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"H NMR spectrum of (cis-(£)-1,4-Dimethyl-1,2,3,4-tetrahydroquinolin-3-yl)methanamine
dihydrochloride (11a cis); 500 MHz.
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DEPTQ spectrum of (cis-(+)-1,4-Dimethyl-1,2,3,4-tetrahydroquinolin-3-yl)methanamine
dihydrochloride (11a cis); 125 MHz.
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"H NMR spectrum of [cis-trans-(£)-5-Methyl-1,2,3,3a,4,5-hexahydropyrrolo[ 1,2-a]quinolin-4-
yl]methanamine dihydrochloride (11b cis-trans); 400 MHz.
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DEPTQ spectrum of [cis-trans-(+)-5-Methyl-1,2,3,3a,4,5-hexahydropyrrolo[ 1,2-a]quinolin-4-
yl]lmethanamine dihydrochloride (11b cis-trans); 125 MHz.

Page S3 ©ARKAT-USA, Inc.



111 DMSO

v v
[ N2V,

T
13 42 41 40 39 3

MJ i .J. L

T T T T T T T T T
8.0 15 0 5.5 6.0 5.5 50 4.5 3.5 L5 1.0 0.5 ppm

W e WE BB R B

"H NMR spectrum of [cis-(£)-1-Methyl-4-phenyl-1,2,3,4-tetrahydroquinolin-3-
yl]methanamine dihydrochloride (12a cis); 400 MHz.
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13C NMR spectrum of [cis-()-1-Methyl-4-phenyl-1,2,3 4-tetrahydroquinolin-3-
yl]methanamine dihydrochloride (12a cis); 100 MHz.
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"H NMR spectrum of [cis-trans-(£)-5-Phenyl-1,2,3,3a,4,5-pyrrolo[ 1,2-a]quinolin-4-

yl]methanamine dihydrochloride (12b cis-trans); 600 MHz.
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DEPTQ spectrum of [cis-trans-(+)-5-Phenyl-1,2,3,3a,4,5-pyrrolo[ 1,2-a]quinolin-4-

yl]methanamine dihydrochloride (12b cis-trans); 125 MHz.
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"H NMR spectrum of [cis-cis-(£)-6-Phenyl-1H-2,3,4,4a,5,6-hexahydropyrido[ 1,2-a]quinolin-
5-yl]methanamine dihydrochloride (12c¢ cis-cis); 400 MHz.
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13C NMR spectrum of [cis-cis-(£)-6-Phenyl-1H-2,3,4,4a,5,6-hexahydropyrido[ 1,2-a]quinolin-
5-yllmethanamine dihydrochloride (12¢ cis-cis); 100 MHz.
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Index | Name Time | Quantity | Height Area | Area %

[Min] | [% Area] [mV] | [mV.Min] [%]

1 UNKNOWN | 10.337 41.38| 867.9 193.5| 41.378

2 | UNKNOWN | 10.882 42.35| 806.9 198.1 | 42.352

3 |UNKNOWN [11.485 824| 1527 38.5 8.238

4 | UNKNOWN | 12.075 803 1419 376 8.032

Total 100.00 ] 1969.4 467.7 [ 100.000

HPLC chromatogram of cis/trans-(£)-5-Methyl-1,2,3,3a,4,5-hexahydropyrrolo[1,2-
a]quinoline-4,4-dicarbonitrile (Sb cis/trans) before the separation of the diastereomers; OJ-H,
mobile phase ratio 10:90.
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Index | Name Time | Quantity | Height Area| Area %
[Min] | [% Area] | [mV] | [mV.Min] [%]
1 UNKNOWN | 9.683 7.05] 926 248 7.054
2 |UNKNOWN | 10.087 | 46.29| 750.3 162.7 | 46.291
3 |UNKNOWN|10.772| 46.65| 720.0 163.9| 46.655

Total 100.00 | 1562.8 3514 | 100.000

HPLC chromatogram of cis/trans-(x)-6-Methyl-1H-2,3,4,4a,5,6-hexahydropyrido[ 1,2-
a]quinoline-5,5-dicarbonitrile (5c cis/trans) before the separation of the diastereomers; AD-
H, mobile phase ratio 75:25.
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Index | Name Time | Quantity | Height Area | Area%
[Min] | [% Area] [mV] | [mV.Min] [%]
1 UNKNOWN | 11.373 13.58 | 227.1 50.8| 13.584
2 UNKNOWN | 12.643 13.51] 211.7 50.6] 13.512
3 UNKNOWN | 13.240 36.69 | 530.4 137.3| 36.694
4 |UNKNOWN | 14,142 36.21] 502.1 1355 36.210
Total 100.00 1 1471.3 374.2 1100.000

HPLC chromatogram of cis/trans-(+)-1,4-Dimethyl-1,2,3,4-tetrahydroquinoline-3-carbonitrile
(7a cis/trans) before the separation of the diastereomers; OJ-H, mobile phase ratio 50:50.
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Index | Name Time | Quantity | Height Area | Area %
[Min] | [% Area] | [mV] ] [mV.Min] [%]
1 UNKNOWN | 6.580 36.97 | 391.1 61.7 ) 36.974
2 |UNKNOWN [6.862 36.40| 379.2 60.8| 36.401
3 [UNKNOWN|8.910 13.07] 1148 21.8] 13.070
4 | UNKNOWN | 9.975 13.56] 103.5 226] 13555
Total 100.00 | 988.6 166.9 ] 100.000

HPLC chromatogram of cis-cis/cis-trans-(£)-6-Phenyl-1H-2,3,4,4a,5,6-hexahydropyrido[ 1,2-
a]quinoline-5-carbonitrile (8¢ cis-cis/cis-trans) before the separation of the diastereomers;
AD-H, mobile phase ratio 50:50.
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wt: 3.20 mg
Heat: from 30 to 300°C at 10°C/min

1

Peak = 194 40 *C
Peak Height = -2 8069 mW
18

Area = 531055 mJ

= Delta H = -165.9551 J/g
Onest = FB.147%0 Delta Hf = 49,6820 kJ/mo
Mol W1, = 299 3700 g/mble
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RSC Sconning inetica
Limit1 = 172 87°C (5.16%)
Limd 2 = 207 86°C (90.15%)

In Z= 345222 0619 1/sec
Ea=151.03 £ 2.326 kmol
n=1.146 2 0.021
Baseline

“Standard
X1 =16252°C
X2=22630°C
2
an
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Temperature (°C)

DSC curve of 2-{Phenyl[2”-(pyrrolidin-1"-yl)phenyl|methylidene } propanedinitrile (4b)

wt: 0.79 mg
Heat: from 30 to 300°C at 10°C/min

1873
Peak = 196.87 °C
Wi Peak Height = -0.6253 mW

Onset = 169.52 °C

195 1 - : 2
\ End=216.08 ' \
200
Area = 103610 ml
Deita H =-131.1625 Wg
Delta Hf = -41.1032 k/mol
08 Mol.Wt. = 313 4000 g/mole
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DSC Sconning Kinetics

Lim# = 177 63°C (5.02%)

Lim#2 = 208 36°C (60 11%)

25 Dekta H = 130 61

Defta Cp = 0.00 Jg™C

I Z=39.981 £ 0566 1isec

Ea = 172,67 £ 25639 klanol

n=1117 00N

20 Baseine: Standard
" X1 = 169.48 °C

X2=22197°C

15
w06 <0 100 150 200 250 297,
Temperature (*C)

DSC curve of 2-{Phenyl[2”-(piperidin-1"’-yl)phenylJmethylidene } propanedinitrile (4c)
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Dose response curves of 2-BEA, compound 11a cis and 12b cis-trans
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