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1. General information:

Unless otherwise noted, all experiments were carried out under an atmosphere of
nitrogen using standard Schlenk techniques or in a nitrogen-filled glovebox, and all
commercially available chemicals were used as received from Aldrich, Acros or Strem
without further purification. '"H NMR and C NMR spectra were recorded on a
Bruker Model Avance DMX 400 Spectrometer (‘H 400 MHz and ’C 106 MHz,
respectively). Chemical shifts () are given in ppm and are referenced to residual
solvent peaks. All organic solvents were dried using standard, published methods and
were distilled before use.

2. The general procedure for the synthesis of pyridine derivatives

2.1 7, 8-dihydro-2-methylquinolin-5(6H)-one:

0O 0 \)J\ 0O
NH4Ac, toluene | X
reflux, 90% DMF ~
0] NH N

2

19 50% vyield
This compound was synthesized according to the reported literature:' To a 100 ml
dried flask, 3-Aminocyclohex-2-enone (5.6 g, 50.0 mmol) prepared by reported
method” and but-3-en-2-one (7.0 g, 100.0 mmol) were refluxed in DMF (50 ml) for 1
h. Then the solvent was removed at reduced pressure. The residue was purified by
column chromatography on silica gel using Et,O/hexane in 6:1 as an eluent gave

colourless oil. Yield: 4.0 g (50%). "H and °C NMR spectra identical with reference’

1r-

2.2 Compounds from 1r to 1z:

NH>  EtOH, 50 °C 140°c

A solution of 3-aminocyclohex-2-enone (222 mg, 2 mmol) and propargylic ketone
(4.7 mmol) in ethanol (10 ml) was stirred at 50 °C for 12 h, cooled and then

evaporated in vacuo. Purification by flash chromatography on silica, eluting with



ethyl ether and then methanol gave a yellow solid, which was heated at 140 °C for 2h
in a flask with a dry tube and allowed to cool to give pyridines.

7, 8-dihydro-2-propyl-quinolin-5(6H)-one (1r), brown liquid, 73% yield; "H NMR
(400 MHz, CDCl;) ¢ 8.16-8.18 (d, J = 8.00 Hz, 1H), 7.10-7.12 (d, J = 8.05 Hz, 1H),
3.09-3.12 (m, 2H), 2.75-2.79 (m, 2H), 2.64-2.67 (m, 2H), 2.16-2.19 (m, 2H),
1.71-1.77 (m, 2H), 0.95-0.99 (m, 3H) ppm; *C NMR (100.6 MHz, CDCls) & 198.75,
168.04, 164.07, 136.02, 126.78, 122.20, 41.65, 39.31, 33.41, 23.81, 22.75, 14.67 ppm,
HRMS (ESI) calcd. for C;,HsNO [MJrH]+ :190.1232, found: 190.1240

7, 8-dihydro-2-pentyl-quinolin-5(6H)-one (1s), brown liquid, 75% yield; '"H NMR
(400 MHz, CDCl;) ¢ 8.15-8.17 (d, J = 8.03 Hz, 1H), 7.10-7.12 (d, J = 8.01 Hz, 1H),
3.08-3.12 (m, 2H), 2.76-2.80 (m, 2H), 2.63-2.67 (m, 2H), 2.15-2.19 (m, 2H),
1.68-1.72 (m, 2H), 1.31-1.35 (m, 4H), 0.86-0.89 (m, 3H) ppm; *C NMR (100.6 MHz,
CDCls) 6 198.77, 168.30, 164.07, 136.04, 126.74, 122.13, 39.72, 39.31, 33.42, 32.41,
30.29, 23.28, 22.75, 14.77 ppm; HRMS (ESI) caled. for C;4H;oNO [MJrH]+ :
218.1545, found: 218.1553

7, 8-dihydro-2-hexyl-quinolin-5(6H)-one (1t), brown liquid, 77% yield; '"H NMR
(400 MHz, CDCl;) & 8.16-8.18 (d, J = 8.04 Hz, 1H), 7.11-7.13 (d, J = 8.03 Hz, 1H),
3.09-3.12 (m, 2H), 2.77-2.81 (m, 2H), 2.64-2.67 (m, 2H), 2.16-2.19 (m, 2H),
1.69-1.73 (m, 2H), 1.28-1.34 (m, 6H), 0.85-0.89 (m, 3H) ppm; *C NMR (100.6 MHz,
CDCls) 6 198.78, 168.32, 164.08, 136.04, 126.75, 122.14, 39.76, 39.31, 33.43, 32.44,
30.57, 29.90, 23.32, 22.76, 14.83 ppm; HRMS (ESI) calcd. for C;sH2,NO [M+H]" :

232.1701, found: 232.1700



7,8-dihydro-2-heptyl-quinolin-5(6H)-one (1u), brown liquid, 74% yield; '"H NMR
(400 MHz, CDCls) 6 8.17-8.19 (d, J = 8.02 Hz, 1H), 7.11-7.13 (d, J = 8.06 Hz, 1H),
3.10-3.13 (m, 2H), 2.78-2.82 (m, 2H), 2.65-2.68 (m, 2H), 2.17-2.20 (m, 2H),
1.69-1.73 (m, 2H), 1.26-1.35 (m, 8H), 0.85-0.89 (m, 3H) ppm; *C NMR (100.6 MHz,
CDCl5) 6 198.77, 168.33, 164.08, 136.04, 126.75, 122.13, 39.77, 39.32, 33.44, 32.52,
30.62, 30.20, 29.91, 23.41, 22.77, 14.85 ppm; HRMS (ESI) calcd. for CisH23NO
[M+H]" : 246.1858, found: 246.1865

7, 8-dihydro-2-octyl-quinolin-5(6H)-one (1v), brwon liquid, 78% yield; 'H NMR
(400 MHz, CDCl;) 6 8.14-8.16 (d, J = 8.00 Hz, 1H), 7.09-7.11 (d, J = 8.05 Hz, 1H),
3.08-3.11 (m, 2H), 2.76-2.80 (m, 2H), 2.62-2.66 (m, 2H), 2.15-2.18 (m, 2H),
1.67-1.71 (m, 2H), 1.24-1.34 (m, 10H), 0.83-0.86 (m, 3H) ppm; *C NMR (100.6
MHz, CDCl3) 6 198.73, 168.30, 164.06, 136.02, 126.73, 122.12, 39.75, 39.30, 33.41,
32.60, 30.60, 30.23, 30.19, 29.96, 23.41, 22.75, 14.87 ppm; HRMS (ESI) calcd. for
C17H2NO [M+H]" : 260.2014, found: 260.2022
7,8-dihydro-2-decyl-quinolin-5(6H)-one (1w), brown liquid, 80% yield; "H NMR
(400 MHz, CDCls) 6 8.16-8.18 (d, J = 8.04 Hz, 1H), 7.11-7.13 (d, J = 8.04 Hz, 1H),
3.09-3.12 (m, 2H), 2.77-2.81 (m, 2H), 2.64-2.67 (m, 2H), 2.16-2.21 (m, 2H),
1.68-1.72 (m, 2H), 1.24-1.32 (m, 14H), 0.84-0.88 (m, 3H) ppm; *C NMR (100.6
MHz, CDCl;) 6 198.78, 168.33, 164.07, 136.04, 126.74, 122.14, 39.77, 39.31, 33.43,
32.68, 30.61, 30.35, 30.31, 30.23, 30.09, 23.46, 22.76, 14.89 ppm; HRMS (ESI) calcd.
for C19HyoNO [MJrH]+ : 288.2327, found: 288.2341

7, 8-dihydro-2-phenylquinolin-5(6H)-one (1x), yellow solid, 82% yield; '"H NMR



(400 MHz, CDCl3) 6 8.31-8.33 (d, J = 8.19 Hz, 1H), 8.04-8.06 (m, 2H), 7.69-7.71 (d,
J=28.19 Hz, 1H), 7.45-7.51 (m, 3H), 3.20-3.23 (m, 2H), 2.69-2.73 (m, 2H), 2.21-2.24
(m, 2H) ppm; *C NMR (100.6 MHz, CDCl;) & 198.69, 164.60, 161.55, 139.26,
136.62, 130.78, 129.67, 128.27, 127.35, 119.73, 39.41, 33.68, 22.76 ppm; HRMS
(ESI) calcd. for C;sH;3NO [MJrH]+ :224.1075, found: 224.1076

7, 8-dihydro-2-benzyl-quinolin-5(6H)-one (1y), yellow liquid, 81% yield; '"H NMR
(400 MHz, CDCl3) 6 8.15-8.17 (d, J = 8.06 Hz, 1H), 7.26-7.32 (m, 5H), 7.05-7.07 (d,
J =8.08 Hz, 1H), 4.19 (s, 2H), 3.14-3.17 (m, 2H), 2.66-2.69 (m, 2H), 2.17-2.23 (m,
2H) ppm; “C NMR (100.6 MHz, CDCls) & 198.65, 166.39, 164.19, 139.25, 136.34,
129.99, 129.50, 127.48, 126.96, 122.51, 45.84, 39.32, 33.42, 22.73 ppm; HRMS (ESI)

calcd. for CisH;5sNO [MJrH]+ : 238.1232, found: 238.1239

7, 8-dihydro-2-phenethylquinolin-5(6H)-one (1z), yellow liquid, 80% yield; 'H
NMR (400 MHz, CDCl3) 6 8.14-8.16 (d, J = 8.01 Hz, 1H), 7.26-7.29 (m, 2H),
7.18-7.20 (m, 3H), 7.05-7.07 (d, J = 8.0 Hz, 1H), 3.11-3.15 (m, 4H), 3.05-3.07 (m,
2H), 2.66-2.69 (m, 2H), 2.18-2.21 (m, 2H) ppm; “C NMR (100.6 MHz, CDCl;) &
198.74, 166.88, 164.21, 141.86, 136.10, 129.22, 126.95, 126.90, 122.45, 41.32, 39.33,
36.45, 33.43, 22.76 ppm; HRMS (ESI) calcd. for C7H;7NO [M+H]+ : 252.1388,
found: 252.1397

3. References:

1. J. Jampilek, M. Dolezal, J. Kunes, V. Buchta, L. Silva, K. Kralova, Med. Chem.
2005, 7, 591.



4.'H and “C NMR and MS spectra of the trisubstituted pyridine derivatives

H

7, 8-dihydro-2-propyl-guinolin-5 [6H) -one
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7, 8-dihydro-2-propyl-gquinolin-5 (6H) -one
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7 : N
Elemental Composition Report | Page 1
—
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0 1
ol r
Selected filters: None
Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits (all resuits (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0O:0-2
Tong Wei Jun
HROB_0B03_10A 46 (0.861) AM (Cen,5, 80.00, H,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (42:51) TOF MS ES+
190.1240 980

100+,

%_

| 191.1275
1 173.0118  177.0551 4gq 3g3; 185.1166 188.9852 (1921332 196.0819  203.0121204.1052 2051225
[ - . ~Z : . 2.2 | i z
170.0 175.0 180.0 185.0 190.0 195.0 200.0 205.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
180.1240 190.1232 0.8 4.2 5.5 1.3 Clz Hle N O
7. B-dihydro-2-pentyl-guinolin-5(EH) -one H
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7, 8-dihydro-2-pentyl-quinolin-5(6H) -ane 13C
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Elemental Composition Report N Page 1
Single Mass Analysis 1s

Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

20 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0O:0-2

Tong Wei Jun
HRO8_0603_11A 50 (0.935) AM (Top,5, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (48:69) TOF MS ES+
218.1553 419
100
%
1 230.247
219.1582 302475
207.0199208.9870 210-1129 2149277 217.0677| 2201635 223.0995 226.9703 229.1413

(=1

205.0 2011'.5 2100 2125 215.0 217.5 220.0 222.5 221‘».0 22’!1'.5 230.0

Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mba PPM DBE i-FIT Formula

218.1553 218.1545 0.8 3.7 5.5 0.3 Cl4 H20 N ©



/ Elemental Composition Report | Page 1

\

Single Mass Analysis N
Tolerance = 20.0 PPM [/ DBE: min = -1.5, max = 60.0 1t
Selected filters: None

Monoisotopic Mass, Even Electron lons

21 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0:0-2

Tong Wei Jun
HRO08_0603_12A 16 (0.304) AM (Top,5, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (14:20) TOF MS ES+
2321700 1.03e3
100
Y%
] 233.1709
230.2475 AT
0 203.0086207.0252 218.1553 226.1436 3 234.1739 245.9??8 254.251150 noen e
. — r T :
205.0 210.0 215.0 220.0 225.0 2300 235.0 240.0 245.0 250.0 255.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
232.1700 232.1701 -0.1 -0.4 5.5 0.2 Cls H2z N O
7. B-dihydro-2-hexyl-quinolin-5 [BH) -one
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13C

7. B-dihydro-2-hexyl-quinolin-9% (6H) -one
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7. B-dihydro-2-heptyl-quinolin-5 (GH) -one
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7. B-dihydro-2-heptylgquinolin-5(6H) -one 13C
g g3 g B3 8589 RES5E8558E
g8 g g 3 g B8 LR CEEFEEEEEE
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Elemental Composition Report | Page 1
=

Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 1u
Selected filters: None
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-2
Tong Wei Jun
HROB_0603_13A 50 (0.935) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (50:62) TOF MS ES+
100 246.1865 1.54e3

%

247.1903
| 245.0802 248.1926
o 230.2512 22 239.2373 N ® 253.1109256.2641 2621761 267.2726
T T T T s
2300 235.0 240.0 245.0 250.0 255.0 260.0 265.0

Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa FEM DBE i-FIT Formula
246.1865 246.1858 0.7 2.8 5.5 0.9 Clée H24 N © =
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Elemental Composition Report | Page 1
=
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0 v
Selected filters: None
Monoisotopic Mass, Even Electron lons
23 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 MN:0-1 0:0-2
Tong Wei Jun
HRO8_0603_14A 25 (0.471) AM (Cen 5, 80.00, Ht,10000.0,0.00,1.00); Sm (5G, 2x3.00); Cm (8:33) TOF MS ES+
260,20 1.41e3
100+
%_
261.2057
245.0803
I 246.0829 250.1956 2542507  256.2651 2572546 | 262209 267.2695 268 2765 272.2625 =
) L T T 3 T T T T L Y SR oo e e e e
245.0 250.0 2550 | 2600 265.0 270.0
Minimum: -1.5
Maximum: 100.0 20.0 0.0
Mass Calc. Mass mDa PEM DEE i-FIT Formula
260.2022  260,2014 0.8 32 5.5 0.3 Cl17 H26 N O
7. B-dihydro-2-octylguinolin-5(6H) -one H
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7, 8-dihydro-2-octylquinolin-5{6H) -one
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7, B-dihydro-2-decyl-quinolin-5 (EH) -one
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Minimum: =1.8
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula

2B8.2341 288.2327 1.4 4.9 5.5 0.2 Cl5 Hi0 N ©
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Elemental Composition Report | Page 1
—
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max =60.0 4,,,
Selected filters: None
Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0©:0-2
Tong Wei Jun
HROB_0603_15A 71 (1.325) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (56:75) TOF MS ES+
288,2341 1.65e3
100
%.
289.2373
274.2763
2602039 2672704 2720614 2 2 0 2822822 290.2428 3011448 304 pp4q 313.2750
O T T T T ABREA T
260.0 2650 2700 2750 2800 2850 2900 2050 3000 3050  310.0 3150



Elemental Composition Report | Page 1

\

Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 1x
Selected filters: None

Monoisotopic Mass, Even Electron lons

21 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0:0-2

Tong Wei Jun
HRO8_0603_16A 9 (0.175) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (5:15) TOF MS ES+
2241076 1.76e3
100 |
%..
2251119
| 226,142
ol 192988 203.0086205.0022 2171482900013 | | 231.2538 2450808 256.2853 og0 4086
T T — T T T —_—
200.0 210.0 220.0 230.0 240.0 250.0 260.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PEM DEE i-PIT Formula
224.1076  224.1075 0.1 0.4 9.5 2.1 Cl5 Hl4 N O
7. B=gihydro=-2-phenyl=-guinolin=5 (6H) -one H
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7. 8-dihydro-2-phenyl-quinolin-5 (6H) —one
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7. B-dihydro-2-benzyl-quinolin-5 (6H) -ane
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Elemental Composition Report — Page 1
N
Single Mass Analysis 1
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 y
Selected filters: None
Meonoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-2
Tong Wei Jun
HRO8_0603_17A 77 (1.436) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (62:84) TOF MS ES+
238.1239 5.73e3
100-
% i
230.1276
|
0.207.0155 2101104 2208651 224.1085 3024942328837 | 2450804 2521023 601093 2672688 2742763
210.0 220.0 230.0 240.0 250.0 i 260.0 270.0
Minimum: =-1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PEM DEE i-FIT Formula

238.1239 238.1232 0.7 2.9 9.5 0.7 Cle Hle N O



/ Elemental Composition Report | Page 1

\

Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 1z
Selected filters: None

Monoisotopic Mass, Even Electron lons

23 formula(e) evaluated with 1 resuits within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0O:0-2

Tong Wei Jun
HRO8_0603_18A 17 (0.323) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (16:28) TOF MS ES+
252.1397 1.75e3
100
%
] 2531433
] 2450798 64,1458 274.2760
224.1092 230.2509 238.1236 ) 267.2727 _275.2791
——T ot _— ey — miz
220.0 230.0 2400 250.0 260.0 270.0 280.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
252.13197 252.1388 0.9 3.6 9.5 0.2 Cl7 H18 N O
7. B-gihydro=-2-ethylphenyl-quinolin=5 (6H) -one H
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7. 8-dihydro-2-ethylphenyl-quinolin-5 (6H) -one
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5.'H and >C NMR and MS spectra of the reduced pyridines
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Elemental Composition Report Page 1
. . N
Single Mass Analysis H
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 2
Selected filters: None q
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-3
Tong Wei Jun, py-Methyl
HR08_0804_3A 21 (0.397) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (15:28) TOF MS ES+
100 166.1235 1.29e3
%
167.1268
149.0228 157.0876 161.0268 165.1062 1681303 177.0562 1810825  188.1050 194.1144
150.0 155.0 1600 165.0 1700 | 1750 180.0 185.0 190.0 195.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
166.1235 166.1232 0.3 1.8 3.5 1.0 Cl0 H16 N O
O
Elemental Composition Report Page 1
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0 H
Selected filters: None 2r
Monoisotopic Mass, Even Electron lons
20 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0©:0-2
Tong Wei Jun
HRO8_D603_2A 40 (0.750) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (1:52) TOF MS ES+
100- 194.1553 2.28e3
%
195.1580
oL 1730804 177.0553 179.0683 1g51148 192.1450 1961633 203.0145 207.0189__ 2140897 2161385
170.0 175.0 180.0 185.0 180.0 195.0 200.0 205.0 210.0 215.0
Minimum: -1.5
Maximum: 100.0 20.0 0.0
Mass Calc. Mass mDa EPM DBE i-FIT Formula

194.1553 194.1545 0.8 4.1 3.5 1.3 Clz H20 N O
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0 N
Selected filters: None H
Monoisotopic Mass, Even Electron lons 2s
22 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 MN:0-1 0O:0-2
Tong Wei Jun
HROB_0603_3A 30 (0.564) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (15:34) TOF MS ES+
2221866 1.08e3
100 '
1
L
2231901
0 207.0154208.0185_213.1161__ 217.1029 2201673 2241938 2302484731.2544  235.0344 539 595 g
210.0 215.0 220.0 2250 2300 2350 2400
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa FEM DBE i-FIT Formula
222.1866 222.1858 0.8 3.6 i.s 0.3 Cl4 H24 N O
Elemental Composition Report o] Page 1
Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0
Selected filters: None N
H

Monoisotopic Mass, Even Electron lons

23 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 2t
Elements Used:

C:0-26 H:0-1000 MN:0-1 0:0-2

Tong Wei Jun
HRO8_0603_4A 70 (1.306) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (46:81) TOF MS ES+
236.2021 3.54e3

100-

%. 4

237.2059
) . 1 |
oL217.1087 2221878 2281302 2302481 2341848 e 245.0801 247.0866 254.2540 2572559
B r . I e Vit LUKt A S s e s

215.0 2200 225.0 2300 235.0 2400 245.0 250.0 255.0
Minimum: =1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

236.2021 236.2014 0.7 3.0 3.5 1.2 Cls H26 N O
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 20.0 PPM [/ DBE: min =-1.5, max = 60.0
Selected filters: None 2u

Iz

Monoisotopic Mass, Even Electron lons

24 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0:0-2

Tong Wei Jun
HROB_0603_5A 19 (0.360) AM (Cen,5, 80.00, H,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (6:21) TOF MS ES+
100 250.2177 1.233
% {
251.2215
245.0796
2230967  230.2479 2362012 2392361 [ 240825 | 2522235 256.2650 2611271 267.2690 p7q 1908
T T TETTLTT 1 T T ; T | = z
225.0 230.0 235.0 240.0 2450 250.0 255.0 260.0 265.0 270.0
Minimum: =1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa FPM DBE i-FIT Formula
250.2177 250.2171 0.6 2.4 3.5 0.6 Cié H28 N O
(0]

Elemental Composition Report Page 1
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max =60.0 H

Selected filters: None 2v

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (all resuits (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0:0-2

Tong Wei Jun

HROB_0603_6A 62 (1.158) AM (Cen,5, 80,00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (54:74) TOF MS ES+
W 264.2336 2.41e3
% '
265.2370
| | 2862401
o 20000 2021 20T.I0M 2611248202213 _ 271.1892 2742761275 2606 2822816
: 6112462622137 | | | - _ 75,262 2.2816
2500 255.0 260.0 265.0 270.0 275.0 280.0

Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

264.2336 264.2327 0.9 3.4 a.s 0.3 €17 H30 N ©
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e

lemental Composition Report Page 1
Single Mass Analysis N
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 H
Selected filters: None 2w

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (all resuits (up to 1000) for each mass)
Elements Used:

C:0-26 H:0-1000 N:0-1 0©:0-2

Tong Wei Jun
HRO8_0603_7A 11 (0.212) AM (Cen,5, 80.00, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (6:19) TOF MS ES+
292.2646 674
100~
%
293.2681
2942719
0 278.2466 282.2815 287.0690 290.2643 301.1403  304.2618 307.2665 '
S e TN o, e . o ; . Moints ool oL SRR
280.0 285.0 290.0 295.0 300.0 305.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
292.2646  292.2640 0.6 21 3.5 0.3 Cl9 H34 N 0

Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min = -1.5, max = 60.0

Selected filters: None N
H

Monoisotopic Mass, Even Electron lons
19 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 2x
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-2
Tong Wei Jun
HRO8_0603_1A 118 (2.197) AM (Top,5, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (109:144) TOF MS ES+
1 228.1385 2.93e3

00.

%.

229.1418
230.1472
02140017 _217.1064 2208848 2930890 2261275 29208 236.8443230.2386 2402431 2042849,
2150 2175 2200 2225 2250 2275 2300 2325 2350 2375  240.0 2425

Minimam: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula

228.1385 228.1388 -0.3 -1.3 T+5 40.5 Cls Hls N ©



H

2-phenyl-2, 3, 4, 6, 7, B-hexahydroguinol in-5 {1H) -one
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H

2-benzyl-2, 3. 4, 6. 7. B-hexahydroguinalin-5 (iH] -one
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0

Selected filters: None H
Monoaisotopic Mass, Even Electron lons 2y
20 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-2
Tong Wei Jun
HROB_0603_9A 40 (0.750) AM (Top,5, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (40:53) TOF MS ES+
242.1550 1.37e3
100 l
% {
1 243.1599
ol 207.0198 2171057 5530005 2302531 2401344 || 2450778 2641377 567 25 2742740 222801
- : Lt - SR ] B s | el o T o )
200.0 210.0 2200 230.0 240.0 250.0 260.0 270.0 280.0
Minimum: -1.5
Maximum: 100.0 20.0 60.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
242.1550  242.1545 0.5 2.1 7.5 0.5 Cl6 H20 N ©
0]
/ Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 20.0 PPM / DBE: min =-1.5, max = 60.0 ”
Selected filters: None
2z
Monoisotopic Mass, Even Electron lons
21 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-26 H:0-1000 N:0-1 0:0-2
Tong Wei Jun
HRO8_0603_8A 34 (0.638) AM (Top,5, Ht,10000.0,0.00,1.00); Sm (SG, 2x3.00); Cm (21:58) TOF MS ES+
100 256.1708 3.26e3
%
7.174
245.0778 2 8
2291413 2328895 230.0901 | 246.0830 2581807 »67 2682 2781581 2822801267.0691
T ¥ ] T T i T v T
230.0 240.0 250.0 260.0 270.0 280.0 '
Minimum: -1.5
Maximum: 100.0 20.0 §0.0
Mass Calc. Mass mia PEM DBE i-FIT Formula

256.1708 256.1701 0.7 2.7 7.5 1.2 Cl7 H22 N ©
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2-ethylphenyl-2, 3, 4, 6, 7. B-hexahydroguinalin-5 (1H) -one
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