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Supplementary information

Table 1: RQ0(1)-double resonance transitions

Energy/cm-1
Rel. intensity

6612.43575
26

6612.44093
50

6612.51417
94

6612.60839
56

6612.61595
31

6612.73762
52

6612.91295
38

6613.03779
66

6613.06096
83

6613.08974
44

6613.09480
129

6613.12368
35

6613.20428
38

6613.27967
47

6613.30934
258

6613.32847
156

6613.42477
50

6613.43313
42

6613.48495
51

6613.59001
123

6613.62045
28

6613.68393
334

6613.69782
112

6613.73247
29

6613.74378
110

6613.81821
197

6613.83120
133

6613.85242
32

6613.87164
97

6613.87846
58

6614.03623
77

6614.04714
153

6614.05600
28

6614.13216
166

6614.20085
43

6614.24001
251

6614.26551
131

6614.28341
31

6614.29295
138

6614.33488
228

6614.38753
52

6614.44738
95

6614.48857
115

6614.48960
190

6614.58241
36

6614.63851
37

6614.66333
371

6614.74198
48

6614.74923
38

6614.78434
27

6614.79772
340

6614.82690
143

6614.85478
110

6614.86796
564

6614.88677
55

6614.90817
173

6614.92468
66

6614.93792
147

6615.00604
70

6615.01982
30

6615.03643
106

6615.08560
116

6615.11786
581

6615.14026
114

6615.16120
169

6615.16943
440

6615.24556
59

6615.27827
43

6615.32567
42

6615.39777
40

6615.41235
43

6615.43551
34

6615.48667
68

6615.50738
48

6615.55977
99

6615.58777
28

6615.60629
76

6615.64364
60

6615.65971
105

6615.71209
140

6615.72365
49

6615.72623
28

6615.77499
154

6615.80021
33

6615.84910
87

6615.86998
39

6615.92825
97

6616.16677
391

6616.21104
67

6616.21930
40

6616.28235
49

6616.64954
82

Table 2: RR0(1) double resonance transitions

Energy/cm-1
Rel. intensity

6615.90073
91

6615.93651
48

6615.96200
195

6615.98539
43

6616.00258
39

6616.15515
80

6616.17432
62

6616.20297
42

6616.23789
98

6616.33854
69

6616.52779
64

6616.56145
57

6616.56402
30

6616.58817
114

6616.60467
44

6616.66970
32

6616.70255
49

6616.71875
163

6616.72569
119

6616.73693
34

6616.78496
75

6616.80719
98

6616.84581
96

6616.92254
100

6616.92504
34

6616.94338
62

6616.96146
85

6616.97277
52

6616.98492
81

6617.02250
72

6617.08693
41

6617.09798
47

6617.12381
100

6617.13536
38

6617.14795
151

6617.17238
232

6617.21709
32

6617.23092
56

6617.26474
81

6617.26798
140

6617.26905
172

6617.29486
136

6617.31009
33

6617.36557
38

6617.40199
108

6617.47680
25

6617.48401
40

6617.49422
34

6617.50593
116

6617.54207
233

6617.59876
122

6617.67443
98

6617.69459
169

6617.70774
288

6617.71551
44

6617.71877
184

6617.74030
30

6617.76203
248

6617.78666
49

6617.79242
276

6617.82383
44

6617.84315
48

6617.85561
159

6617.85711
60

6617.90057
47

6617.91436
281

6617.94861
47

6617.95114
90

6617.96520
61

6617.98909
787

6618.00742
486

6618.07716
185

6618.07833
45

6618.10750
109

6618.13058
44

6618.13195
108

6618.14261
158

6618.15469
118

6618.21322
105

6618.25422
69

6618.35937
37

6618.42609
25

6618.44767
34

6618.47165
42

6618.48860
158

6618.49348
272

6618.49934
43

6618.57324
76

6618.59415
112

6618.59802
64

6618.67966
26

6618.69587
105

6618.71240
34

6618.77873
29

6618.79885
50

6618.82833
80

6618.83790
40

6618.86885
172

6618.87705
33

6618.89509
39

6619.00706
47

6619.04071
139

6619.09392
194

6619.10291
26

6619.11487
165

6619.13364
39

6619.16084
100

6619.16600
81

6619.19985
36

6619.45756
62

6619.60871
164

6619.81607
63

6619.97453
37

6619.98430
28

6619.99297
53

Table 3: PP1(1) double resonance transitions

Energy/cm-1
Rel. intensity

6612.35703
43

6612.37826
29

6612.46869
73

6612.48450
95

6612.52168
38

6612.60039
119

6612.60933
41

6612.62680
53

6612.68224
57

6612.81715
60

6612.91953
33

6612.96333
58

6612.98390
64

6613.14773
33

6613.16241
29

6613.20283
31

6613.21291
101

6613.24277
55

6613.25914
117

6613.26446
32

6613.34713
32

6613.35110
240

6613.35240
41

6613.39518
38

6613.46686
42

6613.49759
37

6613.53904
37

6613.64238
171

6613.64741
177

6613.65257
63

6613.65866
35

6613.69260
67

6613.70244
47

6613.80085
66

6613.92188
41

6613.94885
61

6613.97346
40

6614.12514
33

6614.14390
57

6614.18120
155

6614.20914
30

6614.23097
89

6614.32471
34

6614.34409
57

6614.36847
62

6614.37079
29

6614.40486
74

6614.42709
33

6614.46398
470

6614.46516
212

6614.49090
516

6614.50794
212

6614.54362
50

6614.56172
87

6614.58456
32

6614.60694
46

6614.62486
192

6614.64726
214

6614.67278
54

6614.76743
29

6614.77374
42

6614.78076
30

6614.79465
81

6614.83364
28

6614.85169
89

6614.95793
51

6614.98733
48

6615.00837
51

6615.03063
37

6615.03910
109

6615.05158
328

6615.05302
90

6615.06480
84

6615.08863
29

6615.09002
85

6615.14442
35

6615.19860
59

6615.27297
47

6615.30325
96

6615.32166
82

6615.36293
322

6615.36989
211

6615.37748
45

6615.39325
90

6615.42117
290

6615.43202
417

6615.46520
284

6615.50068
168

6615.53803
637

6615.55218
38

6615.59313
171

6615.61314
61

6615.62195
186

6615.63735
148

6615.64350
66

6615.68444
205

6615.69527
805

6615.70379
252

6615.73143
106

6615.74942
171

6615.76936
64

6615.79023
121

6615.80185
36

6615.81050
81

6615.85051
452

6615.87578
37

6615.89183
218

6615.95128
159

6615.96252
265

6615.99448
95

6616.02397
69

6616.06263
104

6616.07320
168

6616.09075
154

6616.10731
44

6616.14109
30

6616.17869
62

6616.20263
47

6616.24461
35

6616.30118
37

6616.35650
35

6616.36942
57

6616.39826
35

6616.42303
28

6616.45581
322

6616.47569
26

6616.47951
222

6616.48089
197

6616.51546
27

6616.51645
92

6616.52734
137

6616.54316
57

6616.58842
36

6616.86796
224

6616.87690
58

6616.92680
30

6616.93167
131

6616.99818
30

6616.99947
436

6617.00117
94

6617.01358
259

6617.02794
75

6617.04863
47

6617.05996
213

6617.06608
345

6617.08024
67

6617.09966
80

6617.10923
63

6617.13492
67

6617.14380
63

6617.17938
72

6617.22305
25

6617.23023
59

6617.25101
264

6617.37712
84

6617.40649
40

6617.42558
47

6617.42742
42

6617.46606
27

6617.53626
493

6617.54971
119

6617.55523
120

6617.55727
72

6617.58500
261

6617.61756
116

6617.64018
65

6617.64142
44

6617.69097
120

6617.71350
128

6617.72626
30

6617.74406
82

6617.75136
55

6617.79167
40

6617.81513
46

6617.92288
93

6617.93534
82

6617.94502
307

6618.00880
43

6618.02163
44

6618.26850
125

6618.30567
181

6618.31356
241

6618.33548
59

6618.35129
27

6618.37071
54

6618.37666
48

6618.39310
142

6618.40072
158

6618.40307
63

6618.41824
40

6618.43104
33

6618.46781
168

6618.51149
147

6618.51773
66

6618.56611
71

6618.58800
49

6618.61103
41

6618.63993
409

6618.65744
121

6618.69879
77

6618.70565
64

6618.79703
128

6618.82374
47

6618.84345
36

6618.86538
69

6618.87896
227

6618.91374
65

6619.01191
87

6619.03383
131

6619.04919
64

6619.10004
35

6619.11929
534

6619.13409
90

6619.26181
29

6619.29245
205

6619.29886
84

6619.37125
82

6619.39218
57

6619.40443
69

6619.47122
44

6619.47412
67

6619.54966
53

6619.66247
74

6619.82633
49

6619.90259
42

6619.90576
108

6619.99357
32

6620.07539
39

6620.07882
50

6620.14360
29

6620.51756
81

6620.63862
111

6620.67603
56

6620.81906
42

6620.85672
37

6620.92113
49

6621.08950
29

6621.13304
26

6621.20044
37

6621.29412
27

6621.38260
39

6621.45093
41

6621.51063
28

6621.87751
41

6621.94525
51

6621.96408
42

6622.04517
32

6622.07288
28

6622.36478
32

6622.46045
37

6622.50346
37


