	4.5
	S11(24.8) + S15(19.4) + S5(11.0)

	((CH3)s
	1374.9
	8.1
	S8(87.7)

	((C-H)
	1317.1
	1.0
	S14(82.5)

	((COH)acid
	1301.5
	87.4
	S17(35.7) + S11(18.3) + S19(14.9) + S24(11.5)

	((CCH)
	1238.9
	41.3
	S15(48.0) + S11(34.8)

	((Cα-O)
	1162.8
	33.3
	S23(15.8) + S17(23.8) + S19(16.6) + 

	((C-O)
	1116.2
	258.6
	S19(29.5) + S23(21.9) + S7(16.2) + S17(12.1)

	(CH3)’
	1081.8
	53.5
	S6(34.6) + S22(29.6)

	 (CH3)’’
	1023.5
	60.6
	S7(25.2) + S22(17.2) + S23(16.0)

	((C-CH3)
	912.0
	1.0
	S22(24.8) + S7(25.3) + S23(23.0) + S21(11.4)

	((C-Cα)
	789.8
	25.9
	S21(22.5) + S29(17.2) + S6(15.8) + S30(14.4)

	((C=O)
	723.3
	45.6
	S29(36.8) + S24(11.5) + S21(11.2) + S18(10.1)

	((OCO)
	623.0
	43.1
	S24(26.6) + S18(21.5) + S25(12.6) + S30(10.3) + S19(10.1)

	((COH)acid
	564.8
	68.0
	S18(64.8)

	((CC=O)
	486.4
	13.5
	S25(15.8) + S24(27.5) +S27(13.3) + S26(12.8) + S21(12.4 )

	((CH3-CO)
	400.6
	15.1
	S26(52.8)

	((CCC)
	329.9
	39.0
	S30(34.0) + S12(35.1) + S25(15.2)

	((COH)alcohol
	287.0
	54.6
	S12(48.3) + S25(18.5)

	((CCO)
	240.1
	1.1
	S27(43.0) + S9(20.9) + S25(20.8)

	((CH3)
	223.6
	2.6
	S9(66.6) + S30(11.8)

	((C-Cα)
	42.5
	5.2
	S28(93.4)

	
	
	
	


a Frequencies in cm-1, calculated intensities in km mol-1. (, bond stretching, (, bending,  ( rocking, ( torsion, s, symmetric, as, asymmetric. See Table S2 for definition of coordinates.

b Only PED values greater than 10 % are given

TABLE S4 – DFT(B3LYP)/6-311++G(d,p) calculated frequencies and intensities, and normal coordinate analysis for lactic acid (conformer GskC)a

	Approximate 

Description
	Calculated

frequency
(Scaled 0.978)


	Intensity

	PEDb



	
	
	
	

	((O-H)alcohol
	3741.5
	52.0
	S10(100.0)

	((O-H)acid
	3679.1
	79.8
	S16(100.0)

	((CH3)’’as.
	3067.3
	9.3
	S3(60.8) + S2(38.5)

	((CH3)’as.
	3046.4
	16.7
	S2(61.6) + S3(37.6)

	((CH3)s
	2983.6
	11.6
	S1(98.5)

	((C-H)
	2886.7
	33.0
	S13(99.8)

	((C(O)
	1781.2
	285.2
	S20(87.0)

	((CH3)’’as
	1466.6
	1.4
	S5(55.2) + S4(33.1)

	((CH3)’as
	1454.9
	10.0
	S4(53.2) + S5(33.7)

	((CH3)s
	1387.6
	9.0
	S8(66.0) + S11(12.9)


	((CCH)
	1364.7
	45.7
	S15(13.5) + S8(28.5) + S11(24.1) + S14(12.2)


	((C-H)
	1331.9
	16.2
	S14(31.9) + S15(31.1) 

	((COH)acid
	1290.4
	28.0
	S17(36.7) + S15(19.2) + S24(12.5) + S19(11.5) + S14(9.6)

	((COH)alcohol
	1251.8
	58.8
	S11(33.4) + S14(26.7) + S15(16.7) + S7(12.8)

	((Cα-O)
	1128.2
	82.2
	S23(41.1) + S6(18.2) 

	((C-O)
	1123.8
	220.7
	S19(38.7) + S17(30.6)

	 (CH3)’’
	1068.2
	22.8
	S7(28.1) + S6(14.8) + S22(14.1) + S30(10.5)

	(CH3)’
	1021.0
	80.5
	S6(25.4) + S22(28.7) + S23(12.0)

	((C-CH3)
	906.1
	4.1
	S22(20.9) + S23(32.7) + S7(25.3)


	((C=O)
	794.5
	9.2
	S29(27.4) + S30(16.9) + S21(14.8) + S6(12.4) + S19(10.8)

	((C-Cα)
	712.1
	35.1
	S21(16.8) + S29(26.0) + S24(17.8) + S19(11.7)

	((COH)acid
	595.7
	106.6
	S18(75.1) + S24(12.8)

	((OCO)
	526.2
	37.2
	S24(41.8) + S21(21.1) + S18(9.9) + S26(9.7)

	((CC=O)
	496.3
	10.4
	S25(45.1) + S27(31.8) 

	((CH3-CO)
	405.7
	12.2
	S26(54.0) + S30(17.3)

	((CCC)
	336.2
	53.2
	S30(26.2) + S12(33.8) + S29(12.0)

	((COH)alcohol
	303.7
	83.2
	S12(55.1) + S26(14.9)

	((CCO)
	243.3
	4.9
	S27(48.9) + S25(35.8)

	((CH3)
	212.4
	2.8
	S9(91.1) 

	((C-Cα)
	42.5
	3.3
	S28(98.0)

	
	
	
	


a Frequencies in cm-1, calculated intensities in km mol-1. (, bond stretching, (, bending,  ( rocking, ( torsion, s, symmetric, as, asymmetric. See Table S2 for definition of coordinates.

b Only PED values greater than 10 % are given

TABLE S5 – DFT(B3LYP)/6-311++G(d,p) calculated frequencies and intensities, and normal coordinate analysis for lactic acid (conformer AaT)a

	Approximate

Description
	Calculated

frequency
(Scaled 0.978)


	Intensity

	PEDb



	
	
	
	

	((O-H)alcohol
	3764.9
	40.8
	S10(99.9)

	((O-H)acid
	3590.2
	158.4
	S16(99.8)

	((CH3)’’as.
	3056.5
	6.7
	S3(86.3) + S2(10.4)

	((CH3)’as.
	3027.9
	20.8
	S2(84.9) + S3(11.5)

	((C-H)
	2966.0
	16.9
	S13(97.5)

	((CH3)s
	2963.1
	16.3
	S1(94.6)

	((C(O)
	1803.3
	308.4
	S20(85.5)

	((CH3)’as
	1465.3
	10.7
	S4(84.8) 

	((CH3)’’as
	1460.4
	5.0
	S5(89.1)

	((CH3)s
	1377.6
	35.9
	S8(89.7) 

	((COH)acid
	1361.2
	162.2
	S17(26.4) + S15(13.0) + S11(9.8)  


	((COH)alcohol
	1343.4
	183.4
	S11(14.0) + S17(37.4) + S15 (27.7)


	((C-H)
	1315.9
	62.3
	S14(80.9) 

	((CCH)
	1236.6
	12.8
	S15(40.0) + S11(21.7) + S19(13.7) 

	((C-O)
	1133.1
	92.9
	S19(34.3) + S11(24.5) + S17(11.7) 

	((Cα-O)
	1096.2
	87.6
	S23(39.0) + S7(16.8) +  S6(12.2)

	(CH3)’’
	1073.0
	19.0
	S7(20.1) + S6(18.5) + S22(18.2)

	(CH3)’
	1015.2
	7.7
	S6(29.1) + S22(27.6) + S23(13.3) + S11(10.8)

	((C-CH3)
	884.8
	9.2
	S22(19.6) + S23(29.7) + S7(22.4) + S21(11.6)

	((C-Cα)
	793.7
	6.9
	S21(24.1) + S19(14.9) + S24(11.3)

	((C=O)
	723.7
	7.0
	S29(48.0) + S30(12.3) + S24(11.8) 

	((COH)acid
	677.6
	95.6
	S18(92.4)

	((OCO)
	587.8
	13.8
	S24(32.8) + S27(14.6) + S29(11.2) + S25(10.7) + S30(9.9)

	((CC=O)
	515.6
	3.1
	S25(21.6) + S21(23.8) + S24(22.2) + S27(12.1) + S23(9.8)

	((CH3-CO)
	402.3
	11.5
	S26(62.8) + S30(11.3)

	((CCC)
	338.2
	15.2
	S30(28.8) + S25(35.7)

	((CCO)
	254.0
	10.7
	S27(52.5) + S25(12.0) + S26(10.6)

	((CH3)
	236.0
	2.3
	S9(82.5) + S30(11.6)

	((COH)alcohol
	160.6
	116.6
	S12(99.3) 

	((C-Cα)
	69.4
	8.2
	S28(98.1)

	
	
	
	


a Frequencies in cm-1, calculated intensities in km mol-1. (, bond stretching, (, bending,  ( rocking, ( torsion, s, symmetric, as, asymmetric. See Table S2 for definition of coordinates.

b Only PED values greater than 10 % are given

TABLE S6 – Observed frequencies for the SsC, GskC and AaT forms of lactic acid in Ar and Xe matrices

	
	
	
	
	

	Approximate Description
	Conformer
	Calculated values

DFT(B3LYP)/

6-311++(d,p)
	Árgon

(9K)
	Xenon

(20 K)

	
	
	
	
	

	
	
	(/cm- 1
	I
	( /cm- 1
	I
	( /cm- 1
	I

	
	
	
	
	
	
	
	

	
	
	
	
	
	
	
	

	((O-H)acid
	
	3672.6
	69.0
	3561
	S
	3546
	w

	((O-H)alcohol
	
	3663.6
	84.1
	3559 /3557
	S
	3531 /3522
	S

	
	GskCa
	3679.1
	  5.2
	3565
	w
	3554
	vw

	
	AaT
	3590.2
	  2.5
	3467
	w
	3434 ?
	vw

	((CH3)’’as.
	
	3055.1
	 11.8
	3004
	vw
	2992
	w

	((CH3)’as.
	
	3046.4
	 17.4
	2998 /2991
	vw
	2982
	w

	((CH3)s
	
	2974.9
	 12.0
	
	
	
	

	((C-H)
	
	2932.9
	 21.2
	2949
	vw
	2938
	vw

	((C(O)
	
	1759.3
	298.7
	1769 /1766
	vS
	1762 /1759
	vS

	
	GskC
	1781.2
	18.5
	1781
	w
	1776
	w

	
	AaT
	1803.3
	4.9
	1802
	vw
	1793
	vw

	((CH3)’’as
	
	1466.4
	4.5
	1464
	w
	1460
	w

	((CH3)’as
	
	1460.2
	8.5
	1459
	w
	1455
	w

	((COH)alcohol
	
	1374.9
	7.4
	1376
	w
	1365
	vw

	
	GskC
	1364.7
	3.0
	1371
	w
	
	

	
	AaT
	1343.4
	2.9
	1338
	vw
	
	

	((CH3)s
	
	1398.8
	4.1
	1381
	w
	1374
	vw

	((C-H)
	
	1317.1
	0.9
	
	
	
	

	((COH)acid a
	
	1301.5
	80.2
	1328/ 1326/ 1324 /1321/ 1319/ 1281/ 1277/1271/ 1265 
	vw
	1325/1312/ 1276/1268/ 1263
	vw

	
	GskC
	1290.4
	1.8
	1294 / 1281
	vw
	1290 / 1276
	vw

	(CCH)
	
	1238.9
	37.8
	1253 /1250
	vw
	1249
	vw

	
	GskC
	1251.8
	3.8
	1259
	vw
	1255
	vw

	
	AaT
	1361.2
	2.6
	1368
	vw
	
	

	((C-O)
	
	1116.2
	237.1
	1119
	vS
	1117 /1116
	vS

	
	GskC
	1123.8
	14.3
	1121  
	sh
	1121
	sh

	
	AaT
	1133.1
	1.5
	1138
	vw
	1134
	vw

	((C-O)
	
	912.0
	1.0
	
	
	
	

	
	AaT
	1096.2
	1.4
	1099
	vw
	1092
	w

	((CH3)’
	
	1162.8
	30.5
	1162
	vw
	1173
	w

	
	GskC
	1128.2
	5.3
	1121 
	sh
	1121
	w

	((CH3)’’
	
	1081.8
	49.0
	1094 /1091
	m
	1094 /1090
	m

	((C-CH3)
	
	1023.5
	55.6
	1040 /1036
	m
	1040
	m

	
	GskC
	1021.0
	5.2
	1038
	w
	1035
	vw

	((C-Cα)
	
	789.8
	23.8
	803
	w
	802
	S

	((C=O)
	
	723.3
	41.8
	734 /726
	vw
	727
	vw

	
	GskC
	721.1
	2.3
	721 ?
	vw
	
	

	((OCO)
	
	564.8
	62.4
	560 / 556
	vw
	556 / 551
	vw

	((COH)acid
	
	623.0
	43.1
	634  / 631/ 628 / 627
	w
	619
	vw

	
	GskC
	595.7
	6.9
	585
	vw
	
	

	((CC=O)
	
	486.4
	12.4
	492
	vw
	
	

	((CH3-CO)
	
	400.6
	13.9
	
	
	
	

	((CCC)
	
	329.9
	35.8
	
	
	
	

	((COH)alcohol
	
	287.0
	50.1
	n.i.
	
	n.i.
	

	((CCO)
	
	240.1
	1.0
	
	
	
	

	((CH3)
	
	223.6
	2.4
	
	
	
	

	((C-Cα)
	
	42.5
	4.8
	
	
	
	

	
	
	
	
	
	
	
	


Frequencies in cm-1. Intensities were weighted by the population factor (T= 298 K) for each conformer (in the case of GskC, calculated intensities correspond to the sum of GskC and G´sk´C intensities). S, strong, w, weak, vw, very weak, vS, very strong, m, medium, sh, shoulder, n.i., non-investigated. (, bond stretching, (, bending,  ( rocking, ( torsion, s, symmetric, as, asymmetric., n.i., non-identified. See Table S2 for definition of coordinates. * superposed to the CO2 band.  a In Fermi resonance with {((C-O) + ((COH)al}; ?, some doubts regarding assignments.






_1133258877.unknown

