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“Once you get a serious spectrum collection, the tendency is to push it as far as you can.” 
pace Hunter S. Thompson 
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Supplementary Data for PeakAL: Protons I Have Known and Loved — Fifty Shades of Grey-Market Spectra 

 

Page Analyte Alleged Found Acquired 

4 P0 PEA HCl PEA HCl 2014-08-19 

7 P1 2C-H 2C-H 2013-01-16 

10 P1 as HCl 2C-H 2C-H HCl 2013-11-08 

13 P2 2C-D 2C-D 2012-11-20 

16 P3 2C-E 2C-E 2012-11-24 

19 P4 2C-P 2C-P 2012-11-24 

22 P4 in DMF-d7 2C-P 2C-P 2013-05-07 

25 P5 2C-IP 2C-IP 2012-11-24 

28 P6a 2C-C 2C-E 2012-11-24 

31 P6b 2C-C 2C-C 2013-03-26 

34 P7 2C-I 2C-I 2012-11-24 

37 P8 2C-T 2C-T 2012-11-24 

40 P9 2C-T-2 2C-T-2 2012-11-24 

43 P10 2C-T-4 2C-T-4 2012-11-24 

46 P11 2C-T-7 2C-T-7 2012-11-24 

49 P12 Escaline Escaline 2013-01-16 

52 P13a Proscaline Proscaline 2012-11-24 

55 P13b Proscaline Proscaline 2013-03-26 

58 P14 AL AL 2012-11-24 

61 P15 MAL MAL 2012-11-24 

64 P16 BOD BOD 2012-11-24 

67 P17 bk-2C-B bk-2C-B 2013-11-29 

Page Analyte Alleged Found Acquired 

70 B1 25B-NBOMe 25B-NBOMe 2013-01-16 

73 B2 25C-NBOMe 25C-NBOMe 2013-01-16 

76 B3 25I-NBOMe 25I-NBOMe 2013-01-16 

79 B4 25I-NBOH 25I-NBOH 2013-01-16 

82 B5 25I-NBMD 25I-NBMD 2013-05-07 

85 B6 25D-NBOMe 25D-NBOMe 2013-01-16 

88 B7 25E-NBOMe 25E-NBOMe 2013-01-16 

91 B8 25IP-NBOMe 25IP-NBOMe 2013-03-26 

94 B9 25G-NBOMe 25G-NBOMe 2013-05-07 

97 B10 M-NBOMe M-NBOMe 2013-01-16 

100 IM1 25H-NBOMe imine 25H-NBOMe imine 2013-11-08 

104 IM2 25I-NBOMe imine 25I-NBOMe imine 2013-11-08 
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2.862.882.902.922.942.962.983.003.023.047.187.207.227.247.267.287.307.327.347.368.248.268.288.308.328.34
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90

1.
92
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83

3.
35

12 (s)
8.29

2,3,4,5,6 (m)
7.28

10 (m)
3.00

11 (m)
2.92

Ana l yte P0: PEA; 2-Phe nyl e tha n-1-a mi ne  HCl
Acqui s i �on Da te 2014-08-19T02:01:52
Sol ve nt dms o
Te mpe ra ture 27
Numbe r of Sca ns 64
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 699.81
Spe ctra l  Wi dth 11160.7
Nucl e us 1H
Acqui re d Si ze 50223

1H NMR (700 MHz, DMSO-d6) δ 8.29 (s , 3H), 7.34 – 7.21 (m, 5H), 3.02 – 2.97 
(m, 2H), 2.95 – 2.89 (m, 2H).
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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Ana l yte P0: PEA; 2-Phe nyl e tha n-1-a mi ne  HCl
Acqui s i �on Da te 2014-08-19T02:01:52
Sol ve nt dms o
Te mpe ra ture 27
Numbe r of Sca ns 64
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 699.81
Spe ctra l  Wi dth 11160.7
Nucl e us 1H
Acqui re d Si ze 50223

1H NMR (700 MHz, DMSO-d6) δ 8.29 (s , 3H), 7.34 – 7.21 (m, 5H), 3.02 – 2.97 
(m, 2H), 2.95 – 2.89 (m, 2H).
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0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0

1.
76

2.
01

5.
22

3.
00

12 (s)
8.10

2,3,4,5,6 (m)
7.21

10 (t)
3.66

11 (t)
3.13

1H NMR (700 MHz, DMSO-d6) δ 8.10 (s , 3H), 7.26 – 7.15 (m, 5H), 3.66 (t, J = 
7.6 Hz, 2H), 3.13 (t, J = 7.6 Hz, 2H).

Pre di c�on 2-Phe nyl e tha n-1-a mi ne  H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 12489
Fre que ncy 700.00
Nucl e us 1H

7.157.167.177.187.197.207.217.227.237.247.257.267.27

1

2
3

4

5
6 10

11
NH3

+

12

Page 6 of 105



1

2
3

4

5
6

O
62

72

O
65

10
11

NH212

75

1.251.301.351.402.552.602.652.702.753.603.653.703.756.656.706.756.806.856.90
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93
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85
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06
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ArH (m)
6.84

ArH (m)
6.71

MeO (s)
3.71

MeO (s)
3.68

11 (m)
2.69

10 (m)
2.59

12 (s)
1.32

1H NMR (500 MHz, DMSO-d6) δ 6.88 – 6.81 (m, 1H), 6.76 – 6.68 (m, 2H), 
3.71 (s , 3H), 3.68 (s , 3H), 2.73 – 2.66 (m, 2H), 2.63 – 2.55 (m, 2H), 1.32 (s , 
2H).

Ana l yte P1: 2C-H fre e ba s e
Acqui s i ,on Da te 2013-01-17T02:00:25
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa ,on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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1H NMR (500 MHz, DMSO-d6) δ 6.88 – 6.81 (m, 1H), 6.76 – 6.68 (m, 2H), 
3.71 (s , 3H), 3.68 (s , 3H), 2.73 – 2.66 (m, 2H), 2.63 – 2.55 (m, 2H), 1.32 (s , 
2H).

Ana l yte P1: 2C-H fre e ba s e
Acqui s i ,on Da te 2013-01-17T02:00:25
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa ,on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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Pre di c,on 2C-H fre e ba s e
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 6.76 (d, J = 7.9 Hz, 1H), 6.71 – 6.65 (m, 2H), 
3.80 (s , 3H), 3.72 (s , 3H), 2.80 – 2.69 (m, 4H), 2.70 (s , 2H).
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2.802.852.902.953.653.703.756.756.806.856.906.958.158.208.25
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Ana l yte P1 HCl : 2C-H H+
Acqui s i �on Da te 2013-11-08T20:55:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.19 (s , 3H), 6.94 – 6.87 (m, 1H), 6.82 – 6.76 
(m, 2H), 3.74 (s , 3H), 3.69 (s , 3H), 2.98 – 2.91 (m, 2H), 2.88 – 2.81 (m, 2H).
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Ana l yte P1 HCl : 2C-H H+
Acqui s i �on Da te 2013-11-08T20:55:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.19 (s , 3H), 6.94 – 6.87 (m, 1H), 6.82 – 6.76 
(m, 2H), 3.74 (s , 3H), 3.69 (s , 3H), 2.98 – 2.91 (m, 2H), 2.88 – 2.81 (m, 2H).
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0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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Pre di c�on 2C-H H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H
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75
1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 7.00 (d, J = 7.2 Hz, 1H), 6.86 (d, 
J = 7.0 Hz, 2H), 3.80 (s , 3H), 3.72 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 
7.7, 0.9 Hz, 2H).
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2.102.152.802.852.902.953.653.703.753.806.756.806.858.108.15
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Ana l yte P2: 2C-D H+
Acqui s i �on Da te 2012-11-20T16:56:00
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.15 (s , 3H), 6.82 (d, J = 0.8 Hz, 1H), 6.78 (s , 
1H), 3.73 (s , 6H), 2.97 – 2.89 (m, 2H), 2.87 – 2.80 (m, 2H), 2.13 (d, J = 0.7 Hz, 
3H).

2.1152.1202.1252.1302.1352.1406.7756.7806.7856.8156.8206.8256.830
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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Ana l yte P2: 2C-D H+
Acqui s i �on Da te 2012-11-20T16:56:00
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.15 (s , 3H), 6.82 (d, J = 0.8 Hz, 1H), 6.78 (s , 
1H), 3.73 (s , 6H), 2.97 – 2.89 (m, 2H), 2.87 – 2.80 (m, 2H), 2.13 (d, J = 0.7 Hz, 
3H).
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1.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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3.13

40 (d)
2.12

1

2
3

4

5
6

O
62

72

O
65

10
11

NH3
+

12

75

40

Pre di c�on 2C-D H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.75 (s , 2H), 3.71 (s , 6H), 3.66 
(t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 Hz, 2H), 2.12 (d, J = 1.1 Hz, 3H).
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1.101.152.502.552.602.652.702.752.802.852.902.953.003.703.753.806.756.808.008.05
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Ana l yte P3: 2C-E H+
Acqui s i �on Da te 2012-11-24T13:37:16
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 1
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.02 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.74 
(s , 3H), 3.74 (s , 3H), 3.00 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.54 (q, J = 7.5 
Hz, 2H), 1.11 (t, J = 7.5 Hz, 3H).
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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Ana l yte P3: 2C-E H+
Acqui s i �on Da te 2012-11-24T13:37:16
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 1
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.02 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.74 
(s , 3H), 3.74 (s , 3H), 3.00 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.54 (q, J = 7.5 
Hz, 2H), 1.11 (t, J = 7.5 Hz, 3H).
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0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
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Pre di c�on 2C-E H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.80 (d, J = 1.2 Hz, 2H), 3.71 (s , 
6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 Hz, 2H), 2.50 (qd, J = 6.6, 
1.0 Hz, 2H), 1.12 (t, J = 6.6 Hz, 3H).
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0.91.51.62.52.62.72.82.93.03.73.86.88.08.1
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Ana l yte P4: 2C-P H+
Acqui s i �on Da te 2012-11-24T13:58:43
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.04 (s , 3H), 6.79 (s , 2H), 3.74 (s , 3H), 3.73 
(s , 3H), 2.99 – 2.90 (m, 2H), 2.86 – 2.79 (m, 2H), 2.51 – 2.45 (m, 2H), 1.60 – 
1.45 (m, 2H), 0.89 (t, J = 7.4 Hz, 3H).

1.481.491.501.511.521.531.541.551.561.571.58
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Ana l yte P4: 2C-P H+
Acqui s i �on Da te 2012-11-24T13:58:43
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.04 (s , 3H), 6.79 (s , 2H), 3.74 (s , 3H), 3.73 
(s , 3H), 2.99 – 2.90 (m, 2H), 2.86 – 2.79 (m, 2H), 2.51 – 2.45 (m, 2H), 1.60 – 
1.45 (m, 2H), 0.89 (t, J = 7.4 Hz, 3H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.80 (t, J = 1.0 Hz, 2H), 3.71 (s , 
6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 Hz, 2H), 2.63 (td, J = 7.9, 1.1 
Hz, 2H), 1.64 (ddt, J = 14.4, 7.8, 6.6 Hz, 2H), 0.94 (t, J = 6.6 Hz, 3H).
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Ana l yte P4 i n DMF: 2C-P H+
Acqui s i �on Da te 2013-05-07T20:17:09
Sol ve nt dmf
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMF-d7) δ 8.64 (s , 3H), 6.99 (s , 1H), 6.87 (s , 1H), 3.82 (s , 
3H), 3.80 (s , 3H), 3.26 – 3.19 (m, 2H), 3.10 – 3.03 (m, 2H), 2.59 – 2.52 (m, 
2H), 1.63 – 1.52 (m, 2H), 0.92 (t, J = 7.4 Hz, 3H).

1.531.541.551.561.571.581.591.601.611.62
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Ana l yte P4 i n DMF: 2C-P H+
Acqui s i �on Da te 2013-05-07T20:17:09
Sol ve nt dmf
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMF-d7) δ 8.64 (s , 3H), 6.99 (s , 1H), 6.87 (s , 1H), 3.82 (s , 
3H), 3.80 (s , 3H), 3.26 – 3.19 (m, 2H), 3.10 – 3.03 (m, 2H), 2.59 – 2.52 (m, 
2H), 1.63 – 1.52 (m, 2H), 0.92 (t, J = 7.4 Hz, 3H).
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Ana l yte P5: 2C-IP H+
Acqui s i �on Da te 2012-11-24T13:26:15
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.00 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.76 
(s , 3H), 3.74 (s , 3H), 3.21 (he pt, J = 6.9 Hz, 1H), 2.99 – 2.92 (m, 2H), 2.85 – 
2.78 (m, 2H), 1.15 (d, J = 6.9 Hz, 6H).

3.163.173.183.193.203.213.223.233.243.253.26
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Ana l yte P5: 2C-IP H+
Acqui s i �on Da te 2012-11-24T13:26:15
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.00 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.76 
(s , 3H), 3.74 (s , 3H), 3.21 (he pt, J = 6.9 Hz, 1H), 2.99 – 2.92 (m, 2H), 2.85 – 
2.78 (m, 2H), 1.15 (d, J = 6.9 Hz, 6H).
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Pre di c�on 2C-IP H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.97 (d, J = 1.0 Hz, 1H), 6.80 (d, 
J = 1.1 Hz, 1H), 3.74 (s , 3H), 3.71 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 
7.6, 1.0 Hz, 2H), 3.05 (pd, J = 6.4, 1.0 Hz, 1H), 1.14 (d, J = 6.4 Hz, 6H).
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Ana l yte P6a : 2C-E H+
Acqui s i �on Da te 2012-11-24T13:50:28
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

2.492.502.512.522.532.542.552.562.57

1H NMR (500 MHz, DMSO-d6) δ 8.03 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.74 
(s , 3H), 3.74 (s , 3H), 2.98 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.54 (q, J = 7.5 
Hz, 2H), 1.11 (t, J = 7.5 Hz, 3H).
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Ana l yte P6a : 2C-E H+
Acqui s i �on Da te 2012-11-24T13:50:28
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.03 (s , 3H), 6.81 (s , 1H), 6.79 (s , 1H), 3.74 
(s , 3H), 3.74 (s , 3H), 2.98 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.54 (q, J = 7.5 
Hz, 2H), 1.11 (t, J = 7.5 Hz, 3H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.80 (d, J = 1.2 Hz, 2H), 3.71 (s , 
6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 Hz, 2H), 2.50 (qd, J = 6.6, 
1.0 Hz, 2H), 1.12 (t, J = 6.6 Hz, 3H).
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Ana l yte P6b: 2C-C H+
Acqui s i �on Da te 2013-03-26T19:35:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 8.18 (s , 3H), 7.07 (s , 1H), 7.05 (s , 1H), 3.80 
(s , 3H), 3.76 (s , 3H), 3.00 – 2.93 (m, 2H), 2.90 – 2.83 (m, 2H).
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Ana l yte P6b: 2C-C H+
Acqui s i �on Da te 2013-03-26T19:35:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 8.18 (s , 3H), 7.07 (s , 1H), 7.05 (s , 1H), 3.80 
(s , 3H), 3.76 (s , 3H), 3.00 – 2.93 (m, 2H), 2.90 – 2.83 (m, 2H).

Page 32 of 105



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0

2.
02

2.
04

2.
99

2.
98

1.
00

0.
99

2.
98

12 (s)
8.10

3 (s)
7.24

6 (t)
6.79

75 (s)
3.96

72 (s)
3.74

11 (t)
3.66

10 (td)
3.13

1

2
3

4

5
6

O
62

72

O
65

10
11

NH3
+

12

75

Cl
14

Pre di c�on 2C-C H+
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Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 7.24 (s , 1H), 6.79 (t, J = 1.0 Hz, 
1H), 3.96 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 
Hz, 2H).
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Ana l yte P7: 2C-I H+
Acqui s i �on Da te 2012-11-24T13:42:12
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.99 (s , 3H), 7.33 (s , 1H), 6.90 (s , 1H), 3.77
(s , 3H), 3.76 (s , 3H), 3.00 – 2.93 (m, 2H), 2.87 – 2.80 (m, 2H).
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Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.99 (s , 3H), 7.33 (s , 1H), 6.90 (s , 1H), 3.77
(s , 3H), 3.76 (s , 3H), 3.00 – 2.93 (m, 2H), 2.87 – 2.80 (m, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 7.34 (s , 1H), 6.62 (t, J = 1.0 Hz,
1H), 3.93 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0
Hz, 2H).

Pre di c�on 2C-C H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H
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Ana l yte P8: 2C-T H+
Acqui s i �on Da te 2012-11-24T14:06:55
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Spe ctra l  Wi dth 8012.8
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Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.97 (s , 3H), 6.83 (s , 1H), 6.76 (s , 1H), 3.80 
(s , 3H), 3.76 (s , 3H), 2.98 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.41 (s , 3H).
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Ana l yte P8: 2C-T H+
Acqui s i �on Da te 2012-11-24T14:06:55
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
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Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.97 (s , 3H), 6.83 (s , 1H), 6.76 (s , 1H), 3.80 
(s , 3H), 3.76 (s , 3H), 2.98 – 2.91 (m, 2H), 2.86 – 2.79 (m, 2H), 2.41 (s , 3H).
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Pre di c�on 2C-T H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.75 (t, J = 0.9 Hz, 1H), 6.67 (s , 
1H), 3.79 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 
Hz, 2H), 2.47 (s , 3H).
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Ana l yte P9: 2C-T-2 H+
Acqui s i �on Da te 2012-11-24T13:18:04
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.98 (s , 3H), 6.85 (s , 1H), 6.83 (s , 1H), 3.78 
(s , 3H), 3.76 (s , 3H), 3.01 – 2.92 (m, 2H), 2.92 (q, J = 7.3 Hz, 2H), 2.86 – 2.79 
(m, 2H), 1.23 (t, J = 7.3 Hz, 3H).

2.892.902.912.922.932.942.952.962.972.98
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Ana l yte P9: 2C-T-2 H+
Acqui s i �on Da te 2012-11-24T13:18:04
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.98 (s , 3H), 6.85 (s , 1H), 6.83 (s , 1H), 3.78 
(s , 3H), 3.76 (s , 3H), 3.01 – 2.92 (m, 2H), 2.92 (q, J = 7.3 Hz, 2H), 2.86 – 2.79 
(m, 2H), 1.23 (t, J = 7.3 Hz, 3H).
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Pre di c�on 2C-T-2 H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.75 (t, J = 0.9 Hz, 1H), 6.67 (s , 
1H), 3.79 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 
Hz, 2H), 2.86 (q, J = 6.6 Hz, 2H), 1.31 (t, J = 6.6 Hz, 3H).
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Ana l yte P10: 2C-T-4 H+
Acqui s i �on Da te 2012-11-24T13:09:47
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.98 (s , 3H), 6.91 (s , 1H), 6.87 (s , 1H), 3.77 
(s , 3H), 3.76 (s , 3H), 3.54 (he pt, J = 6.6 Hz, 1H), 3.01 – 2.93 (m, 2H), 2.87 – 
2.80 (m, 2H), 1.21 (d, J = 6.6 Hz, 6H).

3.493.503.513.523.533.543.553.563.573.583.59
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Ana l yte P10: 2C-T-4 H+
Acqui s i �on Da te 2012-11-24T13:09:47
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 7.98 (s , 3H), 6.91 (s , 1H), 6.87 (s , 1H), 3.77 
(s , 3H), 3.76 (s , 3H), 3.54 (he pt, J = 6.6 Hz, 1H), 3.01 – 2.93 (m, 2H), 2.87 – 
2.80 (m, 2H), 1.21 (d, J = 6.6 Hz, 6H).

Page 44 of 105



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0

6.
01

1.
13

1.
82

2.
01

3.
00

3.
01

0.
99

1.
03

3.
01

12 (s)
8.10

6 (t)
6.75

3 (s)
6.67

75 (s)
3.79

72 (s)
3.74

11 (t)
3.66

10 (m)
3.13

86 (m)
3.09

87,88 (d)
1.32

1

2
3

4

5
6

O
62

72

O
65

10
11

NH3
+

12

75

S
64

86
87

88

Pre di c�on 2C-T-4 H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.75 (t, J = 0.9 Hz, 1H), 6.67 (s , 
1H), 3.79 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.17 – 3.10 (m, 2H), 
3.13 – 3.03 (m, 1H), 1.32 (d, J = 6.4 Hz, 6H).
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0.951.001.551.601.652.802.852.902.953.753.806.806.858.008.05
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11 (m)
2.95

83 (t)
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84 (h)
1.58

85 (t)
0.98

Ana l yte P11: 2C-T-7 H+
Acqui s i �on Da te 2012-11-24T14:15:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.02 (s , 3H), 6.85 (s , 1H), 6.82 (s , 1H), 3.77 
(s , 3H), 3.76 (s , 3H), 2.99 – 2.92 (m, 2H), 2.88 (t, J = 7.1 Hz, 2H), 2.86 – 2.79 
(m, 2H), 1.58 (h, J = 7.3 Hz, 2H), 0.98 (t, J = 7.3 Hz, 3H).

1.541.551.561.571.581.591.601.611.621.63
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Ana l yte P11: 2C-T-7 H+
Acqui s i �on Da te 2012-11-24T14:15:22
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.02 (s , 3H), 6.85 (s , 1H), 6.82 (s , 1H), 3.77 
(s , 3H), 3.76 (s , 3H), 2.99 – 2.92 (m, 2H), 2.88 (t, J = 7.1 Hz, 2H), 2.86 – 2.79 
(m, 2H), 1.58 (h, J = 7.3 Hz, 2H), 0.98 (t, J = 7.3 Hz, 3H).
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Pre di c�on 2C-T-7 H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.75 (t, J = 0.9 Hz, 1H), 6.67 (s , 
1H), 3.79 (s , 3H), 3.74 (s , 3H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (td, J = 7.6, 1.0 
Hz, 2H), 2.86 (t, J = 7.9 Hz, 2H), 1.54 (tq, J = 7.9, 6.6 Hz, 2H), 0.95 (t, J = 6.6 
Hz, 3H).
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75Ana l yte P12: Es ca l i ne  H+
Acqui s i �on Da te 2013-01-17T01:53:27
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Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
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1H NMR (500 MHz, DMSO-d6) δ 8.22 (s , 3H), 6.56 (s , 2H), 3.85 (q, J = 7.0 Hz, 
2H), 3.75 (s , 6H), 3.06 – 2.99 (m, 2H), 2.89 – 2.81 (m, 2H), 1.20 (t, J = 7.0 Hz, 
3H).
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Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.22 (s , 3H), 6.56 (s , 2H), 3.85 (q, J = 7.0 Hz, 
2H), 3.75 (s , 6H), 3.06 – 2.99 (m, 2H), 2.89 – 2.81 (m, 2H), 1.20 (t, J = 7.0 Hz, 
3H).
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1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.54 (t, J = 1.0 Hz, 2H), 4.08 (q, 
J = 5.9 Hz, 2H), 3.70 (s , 6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (A, J = 7.5, 1.1 Hz, 
2H), 1.34 (t, J = 5.8 Hz, 3H).
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1H NMR (500 MHz, DMSO-d6) δ 8.05 (s , 3H), 6.56 (s , 2H), 3.79 – 3.72 (m, 
8H), 3.07 – 3.00 (m, 2H), 2.85 – 2.78 (m, 2H), 1.61 (h, J = 7.1 Hz, 2H), 0.94 (t, 
J = 7.4 Hz, 3H).

Ana l yte P13a : Pros ca l i ne  H+
Acqui s i /on Da te 2012-11-24T12:58:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa /on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

3.743.753.763.773.78 1.561.571.581.591.601.611.621.631.641.65
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1H NMR (500 MHz, DMSO-d6) δ 8.05 (s , 3H), 6.56 (s , 2H), 3.79 – 3.72 (m, 
8H), 3.07 – 3.00 (m, 2H), 2.85 – 2.78 (m, 2H), 1.61 (h, J = 7.1 Hz, 2H), 0.94 (t, 
J = 7.4 Hz, 3H).

Ana l yte P13a : Pros ca l i ne  H+
Acqui s i /on Da te 2012-11-24T12:58:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa /on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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Pre di c/on Pros ca l i ne  H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11880
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.54 (t, J = 1.0 Hz, 2H), 4.02 (t, J 
= 7.5 Hz, 2H), 3.70 (s , 6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (@, J = 7.5, 1.1 Hz, 
2H), 1.80 – 1.69 (m, 2H), 0.98 (t, J = 6.7 Hz, 3H).
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Ana l yte P13b: Pros ca l i ne  H+
Acqui s i �on Da te 2013-03-26T19:44:08
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 8.20 (s , 3H), 6.56 (s , 2H), 3.80 – 3.71 (m, 
8H), 3.06 – 2.98 (m, 2H), 2.89 – 2.80 (m, 2H), 1.66 – 1.55 (m, 2H), 0.93 (t, J = 
7.4 Hz, 3H).

1.561.571.581.591.601.611.621.631.641.653.743.753.763.773.78
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1H NMR (500 MHz, DMSO-d6) δ 8.20 (s , 3H), 6.56 (s , 2H), 3.80 – 3.71 (m, 
8H), 3.06 – 2.98 (m, 2H), 2.89 – 2.80 (m, 2H), 1.66 – 1.55 (m, 2H), 0.93 (t, J = 
7.4 Hz, 3H).

Ana l yte P13b: Pros ca l i ne  H+
Acqui s i �on Da te 2013-03-26T19:44:08
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536
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Pre di c�on Pros ca l i ne  H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.54 (t, J = 1.0 Hz, 2H), 4.02 (t, J 
= 7.5 Hz, 2H), 3.70 (s , 6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (@, J = 7.5, 1.1 Hz, 
2H), 1.80 – 1.69 (m, 2H), 0.98 (t, J = 6.7 Hz, 3H).
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Ana l yte P14: AL H+
Acqui s i �on Da te 2012-11-24T14:23:49
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.13 (s , 3H), 6.57 (s , 2H), 5.98 (ddt, J = 17.3, 
10.4, 5.6 Hz, 1H), 5.28 (dq, J = 17.3, 1.8 Hz, 1H), 5.17 – 5.10 (m, 1H), 4.35 
(dt, J = 5.6, 1.6 Hz, 2H), 3.76 (s , 6H), 3.06 – 2.99 (m, 2H), 2.87 – 2.80 (m, 
2H).
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5.925.945.965.986.006.026.04 4.324.334.344.354.364.37

5.225.245.265.285.305.325.34
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Ana l yte P14: AL H+
Acqui s i �on Da te 2012-11-24T14:23:49
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.13 (s , 3H), 6.57 (s , 2H), 5.98 (ddt, J = 17.3, 
10.4, 5.6 Hz, 1H), 5.28 (dq, J = 17.3, 1.8 Hz, 1H), 5.17 – 5.10 (m, 1H), 4.35 
(dt, J = 5.6, 1.6 Hz, 2H), 3.76 (s , 6H), 3.06 – 2.99 (m, 2H), 2.87 – 2.80 (m, 
2H).
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Pre di c�on AL H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 12489
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.41 (t, J = 1.0 Hz, 2H), 6.06 
(ddt, J = 16.3, 10.0, 6.1 Hz, 1H), 5.47 – 5.36 (m, 2H), 4.66 (dt, J = 6.2, 1.1 Hz, 
2H), 3.70 (s , 6H), 3.66 (t, J = 7.6 Hz, 2H), 3.13 (A, J = 7.6, 1.2 Hz, 2H).
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Ana l yte P15: MAL H+
Acqui s i �on Da te 2012-11-24T12:41:39
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.03 (s , 3H), 6.56 (s , 2H), 5.02 – 4.97 (m, 
1H), 4.89 – 4.83 (m, 1H), 4.27 – 4.22 (m, 2H), 3.76 (s , 6H), 3.06 – 3.00 (m, 
2H), 2.86 – 2.78 (m, 2H), 1.81 – 1.76 (m, 3H).

4.8454.8504.8554.8604.8654.8704.9854.9904.9955.0005.005 1.7751.7801.7851.7904.2354.2404.2454.2504.255
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Ana l yte P15: MAL H+
Acqui s i �on Da te 2012-11-24T12:41:39
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.03 (s , 3H), 6.56 (s , 2H), 5.02 – 4.97 (m, 
1H), 4.89 – 4.83 (m, 1H), 4.27 – 4.22 (m, 2H), 3.76 (s , 6H), 3.06 – 3.00 (m, 
2H), 2.86 – 2.78 (m, 2H), 1.81 – 1.76 (m, 3H).
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1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.41 (t, J = 1.0 Hz, 2H), 5.29 
(dq, J = 2.2, 1.1 Hz, 1H), 5.17 (dq, J = 2.2, 1.1 Hz, 1H), 4.61 (t, J = 1.0 Hz, 2H), 
3.68 (d, J = 19.9 Hz, 8H), 3.13 (:, J = 7.6, 1.2 Hz, 2H), 1.77 (t, J = 1.0 Hz, 3H).
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Pre di c�on MAL H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 12489
Fre que ncy 500.00
Nucl e us 1H
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Ana l yte P16: BOD H+
Acqui s i �on Da te 2012-11-24T12:49:33
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.14 (s , 3H), 6.91 (d, J = 0.9 Hz, 1H), 6.82 (s , 
1H), 4.78 (dd, J = 8.9, 3.9 Hz, 1H), 3.75 (s , 3H), 3.75 (s , 3H), 3.21 (s , 3H), 
2.96 – 2.82 (m, 2H), 2.16 (d, J = 0.9 Hz, 3H).

4.764.774.784.794.80
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Ana l yte P16: BOD H+
Acqui s i �on Da te 2012-11-24T12:49:33
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 8.14 (s , 3H), 6.91 (d, J = 0.9 Hz, 1H), 6.82 (s , 
1H), 4.78 (dd, J = 8.9, 3.9 Hz, 1H), 3.75 (s , 3H), 3.75 (s , 3H), 3.21 (s , 3H), 
2.96 – 2.82 (m, 2H), 2.16 (d, J = 0.9 Hz, 3H).
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Pre di c�on BOD H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.10 (s , 3H), 6.88 (d, J = 1.0 Hz, 1H), 6.78 (q, 
J = 1.1 Hz, 1H), 5.20 (td, J = 6.0, 1.0 Hz, 1H), 3.92 (dd, J = 12.4, 5.8 Hz, 1H), 
3.74 (s , 3H), 3.71 (s , 3H), 3.67 (dd, J = 12.4, 5.9 Hz, 1H), 3.17 (s , 3H), 2.12 
(d, J = 1.1 Hz, 3H).
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Ana l yte P17: bk-2C-B H+
Acqui s i �on Da te 2013-11-29T14:34:40
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 699.82
Spe ctra l  Wi dth 11160.7
Nucl e us 1H
Acqui re d Si ze 50223

1H NMR (700 MHz, DMSO-d6) δ 8.28 (s , 3H), 7.59 (s , 1H), 7.43 (s , 1H), 4.31 
(q, J = 5.2 Hz, 2H), 3.94 (s , 3H), 3.86 (s , 3H).

4.2954.3004.3054.3104.3154.3204.3258.268.278.288.298.30
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Ana l yte P17: bk-2C-B H+
Acqui s i �on Da te 2013-11-29T14:34:40
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 699.82
Spe ctra l  Wi dth 11160.7
Nucl e us 1H
Acqui re d Si ze 50223

1H NMR (700 MHz, DMSO-d6) δ 8.28 (s , 3H), 7.59 (s , 1H), 7.43 (s , 1H), 4.31 
(q, J = 5.2 Hz, 2H), 3.94 (s , 3H), 3.86 (s , 3H).

Page 68 of 105



0.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0

3.
00

3.
00

2.
00

2.
99

1.
00

1.
00

3 (s)
7.40

6 (s)
7.29

12 (s)
7.20

11 (s)
4.59

75 (s)
3.93

72 (s)
3.88

1

2
3

4

5
6

O
62

72

O
65

10
11

NH3
+

12

75

Br
64

O
16

Pre di c�on bk-2C-B H+
Ori gi n Modgra ph NMRPre di ct De s ktop
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Ve rs i on 12489
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Nucl e us 1H

1H NMR (700 MHz, DMSO-d6) δ 7.40 (s , 1H), 7.29 (s , 1H), 7.20 (s , 3H), 4.59 
(s , 2H), 3.93 (s , 3H), 3.88 (s , 3H).
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1H NMR (500 MHz, DMSO-d6) δ 9.18 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.19 (s , 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 
7.02 (s , 1H), 7.00 (td, J = 7.4, 1.1 Hz, 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.79 (s , 
3H), 3.75 (s , 3H), 3.10 – 3.03 (m, 2H), 3.00 – 2.93 (m, 2H).
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Ana l yte B1: 25B-NBOMe  H+
Acqui s i -on Da te 2013-01-17T02:31:12
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Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa -on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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1H NMR (500 MHz, DMSO-d6) δ 9.18 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.19 (s , 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 
7.02 (s , 1H), 7.00 (td, J = 7.4, 1.1 Hz, 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.79 (s , 
3H), 3.75 (s , 3H), 3.10 – 3.03 (m, 2H), 3.00 – 2.93 (m, 2H).

Ana l yte B1: 25B-NBOMe  H+
Acqui s i -on Da te 2013-01-17T02:31:12
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa -on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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1H NMR (500 MHz, DMSO-d6) δ 7.29 (s , 1H), 7.22 – 7.13 (m, 3H), 6.95 – 6.82 
(m, 3H), 6.74 (t, J = 1.0 Hz, 1H), 3.93 (s , 3H), 3.74 (s , 6H), 3.60 (d, J = 0.9 Hz, 
2H), 3.33 (t, J = 5.2 Hz, 2H), 3.13 (td, J = 5.3, 1.0 Hz, 2H).
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Ana l yte B2: 25C-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:39:37
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.23 (s , 2H), 7.50 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.2, 7.4, 1.7 Hz, 1H), 7.14 – 7.05 (m, 1H), 7.08 (s , 1H), 7.04 (s , 
1H), 7.00 (td, J = 7.5, 1.1 Hz, 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.80 (s , 3H), 3.74 
(s , 3H), 3.10 – 3.01 (m, 2H), 3.03 – 2.94 (m, 2H).

Page 73 of 105



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.0

1.
90

1.
93

2.
95

2.
99

3.
10

1.
94

1.
00

1.
01

0.
97

1.
16

1.
04

1.
06

1.
96

12 (s)
9.23

26 (dd)
7.50

24 (ddd)
7.41

23 (m)
7.09

ArH (s)
7.08

ArH (s)
7.04

25 (td)
7.00

20 (s)
4.11

MeO (s)
3.83

MeO (s)
3.80

MeO (s)
3.74

11 (m)
3.06

10 (m)
2.98

1

2
3

4

5
6

26
25

24

10
11

NH2
+

12

O
2728O

62

72

O
65

75

Cl
40

20
21

22
23

Ana l yte B2: 25C-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:39:37
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
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1H NMR (500 MHz, DMSO-d6) δ 9.23 (s , 2H), 7.50 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.2, 7.4, 1.7 Hz, 1H), 7.14 – 7.05 (m, 1H), 7.08 (s , 1H), 7.04 (s , 
1H), 7.00 (td, J = 7.5, 1.1 Hz, 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.80 (s , 3H), 3.74 
(s , 3H), 3.10 – 3.01 (m, 2H), 3.03 – 2.94 (m, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 7.24 (s , 1H), 7.20 (s , 2H), 7.17 (ddt, J = 7.7, 
2.1, 1.1 Hz, 1H), 6.95 – 6.82 (m, 3H), 6.79 (t, J = 1.0 Hz, 1H), 3.96 (s , 3H), 
3.74 (s , 6H), 3.60 (d, J = 0.9 Hz, 2H), 3.33 (t, J = 5.1 Hz, 2H), 3.13 (td, J = 5.1, 
1.0 Hz, 2H).
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Ana l yte B3: 25I-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:47:03
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.15 (s , 2H), 7.48 (dd, J = 7.5, 1.8 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.32 (s , 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 
6.99 (td, J = 7.4, 1.1 Hz, 1H), 6.90 (s , 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.77 (s , 
3H), 3.73 (s , 2H), 3.09 – 3.00 (m, 2H), 2.99 – 2.92 (m, 2H).
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Ana l yte B3: 25I-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:47:03
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.15 (s , 2H), 7.48 (dd, J = 7.5, 1.8 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.32 (s , 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 
6.99 (td, J = 7.4, 1.1 Hz, 1H), 6.90 (s , 1H), 4.11 (s , 2H), 3.83 (s , 3H), 3.77 (s , 
3H), 3.73 (s , 2H), 3.09 – 3.00 (m, 2H), 2.99 – 2.92 (m, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 7.34 (s , 1H), 7.22 – 7.13 (m, 3H), 6.95 – 6.82 
(m, 3H), 6.62 (t, J = 0.9 Hz, 1H), 3.93 (s , 3H), 3.74 (s , 6H), 3.60 (d, J = 0.9 Hz, 
2H), 3.33 (t, J = 5.1 Hz, 2H), 3.13 (td, J = 5.1, 1.0 Hz, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 9.22 (s , 3H), 7.39 (dd, J = 7.6, 1.7 Hz, 1H), 
7.32 (s , 1H), 7.23 (ddd, J = 8.1, 7.3, 1.7 Hz, 1H), 6.97 (dd, J = 8.2, 1.1 Hz, 1H), 
6.89 (s , 1H), 6.84 (td, J = 7.4, 1.1 Hz, 1H), 4.09 (s , 2H), 3.77 (s , 3H), 3.74 (s , 
3H), 3.09 – 3.02 (m, 2H), 3.00 – 2.91 (m, 2H).

Ana l yte B4: 25I-NBOH H+
Acqui s i .on Da te 2013-01-17T03:09:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa .on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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1H NMR (500 MHz, DMSO-d6) δ 9.22 (s , 3H), 7.39 (dd, J = 7.6, 1.7 Hz, 1H), 
7.32 (s , 1H), 7.23 (ddd, J = 8.1, 7.3, 1.7 Hz, 1H), 6.97 (dd, J = 8.2, 1.1 Hz, 1H), 
6.89 (s , 1H), 6.84 (td, J = 7.4, 1.1 Hz, 1H), 4.09 (s , 2H), 3.77 (s , 3H), 3.74 (s , 
3H), 3.09 – 3.02 (m, 2H), 3.00 – 2.91 (m, 2H).

Ana l yte B4: 25I-NBOH H+
Acqui s i .on Da te 2013-01-17T03:09:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa .on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768
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Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 9.68 (s , 1H), 7.34 (s , 1H), 7.20 (s , 2H), 7.01 
(dd, J = 8.2, 6.4 Hz, 2H), 6.79 (td, J = 7.4, 2.0 Hz, 1H), 6.75 (dd, J = 7.2, 2.0 
Hz, 1H), 6.62 (t, J = 0.9 Hz, 1H), 3.93 (s , 3H), 3.74 (s , 3H), 3.60 (d, J = 0.9 Hz, 
2H), 3.33 (t, J = 5.0 Hz, 2H), 3.13 (td, J = 5.0, 1.1 Hz, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 7.25 (s , 1H), 6.84 (s , 1H), 6.86 – 6.78 (m, 
1H), 6.81 – 6.72 (m, 2H), 5.96 (s , 2H), 3.73 (s , 3H), 3.71 (d, J = 0.3 Hz, 3H), 
3.66 (d, J = 0.6 Hz, 2H), 2.69 – 2.65 (m, 4H), 1.98 (s , 1H).
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Ana l yte B5: 25I-NBMD
Acqui s i -on Da te 2013-05-07T19:21:56
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa -on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536
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1H NMR (500 MHz, DMSO-d6) δ 7.25 (s , 1H), 6.84 (s , 1H), 6.86 – 6.78 (m, 
1H), 6.81 – 6.72 (m, 2H), 5.96 (s , 2H), 3.73 (s , 3H), 3.71 (d, J = 0.3 Hz, 3H), 
3.66 (d, J = 0.6 Hz, 2H), 2.69 – 2.65 (m, 4H), 1.98 (s , 1H).

Ana l yte B5: 25I-NBMD
Acqui s i -on Da te 2013-05-07T19:21:56
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa -on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536
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1H NMR (500 MHz, DMSO-d6) δ 9.70 (s , 1H), 7.13 (s , 1H), 6.93 (ddt, J = 7.5, 
2.1, 1.0 Hz, 1H), 6.86 (t, J = 7.5 Hz, 1H), 6.80 (dd, J = 7.5, 2.2 Hz, 1H), 6.61 (t, 
J = 1.0 Hz, 1H), 5.83 (s , 2H), 4.03 (d, J = 0.9 Hz, 1H), 3.93 (s , 3H), 3.92 (d, J = 
1.1 Hz, 1H), 3.74 (s , 3H), 3.27 (t, J = 7.6 Hz, 1H), 3.11 (t, J = 7.6 Hz, 1H), 2.68 
(td, J = 7.6, 1.0 Hz, 2H).
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Ana l yte B6: 25D-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:54:51
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.18 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 1.1 Hz, 1H), 6.88 – 6.79 (m, 1H), 6.77 (s , 1H), 4.11 (s , 2H), 3.83 (s , 3H), 
3.73 (s , 3H), 3.71 (s , 3H), 3.10 – 2.96 (m, 2H), 3.00 – 2.88 (m, 2H), 2.13 (d, J 
= 0.7 Hz, 3H).
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Ana l yte B6: 25D-NBOMe  H+
Acqui s i �on Da te 2013-01-17T02:54:51
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.18 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 1.1 Hz, 1H), 6.88 – 6.79 (m, 1H), 6.77 (s , 1H), 4.11 (s , 2H), 3.83 (s , 3H), 
3.73 (s , 3H), 3.71 (s , 3H), 3.10 – 2.96 (m, 2H), 3.00 – 2.88 (m, 2H), 2.13 (d, J 
= 0.7 Hz, 3H).
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Pre di c�on 25D-NBOMe  H+
Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 7.20 (s , 2H), 7.17 (ddt, J = 7.6, 2.1, 1.0 Hz, 
1H), 6.95 – 6.82 (m, 3H), 6.75 (s , 2H), 3.74 (s , 3H), 3.71 (s , 6H), 3.60 (d, J = 
0.9 Hz, 2H), 3.33 (t, J = 7.5 Hz, 2H), 3.17 – 3.09 (m, 2H), 2.12 (d, J = 1.1 Hz, 
3H).
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Ana l yte B7: 25E-NBOMe  H+
Acqui s i �on Da te 2013-01-17T03:02:12
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.20 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.09 (dd, J = 8.3, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 1.0 Hz, 1H), 6.80 (s , 1H), 6.78 (s , 1H), 4.12 (s , 2H), 3.83 (s , 3H), 3.73 (s , 
3H), 3.72 (s , 3H), 3.07 – 2.99 (m, 2H), 2.98 – 2.91 (m, 2H), 2.53 (q, J = 7.4 Hz, 
2H), 1.11 (t, J = 7.5 Hz, 3H).
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Ana l yte B7: 25E-NBOMe  H+
Acqui s i �on Da te 2013-01-17T03:02:12
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.20 (s , 2H), 7.49 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.09 (dd, J = 8.3, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 1.0 Hz, 1H), 6.80 (s , 1H), 6.78 (s , 1H), 4.12 (s , 2H), 3.83 (s , 3H), 3.73 (s , 
3H), 3.72 (s , 3H), 3.07 – 2.99 (m, 2H), 2.98 – 2.91 (m, 2H), 2.53 (q, J = 7.4 Hz, 
2H), 1.11 (t, J = 7.5 Hz, 3H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 7.20 (s , 2H), 7.17 (ddt, J = 7.6, 2.1, 1.1 Hz, 
1H), 6.95 – 6.82 (m, 3H), 6.80 (d, J = 1.2 Hz, 2H), 3.74 (s , 3H), 3.71 (s , 6H), 
3.60 (d, J = 0.9 Hz, 2H), 3.33 (t, J = 5.1 Hz, 2H), 3.13 (td, J = 5.1, 1.1 Hz, 2H), 
2.50 (qd, J = 6.6, 1.0 Hz, 2H), 1.12 (t, J = 6.6 Hz, 3H).
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Acqui s i �on Da te 2013-03-26T19:52:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 9.22 (s , 2H), 7.50 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.4, 1.7 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.99 (td, J = 
7.4, 1.0 Hz, 1H), 6.80 (s , 1H), 6.79 (s , 1H), 4.12 (s , 2H), 3.83 (s , 3H), 3.73 (s , 
3H), 3.73 (s , 3H), 3.21 (he pt, J = 6.9 Hz, 1H), 3.07 – 2.99 (m, 2H), 2.98 – 2.91 
(m, 2H), 1.15 (d, J = 6.9 Hz, 6H).
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Acqui s i �on Da te 2013-03-26T19:52:57
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10964.9
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 9.22 (s , 2H), 7.50 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.4, 1.7 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.99 (td, J = 
7.4, 1.0 Hz, 1H), 6.80 (s , 1H), 6.79 (s , 1H), 4.12 (s , 2H), 3.83 (s , 3H), 3.73 (s , 
3H), 3.73 (s , 3H), 3.21 (he pt, J = 6.9 Hz, 1H), 3.07 – 2.99 (m, 2H), 2.98 – 2.91 
(m, 2H), 1.15 (d, J = 6.9 Hz, 6H).
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Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 7.22 – 7.14 (m, 3H), 6.97 (d, J = 1.0 Hz, 1H), 
6.95 – 6.82 (m, 3H), 6.80 (d, J = 1.0 Hz, 1H), 3.73 (d, J = 15.0 Hz, 9H), 3.60 (d, 
J = 0.9 Hz, 2H), 3.33 (t, J = 7.5 Hz, 2H), 3.17 – 3.09 (m, 2H), 3.05 (he ptd, J = 
6.4, 1.0 Hz, 1H), 1.14 (d, J = 6.4 Hz, 6H).
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Ana l yte B9: 25G-NBOMe  H+
Acqui s i �on Da te 2013-05-07T19:40:05
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 9.29 (s , 2H), 7.52 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.09 (dd, J = 8.4, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 7.4, 1.0 Hz, 1H), 6.66 (s , 1H), 4.14 (s , 2H), 3.84 (s , 3H), 3.73 (s , 3H), 3.58 
(s , 3H), 3.11 – 3.02 (m, 2H), 3.05 – 2.95 (m, 2H), 2.12 (s , 3H), 2.04 (s , 3H).
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Ana l yte B9: 25G-NBOMe  H+
Acqui s i �on Da te 2013-05-07T19:40:05
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 10000.0
Nucl e us 1H
Acqui re d Si ze 65536

1H NMR (500 MHz, DMSO-d6) δ 9.29 (s , 2H), 7.52 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.3, 7.5, 1.7 Hz, 1H), 7.09 (dd, J = 8.4, 1.0 Hz, 1H), 7.00 (td, J = 
7.5, 1.0 Hz, 1H), 6.66 (s , 1H), 4.14 (s , 2H), 3.84 (s , 3H), 3.73 (s , 3H), 3.58 (s , 
3H), 3.11 – 3.02 (m, 2H), 3.05 – 2.95 (m, 2H), 2.12 (s , 3H), 2.04 (s , 3H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11591
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 7.22 – 7.13 (m, 3H), 6.95 – 6.82 (m, 3H), 
6.65 (t, J = 1.0 Hz, 1H), 3.73 (d, J = 15.0 Hz, 9H), 3.60 (d, J = 0.9 Hz, 2H), 3.37 
– 3.30 (m, 2H), 3.17 – 3.09 (m, 2H), 2.08 (s , 6H).
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Ana l yte B10: M-NBOMe  H+
Acqui s i �on Da te 2013-01-17T03:17:44
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.33 (s , 2H), 7.53 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.2, 7.4, 1.7 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.99 (td, J = 
7.5, 1.0 Hz, 1H), 6.55 (s , 2H), 4.11 (s , 2H), 3.83 (s , 3H), 3.76 (s , 6H), 3.62 (s , 
3H), 3.16 – 3.08 (m, 2H), 3.00 – 2.93 (m, 2H).
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Acqui s i �on Da te 2013-01-17T03:17:44
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 5
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 32768

1H NMR (500 MHz, DMSO-d6) δ 9.33 (s , 2H), 7.53 (dd, J = 7.5, 1.7 Hz, 1H), 
7.41 (ddd, J = 8.2, 7.4, 1.7 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.99 (td, J = 
7.5, 1.0 Hz, 1H), 6.55 (s , 2H), 4.11 (s , 2H), 3.83 (s , 3H), 3.76 (s , 6H), 3.62 (s , 
3H), 3.16 – 3.08 (m, 2H), 3.00 – 2.93 (m, 2H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 11880
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 7.22 – 7.13 (m, 3H), 6.95 – 6.82 (m, 3H), 
6.54 (d, J = 1.2 Hz, 2H), 3.74 (s , 3H), 3.70 (s , 9H), 3.60 (d, J = 0.9 Hz, 2H), 
3.33 (t, J = 7.5 Hz, 2H), 3.17 – 3.09 (m, 2H).
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Ana l yte IM1: 25H-NBOMe  i mi ne
Acqui s i �on Da te 2013-11-08T17:11:08
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.56 (s , 1H), 7.82 (dd, J = 7.7, 1.8 Hz, 1H), 
7.42 (ddd, J = 8.3, 7.3, 1.8 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.98 (8, J = 
7.5, 0.8 Hz, 1H), 6.87 (d, J = 8.8 Hz, 1H), 6.78 (d, J = 3.1 Hz, 1H), 6.72 (dd, J = 
8.8, 3.1 Hz, 1H), 3.82 (s , 3H), 3.74 (s , 3H), 3.75 – 3.68 (m, 2H), 3.65 (s , 3H), 
2.84 (t, J = 7.5 Hz, 2H).

3.693.703.713.723.733.743.75
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Acqui s i �on Da te 2013-11-08T17:11:08
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.56 (s , 1H), 7.82 (dd, J = 7.7, 1.8 Hz, 1H), 
7.42 (ddd, J = 8.3, 7.3, 1.8 Hz, 1H), 7.08 (dd, J = 8.4, 1.0 Hz, 1H), 6.98 (8, J = 
7.5, 0.8 Hz, 1H), 6.87 (d, J = 8.8 Hz, 1H), 6.78 (d, J = 3.1 Hz, 1H), 6.72 (dd, J = 
8.8, 3.1 Hz, 1H), 3.82 (s , 3H), 3.74 (s , 3H), 3.75 – 3.68 (m, 2H), 3.65 (s , 3H), 
2.84 (t, J = 7.5 Hz, 2H).
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Ori gi n Modgra ph NMRPre di ct De s ktop
Sol ve nt DMSO-d6
Al gori thm Be s t
GMMX Cycl e s 50
Ve rs i on 12489
Fre que ncy 500.00
Nucl e us 1H

1H NMR (500 MHz, DMSO-d6) δ 8.06 (d, J = 1.0 Hz, 1H), 7.60 (ddd, J = 7.4, 
2.0, 1.0 Hz, 1H), 7.49 (td, J = 7.5, 2.0 Hz, 1H), 7.28 (td, J = 7.5, 2.0 Hz, 1H), 
7.14 (dd, J = 7.5, 2.1 Hz, 1H), 6.85 (d, J = 8.0 Hz, 1H), 6.81 – 6.75 (m, 2H), 
3.82 (s , 3H), 3.80 (s , 3H), 3.78 (d, J = 5.0 Hz, 2H), 3.72 (s , 3H), 2.89 (td, J = 
5.0, 1.0 Hz, 2H).
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Ana l yte IM2: 25I-NBOMe  i mi ne
Acqui s i �on Da te 2013-11-08T17:17:35
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.54 (s , 1H), 7.82 (dd, J = 7.7, 1.8 Hz, 1H), 
7.42 (ddd, J = 8.3, 7.3, 1.8 Hz, 1H), 7.28 (s , 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 
6.97 (8, J = 7.5, 0.8 Hz, 1H), 6.87 (s , 1H), 3.82 (s , 3H), 3.75 (s , 3H), 3.76 – 
3.69 (m, 2H), 3.69 (s , 3H), 2.85 (t, J = 7.3 Hz, 2H).

3.693.703.713.723.733.743.753.76
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Ana l yte IM2: 25I-NBOMe  i mi ne
Acqui s i �on Da te 2013-11-08T17:17:35
Sol ve nt dms o
Te mpe ra ture 25
Numbe r of Sca ns 16
Re l a xa �on De l a y 1
Spe ctrome te r Fre que ncy 499.67
Spe ctra l  Wi dth 8012.8
Nucl e us 1H
Acqui re d Si ze 36058

1H NMR (500 MHz, DMSO-d6) δ 8.54 (s , 1H), 7.82 (dd, J = 7.7, 1.8 Hz, 1H), 
7.42 (ddd, J = 8.3, 7.3, 1.8 Hz, 1H), 7.28 (s , 1H), 7.08 (dd, J = 8.3, 1.0 Hz, 1H), 
6.97 (8, J = 7.5, 0.8 Hz, 1H), 6.87 (s , 1H), 3.82 (s , 3H), 3.75 (s , 3H), 3.76 – 
3.69 (m, 2H), 3.69 (s , 3H), 2.85 (t, J = 7.3 Hz, 2H).
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1H NMR (500 MHz, DMSO-d6) δ 7.99 (d, J = 1.2 Hz, 1H), 7.58 (ddd, J = 7.5, 
2.0, 0.9 Hz, 1H), 7.49 (td, J = 7.5, 2.0 Hz, 1H), 7.28 (td, J = 7.5, 2.0 Hz, 1H), 
7.22 (s , 1H), 7.14 (dd, J = 7.5, 2.0 Hz, 1H), 6.72 (t, J = 1.0 Hz, 1H), 3.93 (s , 
3H), 3.82 (s , 3H), 3.78 (t, J = 5.1 Hz, 2H), 3.74 (s , 3H), 2.87 (td, J = 5.1, 1.0 
Hz, 2H).
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