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Table S1  Computed harmonic hydride stretch frequencies (in cm-1) and intensities of the twelve serotonin (OH-anti) conformersa
	
	Conf. 1
	
	Conf. 2
	
	Conf. 3
	
	Conf. 4
	
	Conf. 5
	
	Conf. 6

	descriptionb
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.

	CH2() low
	2846
	65.7
	
	2843
	75.7
	
	2920
	24.5
	
	2851
	64.8
	
	2931
	37.9
	
	2856
	69.6

	CH2() high
	2944
	62.5
	
	2941
	81.7
	
	2964
	56.5
	
	2960
	40.9
	
	2972
	37.3
	
	2947
	20.5

	CH2() SS
	2906
	33.7
	
	2912
	29.1
	
	2889
	43.9
	
	2903
	44.6
	
	2888
	47.5
	
	2888
	36.2

	CH2() AS
	2958
	35.1
	
	2951
	27.2
	
	2930
	55.1
	
	2938
	14.0
	
	2924
	17.5
	
	2962
	38.3

	aromatic CH
	3040
	19.6
	
	3054
	10.6
	
	3041
	19.1
	
	3040
	17.9
	
	3038
	21.1
	
	3038
	21.9

	
	3059
	12.0
	
	3058
	10.7
	
	3059
	11.8
	
	3058
	12.5
	
	3059
	12.1
	
	3059
	12.3

	
	3087
	8.1
	
	3086
	8.9
	
	3088
	7.8
	
	3087
	8.4
	
	3087
	8.0
	
	3087
	8.2

	
	3132
	0.7
	
	3126
	2.1
	
	3127
	1.9
	
	3126
	2.4
	
	3127
	2.1
	
	3128
	1.7

	amino NH2 SS
	3341
	1.2
	
	3340
	1.7
	
	3332
	0.7
	
	3336
	1.6
	
	3334
	1.7
	
	3337
	1.1

	amino NH2 AS
	3423
	1.3
	
	3420
	1.3
	
	3416
	0.6
	
	3419
	0.4
	
	3417
	0.1
	
	3420
	0.3

	indole NH
	3524
	67.1
	
	3524
	66.9
	
	3525
	67.9
	
	3525
	67.1
	
	3525
	68.5
	
	3525
	67.8

	OH
	3607
	38.5
	
	3605
	40.6
	
	3606
	39.5
	
	3606
	39.2
	
	3607
	38.3
	
	3607
	37.4


Table S1 Continued

	
	Conf. 7
	
	Conf. 8
	
	Conf. 9
	
	Conf. 10
	
	Conf. 11
	
	Conf. 12

	descriptionb
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.

	CH2() low
	2915
	38.7
	
	2843
	90.3
	
	2923
	33.8
	
	2927
	70.1
	
	2845
	68.9
	
	2846
	105.8

	CH2() high
	2958
	49.7
	
	2950
	37.2
	
	2962
	39.4
	
	2912
	6.9
	
	2948
	40.2
	
	2964
	28.4

	CH2() SS
	2896
	37.4
	
	2865
	68.4
	
	2874
	37.9
	
	2912
	6.9
	
	2877
	30.3
	
	2885
	57.6

	CH2() AS
	2931
	62.6
	
	2923
	28.0
	
	2892
	19.7
	
	2879
	42.2
	
	2922
	18.4
	
	2935
	41.3

	aromatic CH
	3040
	21.2
	
	3036
	22.7
	
	3039
	20.1
	
	3040
	20.5
	
	3040
	19.1
	
	3056
	13.2

	
	3059
	11.6
	
	3057
	13.2
	
	3059
	12.3
	
	3059
	11.8
	
	3058
	12.6
	
	3058
	13.1

	
	3088
	7.5
	
	3086
	9.2
	
	3087
	8.4
	
	3088
	7.9
	
	3087
	8.6
	
	3084
	11.0

	
	3127
	1.7
	
	3157
	3.9
	
	3139
	1.2
	
	3131
	1.4
	
	3137
	2.0
	
	3124
	3.1

	amino NH2 SS
	3338
	0.9
	
	3331
	1.3
	
	3335
	1.1
	
	3335
	0.5
	
	3338
	1.3
	
	3332
	0.8

	amino NH2 AS
	3422
	1.3
	
	3413
	0.6
	
	3418
	0.2
	
	3415
	0.9
	
	3421
	0.4
	
	3414
	0.9

	indole NH
	3523
	68.8
	
	3525
	60.9
	
	3526
	66.4
	
	3524
	66.1
	
	3527
	65.1
	
	3525
	64.5

	OH
	3607
	38.2
	
	3608
	37.1
	
	3607
	38.8
	
	3606
	39.6
	
	3607
	39.8
	
	3606
	36.5


a  Frequencies are scaled by a factor 0.9603

b  SS: symmetric stretch; AS: antisymmetric stretch

Table S2  Computed harmonic hydride stretch frequencies (in cm-1) and intensities of the eleven serotonin (OH-syn) conformersa
	
	Conf. 1
	
	Conf. 2
	
	Conf. 3
	
	Conf. 4
	
	Conf. 5
	
	Conf. 6

	descriptionb
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.

	CH2() low
	2853
	59.6
	
	2837
	79.3
	
	2922
	23.6
	
	2849
	67.2
	
	2931
	35.6
	
	2861
	64.1

	CH2() high
	2945
	62.2
	
	2940
	84.2
	
	2967
	51.1
	
	2963
	37.2
	
	2973
	36.1
	
	2946
	21.2

	CH2() SS
	2909
	31.5
	
	2913
	27.8
	
	2892
	42.9
	
	2903
	45.4
	
	2892
	46.5
	
	2891
	34.7

	CH2() AS
	2959
	35.5
	
	2954
	24.7
	
	2932
	56.9
	
	2941
	13.6
	
	2925
	19.3
	
	2962
	39.7

	aromatic CH
	3040
	16.2
	
	3039
	16.7
	
	3041
	15.9
	
	3040
	16.4
	
	3040
	16.0
	
	3040
	16.2

	
	3064
	20.1
	
	3063
	20.1
	
	3064
	19.6
	
	3063
	20.7
	
	3064
	20.5
	
	3064
	20.8

	
	3080
	5.1
	
	3090
	1.3
	
	3080
	4.9
	
	3080
	4.4
	
	3078
	5.9
	
	3078
	6.3

	
	3132
	0.8
	
	3125
	2.4
	
	3127
	2.2
	
	3126
	2.7
	
	3126
	2.4
	
	3127
	2.0

	amino NH2 SS
	3340
	1.2
	
	3343
	1.8
	
	3332
	0.8
	
	3337
	1.7
	
	3334
	1.6
	
	3336
	1.0

	amino NH2 AS
	3422
	1.1
	
	3424
	1.4
	
	3415
	0.5
	
	3421
	0.5
	
	3417
	0.1
	
	3419
	0.3

	indole NH
	3525
	65.9
	
	3524
	65.7
	
	3525
	66.6
	
	3526
	65.9
	
	3525
	67.3
	
	3526
	66.7

	OH
	3611
	51.9
	
	3612
	50.5
	
	3612
	53.1
	
	3612
	51.5
	
	3612
	52.7
	
	3612
	51.8


Table S2 Continued

	
	Conf. 7
	
	Conf. 8
	
	Conf. 9
	
	Conf. 11
	
	Conf. 12

	descriptionb
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.
	
	Freq.
	Int.

	CH2() low
	2897
	35.9
	
	2845
	91.0
	
	2922
	34.9
	
	2843
	70.4
	
	2838
	118.7

	CH2() high
	2957
	51.9
	
	2950
	37.9
	
	2961
	40.6
	
	2946
	41.8
	
	2961
	31.7

	CH2() AS
	2933
	55.2
	
	2928
	24.7
	
	2896
	17.1
	
	2924
	16.3
	
	2932
	39.6

	CH2() SS
	2915
	46.7
	
	2867
	65.8
	
	2877
	35.0
	
	2881
	27.6
	
	2890
	57.1

	aromatic CH
	3041
	15.4
	
	3038
	17.1
	
	3040
	16.5
	
	3039
	16.8
	
	3036
	18.7

	
	3065
	19.7
	
	3062
	22.6
	
	3064
	20.8
	
	3063
	21.0
	
	3061
	22.0

	
	3080
	6.1
	
	3076
	6.2
	
	3079
	5.2
	
	3080
	4.7
	
	3105
	5.3

	
	3126
	2.0
	
	3156
	3.7
	
	3138
	1.4
	
	3136
	2.3
	
	3123
	3.3

	amino NH2 SS
	3339
	0.6
	
	3330
	1.4
	
	3334
	1.1
	
	3337
	1.4
	
	3339
	0.6

	amino NH2 AS
	3422
	1.3
	
	3412
	0.5
	
	3417
	0.2
	
	3421
	0.4
	
	3423
	1.2

	indole NH
	3524
	67.7
	
	3525
	59.8
	
	3527
	65.2
	
	3527
	63.8
	
	3526
	63.3

	OH
	3612
	53.7
	
	3613
	50.1
	
	3612
	52.2
	
	3613
	51.6
	
	3612
	46.1


a  Frequencies are scaled by a factor 0.9603

b  SS: symmetric stretch; AS: antisymmetric stretch

