Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

Supplementary Information for

Structural features of monohydrated 2-(4-fluoro-phenyl)-ethylamine: A
combined spectroscopic and computational study

Afik Shachar, Nitzan Mayorkas and Ilana Bar



Table S1. Vibrational transition frequencies (cm-') and intensities (arb. units) as obtained from
the measured ionization-loss stimulated Raman and calculated scaled harmonic Raman spectra.

Measured Calculated Measured Calculated

Freq. Int. Freq. Int. Freq. Int. Freq. Int.
Vi 3719.8 0.6 37171 0.6 Va7 1212.8 0.5  1208.1 0.3
3% 34016 04 34132 04 Vg 1195.6 0.1
\Z 33556 04 33547 0.6 Vag 11654 03 11526 0.1
Va 33286 0.6 33312 0.8 V3o 1141.3 02 11392 0.1
Vs 3080.1 0.9 Vi 1109.2 02 1097.2 0.0

30834 0.9
V6 3078.8 0.9 Vi, 1080.0 0.2  1081.3 0.2
\%. 30284 0.2 3043.7 04 Vi3 1030.3 0.3 1036.3 0.1
Vg 30174 0.2 3041.1 0.4 Va4 1010.1 0.0
Vo 2972.5 0.5 2984.1 0.3 Vis 9939 0.0
Vio 2963.9 0.6 2946.0 1.2 V6 9512 0.0
Vi 2939.2 0.5 2918.7 0.8 V37 901.9 0.1 9199 0.1
Viz 2868.0 04 2867.3 0.7 Vg 8939 04 908.0 0.2
Vi3 1639.7 0.1 1640.6 0.3 V39 869.8 0.2 8724 0.1
Vig 1618.8 0.1 1626.0 0.2 Va0 840.6 0.3 841.0 04
Vis 1606.8 0.1 1606.2 0.1 Vi 8223 0.4 832.1 1.1
Vig 1584.8 0.2 1595.5 0.1 Vaa 816.5 0.2 8264 0.0
Vi7 1556.6 0.1 1522.5 0.0 Va3 735.3 0.0
Vig 14742 0.2 1475.1 0.2 Vag 7152 0.1
Vig 1453.0 0.2 1456.7 0.2 Vas 7039 0.1
Va0 14369 0.1 14249 0.0 Vag 612.1 0.2 6322 04
Vai 1382.3 0.0 Va7 561.0 03 555.8 0.0
V2 13486 0.3 13434 0.3 Vag 490.1 0.3 499.3 0.1
Va3 1309.1 0.2 Vag 468.0 0.3 4724 0.1
Vos 1298.5 0.0 Vs0 4149 0.1 430.0 0.1
Vs 1288.7 0.0 Vs 4169 0.0

vie 12347 0.3 12499 0.6 Vs 4149 02



