Table 1S.Assignments of the LIF spectrum of anthranilicdaahd comparison with the REMPI resuttgeasured by Wu et al.[9].
Frequency of the electronic origig, = 28591 crit was subtracted from the LIF frequencies. All fregcies are given in ¢h

v-voo g [%] FWHM assignment Xvyng Av classification REMPI, Wu et al. [9]
0.0 100 1.63 00 0.0 0.0
97.0 2 1.45 dimer 97.0 0.0
153.8 1 1.09 dimer 154.0 0.2
156.3 1 2.33
161.5 3 1.57 2xvia 1615 0.0 10b§ v (ring)
219.0 2 1.57 2xvyn 219.0 0.0 y(—COOH)é torsion 220=A§y(—COOH) torsion
222.4 2 3.22
239.4 1 3.30
253.1 89 1.60 vis 253.1 0.0 B(—COOH) 254 = Bf) B(—COOH)
255.9 4 2.13 dimer
310.2 2 1.26 dimer 313.7 35
3545 36 1.47 vos 3545 0.0 B(—NHy,) 355 = C}) B(=NH,)
379.4 13 1.45 2xvsa 379.4 0.0 10a§ v (ring) 379 = 10% v (ring)
386.6 1 1.14 dimer 386.7 0.2
400.7 3 2.34 dimer 397.9 -2.8
409.2 5 2.23 vigt 2%vis 4146 5.4
418.4 102 1.57 vss 418.4 0.0 B(—COOH), 418 = D%) B(—COOH)
B(=NHy), B(ring) S
B(=NH), B(ring)
441.8 2 1.40 dimer 443.7 1.9
443.9 1 1.32 dimer
456.1 2 1.68 dimer 4549 -1.2
471.3 3 1.25 vist 2xvon 4721 0.8
498.3 2 1.72 500.7 2.4
501.7 13 1.40 vas 501.7 0.0 9b,p(—~COOH)B(-
NH,),
514.6 1 1.51 dimer 511.9 -2.7
538.8 4 3.41 dimer 539.1 0.3
5455 2 1.42
562.3 3 1.56
573.3 1 1.69 Vog+2%vos 5735 0.2
582.7 4 1.38 vag+2xvis 579.9 -3.8
594.6 34 1.53 ves 594.6 0.0 6b B(rlng), B(C:O) 595 = AS 10b(2) (*) too |arge
intensity for this combination
602.7 18 1.44 vistvos 607.6 4.9 anharmonicity 602 = B%)C%)
or 16b(2) y(ring)
609.2 2 1.35 2xv4s  609.2 0.0 16b§ v(ring)
631.8 12 1.67 vigt2xvas 6325 0.7 632 = 66) B(ring) (*)
636.9 2 1.68 vag+2X%vos  637.4 0.5
653.9 1 1.38 dimer 653.1 -0.8
661.5 3 1.29 2%y gt2%xvia  667.7 6.2
666.6 2 1.72
670.9 87 1.61 Vistvas 671.6 0.7 672 = B](-)D](-)
701.5 2 2.04 dimer 698.8 -2.7
706.8 5 1.53 2xv,g  709.0 2.2
713.1 31 1.47 v;s 713.1 0.0 B(O-C=0), 713 = (% (*) too large
1 v(rin
v(ring) intensity for this overtone
728.4 3 1.52 2xvigt2%xv,s  725.2 -3.2



v-voo g [%] FWHM assignment Xvyng Av classification REMPI, Wu et al. [9]
732.3 2 1.15 Vost2xvas  733.9 1.6
753.1 8 2.42 vistvas 754.8 1.7
761.5 34 1.42 3xvig 759.4 -2.1 762 = Bg
764.9 2 2.00 Vigtvogt2Xxvis  763.7 -1.2
772.5 32 1.33 Vostvag 7729 04 772 = QD](.)
783.3 1 1.00
795.8 21 1.44 Vistvss 796.0 0.2 797 = B%Ga](.)
799.5 22 1.74 Vast2xvas  797.8 -1.7
820.6 3 242  vigtvgt+2xvys 826.6 6.0
827.3 8 1.82 Vvigtvagt2xvys  833.0 5.7
835.0 56 1.67 2xvzs 8369 1.9 overlapping
840.9 35 1.35 vgs 840.9 0.0 12 B(ring) overlapping
846.5 23 1.34 VistVes 847.7 1.2
853.7 3 1.04 2xvistvogs 860.7 7.0
857.2 2 1.03 Vastvos  856.2 -1.0
860.5 1 1.59 2xvistvog 860.7 0.2
864.5 2 1.62 vigt2x vy 862.3 -2.2
879.6 2 1.05 vast2xvaa 8811 1.4
882.2 4 2.36 dimer
885.5 6 2.07 2xv gt2xv, 885.6 0.1 884 = 19% B(ring) (*)
888.7 2 1.65 vigt vagt2xvon 8905 1.8
897.8 13 2.72 Vostvss 897.4 -0.4
919.7 10 1.31 vastvas 920.1 0.4
921.6 4 1.34 vsst2xvas  922.3 0.6
924.7 53 1.27 2xvistvas 924.7 0.0 923 = BS D%)
945.3 4 1.23
947.9 7 2.06 Vostvgs 949.1 1.2
953.1 3 2.53 Vigtvsst2Xxvin  957.4 4.3
2xvost vis 962.1 9.0 anharminicity
960.7 26 1.26 vastvss 961.3 0.6 961 = B%)CS (*) overlapping,
too large intensity
966.5 29 1.23 vistvrs  966.2 -0.3 overlapping
977.9 1 2.97 dimer 981.2 3.3
986.7 2 0.98 Vigtvogt2xvzs  987.0 0.3 088 = C%)Gb%) *)
1005.0 4 1.52 2%xvigtvas 1007.9 2.9
1012.5 28 1.38 V3stves 1013.0 0.5 1013 = Bg (*) Overlapplng
too large intensity .for this
combination
1016.5 10 1.08 4xvyg 1012.5 -4.0 anharmonicity overlapping,
1020.5 12 1.72 V3stvistvog 1026.1 5.5
1050.5 16 2.00 2%xvigtvss 1049.1 -1.4 1050 = (f) (*) too |arge
Vvigtvagt2xvzs 1051.0 0.5 intensity,
discrepancy Av=16cm*
1060.5 3 1.41 3xvog 1063.5 3.0
1067.7 2 1.26 Vvostvss 1067.5 -0.1
1079.6 2 1.24  2xv,gtvast2xvia 1086.1 6.5
1087.0 30 1.60 vist2xvss 1090.0 3.0 overlapping
1091.6 25 1.37 vigt2xvsa 1092.2 0.6 1092 = B})Dé *)
1094.2 34 2.11 vistvgs 1094.1 -0.2 overlapping
1100.4 8 1.28 2xvgtvgs 1100.8 0.4
1109.2 2 2.56 VistVostvss 1109.3 0.1
1118.9 7 1.66 viis 1118.9 0.0 Bad{NH,), v(C—OH),

2

B(ring)



v-voo g [%] FWHM assignment Xvyng Av classification REMPI, Wu et al. [9]
1125.0 4 1.50 vast2xvyg 1127.4 2.4
1130.9 31 1.20 vastvzs 11315 0.6 1130=C%D%) (*) too large
intensity for this combination
1136.8 3 2.15 vsstves 1137.4 0.6
1141.8 13 2.17 vsstves 1137.5 -4.3 1140 = BS Gb%) *)
3xvist2%xv3, 1138.8 -3.1
1145.3 5 1.95 VsstVistVog 11505 5.2
1167.8 2 1.23 4xvist2xvin 11739 6.1
1170.9 5 1.67 VistVastvss 1173.2 2.4
1174.6 8 2.21 vigtvsgt2xvza 1175.4 0.8
1178.6 26 1.59 3xvgtvayg 1177.8 -0.8 1178 = G%Gbé *)
1188.9 5 1.63 2xvgs 1189.1 0.3
2xV35+V25 1191.4 2.5
1192.7 10 1.40 2%vagtvog 1191.4 -1.3
vogt2xvsa 1193.6 0.9
1194.7 7 1.19 Vostvgs 1195.4 0.7
VestVistVos 1202.2 7.5
1199.7 10 1.59 vigtvostvgs 1202.2 2.5
1206.5 13 1.66 2%xvigt2%xveg 1205.4 -1.1
1213.6 19 1.61 vistvastvss 1214.4 0.8
1220.9 30 2.26 2%xvistvog 1219.3 -1.5 1218 = Bé CS (*) too large
intensity for this combination
1229.9 10 1.59 viss 1229.9 0.0 B(O—H),
v(C-COOH)
1233.7 3 1.58 2xxvgtvoct2xvay 1241.1 6.5
Vogt2Xvaatvag 1235.6 1.9
1239.5 9 1.49 2xvigtvost2xvys 1240.1 0.6
1250.7 12 1.95 3xvys 1255.3 4.6 anharminicity overlapping
1257.8 30 1.72 vagt2xvsa 1257.6 -0.2 1258 = Dg (*)
vsstvss 1255.9 -1.8 overlapping
1260.0 19 1.31 vastvgs 1259.4 -0.6 overlapping
1264.1 22 1.63 vistvastvgs 1266.1 2.0 overlapping
1271.5 4 1.32 Bxvig 1265.6 -5.9
1274.3 9 3.13 2Xvigtvastvog 12791 4.9
1277.9 3 1.67
1296.0 5 1.87
1304.9 6 1.58 3xvgtvsg 1302.2 -2.6
1308.1 12 2.12 vestvrs 1307.7 -0.5
1317.2 14 3.94 v7stvistvog 1320.7 3.5
Vostviastvsg 13158 -1.4
1334.3 15 2.08 vist2xvss 1338.8 4.6 overlapping
2%xvagtvas 1338.6 5.4
1340.9 35 3.02 2%y gt2xvag 1343.1 2.2 1342 = B(Z)DS
vastvsst2xvaa 1340.7 -0.2 overlapping
1345.4 10 1.55 2xvist2xvsa 1345.4 -0.0 overlapping
1347.7 16 1.82 2%y stvgs 1347.1 -0.5 overlapping
1354.1 6 1.53 3xvistvgs 1353.9 -0.1
1363.8 5 1.66 Vostvastvgs 1367.5 3.7
4XV15+V25 1367.0 3.1
1365.6 4 1.30 Vostvastvgs 13675 1.9
1372.4 7 1.35 2Xvygtvastvis 1380.5 8.2
1377.3 4 1.59 vigt2Xxvogtvas 13805 3.2
1383.6 43 1.85 Vistvastvrg 1384.6 1.0
2xV35+V55 1379.7 -3.8
1389.0 4 1.51 Vvigtvsstvgs 1390.6 1.6



v-voo g [%] FWHM assignment Xvyng Av classification REMPI, Wu et al. [9]
1395.0 33 2.39 virs 13950 0.0  B(O=H), B(N=H),
v(C-0)v(ring)
Vostvgstvyg 1399.0 4.0
1398.8 4 142 2xvistvestvos 1403.6 4.8
Vastvest2xvzy 1392.4 -6.4
Vagt2Xvaptvistvos 1400.6 1.8
4xyysF2xvss 1391.9 -8.1
1404.5 14 1.44 2%xvigtvostvss 1403.6 -0.9
1429.0 10 1.32 2%vagtvgs 14315 2.4
4xvistvag 14309 1.9
1431.8 3 0.92 Vest2xvsa 1433.7 1.9
Dxvistvest2xvs, 1428.5 -3.2
1433.7 19 1.90 Vestvas 14355 1.8
1438.1 5 1.15
1440.5 4 1.49
1442.3 6 1.88 vigt2xvgs 1442.3 -0.0
1452.7 10 1.67 2%V gtvostvegs 1455.3 2.6
1459.3 21 2.02 3xvist2xv,s 1468.3 9.0
1467.6 4 1.22  vigt2xvaat2xvys 1469.4 1.8
2xvistvastves 1467.5 -0.0
1470.9 1 0.89 vigt2xvsat2xvss 1471.6 0.8
1473.4 6 176  vist2%xvaatvgs 14735 0.0
14755 8  1.49 3xvichvss 1472.4 -3.1
1478.4 3 1.00 2xvigt2xvgatvgs 1480.2 1.8
1483.3 5 1.29 Vistviss 1483.0 -0.3
1485.3 10 1.83 V3stvostvrg 1486.0 0.7
1488.6 2 1.64
1493.5 3 1.45
1495.8 6 1.74
1499.3 2 1.55
1502.8 5 191 Vist3xvss 1508.4 5.6
1509.8 17 1.75 Vigtvagt2xvss 1510.7 0.9
VistV7stvsg 1509.1 -0.7
1512.7 17 1.35 Vistvastvgs 15125 -0.2
VistV7stvsg 1509.1 -3.6
1517.6 7 128  2xvistvastves 1519.3 1.7
1527.4 3 1.63  3xvictvastves 1532.3 4.8
6xvys 1518.7 -8.7
1529.7 3 1.42
1531.9 18 2.61 Vist Vost Vast g 1527.7 -4.2
vast viis 1537.3 5.2
3xvyshvpstvas 1532.2 0.3
1542.0 3 1.56
1547.6 12 201 Oxvastvrs 1650.0 2.3
1552.2 7 1.22 vost2xvsa 1552.2 -0.0
1554.2 5 1.15 vsstvgs 1554.0 -0.2
1557.6 2 1.37 VistVestvrs 1560.8 3.1

In column 6:Av = Zviyng — Avesc

bold — fundamental frequencies or overtomésof out-of-plane vibrations,
italic — comments to the assignment
(*) —indicates discrepancies between the assiginofi&Vu et al.[8] and the assignment proposedthimwork



