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Spectroscopic Data for compounds (2b) and (3b)



IR of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b)
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H NMR (400 MHz) of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b) in CDCl3
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3C NMR (100 MHz) and DEPT of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b)
in CDCls
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COSY of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b) in CDCI3
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HSQC of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b) in CDCI3
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HRMS of 1-(2,5-dimethoxy-4-nitrophenyl)piperidine (2b)

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Odd and Even Electron lons

517 formula(e) evaluated with 5 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-60 H:0-80 N:0-10 0:0-14

TS26 MW=2667 C13H18N204 National Mass Spectrometry Facility, Swansea Fawaz Al-Dabbagh
ASAP (SOLID) Xevo G2-S 12-Oct-2023
KINALD_NDD2D_WA_A 47 (0.454) AM (Cen,1, 80.00, Ar,10000.0,0.00,0.00); Cm (38:55) 1: TOF MS ASAP+
3.31e+007
10 267.1345
Yo
065,184 268.1371
262.1188 51183 266.1261 | 2691398 2712633 2722662 5755573 277.1802 2791504 2001292
R o i o o e B LA B o o o i e e e R ER R R A e
262.0 264.0 266.0 268.0 270.0 272.0 274.0 276.0 278.0 280.0
Minimum: -10.0
Maximum: 5.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
267.1345 267.1345 0.0 0.0 5.5 2271.7 1.43% 23.72 Cl3 H19 N2 04
267.1358 -1.3 -4.9 10.5 2271.0 0.728 48.28 Cl4 H15 N6
267.1331 1.4 5.2 6.0 2272.5 2.235 10.70 Cl1l H17 W5 03
267.1363 -1.8 -6.7 -7.5 2281.4 11.109 0.00 C HZ3 N4 011
267.1372 -2.7 -10.1 10.0 2272.0 1.755 17.30 Clé H17 N3 ©



IR of 1-(2,5-dimethoxy-4-nitrophenyl)pyrrolidine (3b)
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"H NMR (400 MHz) of 1-(2,5-dimethoxy-4-nitrophenyl)pyrrolidine (3b) in CDCls
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13C NMR (100 MHz) and DEPT of 1-(2,5-dimethoxy-4-nitrophenyl)pyrrolidine (3b)
in CDCls
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HRMS of 1-(2,5-dimethoxy-4-nitrophenyl)pyrrolidine (3b)

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min = -10.0, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Odd and Even Electron lons

473 formula(e) evaluated with 4 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-60 H:0-80 N:0-10 0O:0-14

IB32 MW=2527 C12H16N204 National Mass Spectrometry Facility, Swansea Fawaz Al-Dabbagh
ASAP (SOLID) Xevo G2-S 12-Oct-2023
KINALD_NDER2_WA_A 218 (2.035) AM (Cen,1, 80.00, Ar,10000.0,0.00,0.00); Cm (216:222) 1: TOF MS ASAP+
6.47e+006
10 253.1187
0/0
2541217
250.0865 251.1022 252.1104 | 2551236  256.2632 257.2476 258.2509 259.2061 260.1382 261.1473 miz
Illrlllll|llll|lrll|l[ll|l|ll[l|ll[l|ll|l|[l|l|rl|l|Il|r||l|l||l||l|r||l|r'||III|Irl\|Ir|I|I\l\||IlI||\II|lIll|l\I||l|ll|l\ll|l|ll‘llll'|ll
249.0 250.0 251.0 252.0 253.0 254.0 255.0 256.0 257.0 258.0 259.0 260.0 261.0 262.0
Minimum: -10.0
Maximum: 5.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
253.1187 253.1188 =-0.1 -0.4 ERS) 2405.9 0.138 87.08 Cl2 H17 N2 04
253.1175 1.2 4.7 6.0 2409.7 3.973 1.88 Cl0 H15 N5 03
253.1202 -1.5 -5.9 10.5 2408.0 2.204 11.04 C1l3 H13 N6
253.1207 =2.0 =-7.9 -7.5 2421.9 16.139 0.00 H21 N4 011



