Table S1 Observed transitions (in cm-1) in the (000-000) band of the 
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0.0000
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0.0009
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-0.0018

0.0013

0.0020

-0.0008

-0.0010

-0.0019

-0.0013

-0.0006

-0.0001

0.0012

0.0016

0.0017

0.0012

0.0025

-0.0011

0.0035

-0.0008

-0.0014

-0.0015

-0.0017

-0.0043

0.0003

0.0045

-0.0051
	11450.6940
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11453.5828
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11455.1532

11455.4446

11455.7285

11456.0127

11456.2777
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0.0014

0.0011

0.0011

-0.0013


Table S1 (continued)
	J
	P21
	OMC
	P22
	OMC
	Q21
	OMC
	Q22
	OMC
	R21
	OMC
	R22
	OMC
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	22.5

23.5

24.5

25.5

26.5

27.5

28.5

29.5

30.5

31.5

32.5

33.5

34.5

35.5

36.5

37.5

38.5

39.5

40.5

41.5

42.5

43.5

44.5

45.5

46.5
47.5

48.5

49.5

50.5

51.5

52.5

53.5

54.5

55.5

56.5

57.5
	12030.8830

12030.5874

12030.2827

12029.9758

12029.6686

12029.3541

12029.0305

12028.7040

12028.3717

12028.0405

12027.6994

12027.3556

12027.0057

12026.6544

12026.3025

12025.9356

12025.5699

12025.1979

12024.8294

12024.4497

12024.0647

12023.6760

12023.2831

12022.8861

12022.4808

12022.0763

12021.6623

12021.2456

12020.8282

12020.4008

12019.9756

12019.5455

12019.1078

12018.6618

12018.2156

12017.7516
	-0.0041

-0.0014

-0.0033

-0.0030

0.0017

0.0035

0.0007

-0.0005

-0.0030

0.0002

-0.0021

-0.0025

-0.0045

-0.0035

0.0016

-0.0039

-0.0037

-0.0052

0.0013

0.0012

0.0002

0.0001

0.0003

0.0009

-0.0022

0.0001

-0.0027

-0.0036

-0.0006

-0.0031

0.0011

0.0050

0.0059

0.0030

0.0045

-0.0073
	12021.9323

12021.2456

12020.5548

12019.8659

12019.1666

12018.4593

12017.7515

12017.0355

12016.3155

12015.5912

12014.8733

12014.1405

12013.4025

12012.6644

12011.9172

12011.1697

12010.4164

12009.6617

12008.9005

12008.1319

12007.3629

12006.5865

12005.8030

12005.0167

12004.2370

12003.4449

12002.6447

12001.8410

12001.0349

12000.2237

11999.4171

11998.5940

11997.7697

11996.9448

11996.1104

11995.2647
	-0.0062

-0.0062

-0.0057

0.0010

0.0018

-0.0010

0.0001

-0.0025

-0.0047

-0.0068

0.0019

0.0001

-0.0025

-0.0007

-0.0036

-0.0025

-0.0027

0.0001

0.0008

-0.0015

0.0002

-0.0011

-0.0051

-0.0075

0.0011

0.0017

-0.0014

-0.0037

-0.0039

-0.0048

0.0033

-0.0007

-0.0015

0.0015

-0.0007

-0.0097
	12039.5884

12039.6763

12039.7595

12039.8376

12039.9115

12039.9785

12040.0455

12040.1041

12040.1626

12040.2160

12040.2577

12040.3008

12040.3369

12040.3716

12040.4000

12040.4195

12040.4420

12040.4562

12040.4656

12040.4705

12040.4706

12040.4662

12040.4570

12040.4432

12040.4248

12040.4016

12040.3738

12040.3413

12040.3038

12040.2613

12040.2156

12040.1643

12040.1081

12040.0475

12039.9820

12039.9120
	0.0002

0.0002

0.0001

-0.0005

-0.0007

-0.0032

-0.0012

-0.0029

-0.0001

0.0022

-0.0026

-0.0014

-0.0026

-0.0005

-0.0001

-0.0040

-0.0002

-0.0001

-0.0002

-0.0001

-0.0001

0.0000

0.0000

0.0001

0.0003

0.0003

0.0005

0.0006

0.0005

0.0000

0.0011

0.0013

0.0013

0.0016

0.0018

0.0022
	12030.6352

12030.3366

12030.0316

12029.7255

12029.4126

12029.0935

12028.7689

12028.4390

12028.1088

12027.7705

12027.4301

12027.0820

12026.7340

12026.3788

12026.0184

12025.6563

12025.2880

12024.9174

12024.5419

12024.1584

12023.7725

12023.3772

12022.9831

12022.5830

12022.1782

12021.7683

12021.3553

12020.9389

12020.5173

12020.0863

12019.6604

12019.2275

12018.7853

12018.3389

12017.8876

12017.4316
	-0.0047

-0.0027

-0.0026

0.0010

0.0022

0.0017

0.0003

-0.0020

0.0000

-0.0016

-0.0008

-0.0032

-0.0010

-0.0015

-0.0026

-0.0009

-0.0009

0.0013

0.0032

0.0015

0.0020

-0.0023

-0.0010

-0.0010

-0.0013

-0.0021

-0.0015

0.0003

0.0014

-0.0023

0.0037

0.0071

0.0059

0.0050

0.0038

0.0024
	12048.6776

12049.1498

12049.6198

12050.0832

12050.5454

12050.9967

12051.4504

12051.8957

12052.3389

12052.7749

12053.2131

12053.6351

12054.0629

12054.4781

12054.8911

12055.2898

12055.6957

12056.0964

12056.4862

12056.8747

12057.2631

12057.6376

12058.0178

12058.3876

12058.7549

12059.1197

12059.4704

12059.8227

12060.1632

12060.5027

12060.8432

12061.1707

12061.4990

12061.8236

12062.1351

12062.4475
	0.0019

0.0001

0.0008

-0.0005

0.0017

-0.0023

0.0008

0.0002

0.0021

0.0016

0.0080

0.0028

0.0083

0.0058

0.0059

-0.0035

-0.0010

0.0010

-0.0030

-0.0036

0.0005

-0.0045

0.0010

0.0010

0.0032

0.0078

0.0031

0.0049

-0.0003

-0.0016

0.0030

-0.0006

0.0016

0.0050

0.0001

0.0011
	12039.7279

12039.8128

12039.8936

12039.9732

12040.0414

12040.1054

12040.1672

12040.2233

12040.2782

12040.3311

12040.3747

12040.4141

12040.4489

12040.4781

12040.5008

12040.5251

12040.5417

12040.5533

12040.5603

12040.5626

12040.5603

12040.5533

12040.5417

12040.5251

12040.5044

12040.4787

12040.4484

12040.4133

12040.3731

12040.3293

12040.2800

12040.2262

12040.1673

12040.1043

12040.0368

12039.9636
	0.0007

0.0002

0.0001

0.0034

-0.0001

-0.0032

-0.0039

-0.0057

-0.0041

0.0001

-0.0003

-0.0004

-0.0004

-0.0014

-0.0042

-0.0008

-0.0005

-0.0005

-0.0005

-0.0005

-0.0004

-0.0004

-0.0003

-0.0005

-0.0001

0.0000

0.0001

0.0002

-0.0001

0.0007

0.0007

0.0009

0.0008

0.0013

0.0021

0.0019


Table S1 (continued)
	J
	P21
	OMC
	P22
	OMC
	Q21
	OMC
	Q22
	OMC
	R21
	OMC
	R22
	OMC
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	58.5

59.5

60.5

61.5

62.5

63.5

64.5

65.5

66.5

67.5

68.5

69.5

70.5

71.5

72.5

73.5
	12017.3053

12016.8417

12016.3717

12015.9030

12015.4284

12014.9505

12014.4697

12013.9774

12013.4828

12012.9854

12012.4790

12011.9782

12011.4570

12010.9364
	0.0033

0.0011

-0.0030

-0.0011

-0.0006

0.0013

0.0048

0.0014

0.0003

0.0010

-0.0027

0.0039

-0.0054

-0.0094
	11994.4288

11993.5812

11992.7324

11991.8812

11991.0188

11990.1548
	-0.0045

-0.0067

-0.0056

-0.0025

-0.0063

-0.0072
	12039.8370

12039.7578

12039.6734

12039.5865

12039.4899

12039.3986

12039.2879
	0.0024

0.0032

0.0035

0.0061

0.0037

0.0115

0.0046
	12016.9713

12016.5093

12016.0377

12015.5628

12015.0851

12014.6109

12014.1229

12013.6329

12013.1290

12012.6328

12012.1232

12011.6103

12011.0997

12010.5739

12010.0488

12009.5315
	0.0014

0.0032

-0.0001

-0.0020

-0.0022

0.0058

0.0045

0.0059

-0.0021

0.0023

-0.0022

-0.0053

-0.0015

-0.0083

-0.0098

0.0012
	12062.7538

12063.0553

12063.3501

12063.6505

12063.9289

12064.2128

12064.4918

12064.7608

12065.0224

12065.2824

12065.5354

12065.8051
	0.0009

0.0009

-0.0009

0.0079

-0.0004

0.0018

0.0042

0.0015

-0.0036

-0.0053

-0.0089

0.0092
	12039.8869

12039.8039

12039.7179

12039.6252
	0.0030

0.0025

0.0038

0.0032


a Observed – calculated (in cm-1).
_1270627672.unknown

_1270630062.unknown

_1270470538.unknown

