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3,4-Dimethoxy-N-(4-(morpholinomethyl)benzyl)-N-phenylbenzenesulfonamide (3a)  
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 20.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

6053 formula(e) evaluated with 64 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-200    H: 1-200    N: 1-15    O: 1-100    S: 0-50     

Minimum:                                       -1.5 

Maximum:                    5.0       20.0     50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

483.1956    483.1954        0.2       0.4      12.5      12.4       C26  H31  N2  O5  S  

 

  

100%MeOH 11:09:27  23-May-2012

m/z
480 490 500 510 520 530 540 550 560

%

0

100

SARAH_SB-IV-54d_BWANG-ACCU_05-23-2012_ESI-POS02 37 (0.686) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (32:46)
1.06e4488.1523

483.1956

556.2771

504.1300

511.2262
551.3508

518.1524
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3,4-Dimethoxy-N-(3-(morpholinomethyl)benzyl)-N-phenylbenzenesulfonamide (3b)  
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JILISA_IV_75_ESIPOS_BWANG_041317 #83 RT: 1.17 AV: 1 NL: 8.38E6
T: FTMS + p ESI Full ms [50.00-1000.00]
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3,4-Dimethoxy-N-(2-(morpholinomethyl)benzyl)-N-phenylbenzenesulfonamide (3c)  
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JILISA_20_ESIPOS_BWANG_041317 #129 RT: 1.82 AV: 1 NL: 6.68E6
T: FTMS + p ESI Full ms [50.00-1000.00]
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3,4-Dimethoxy-N-(4-morpholinobenzyl)-N-phenylbenzenesulfonamide (3d) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

2331 formula(e) evaluated with 5 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30    S: 1-10     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT      Formula 

469.1796    469.1797        -0.1      -0.2     12.5     0.3        C25  H29  N2  O5  S  

 

 

  

MeOH 15:07:31  26-Feb-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-88_BWANG-ACCU_02-26-2013_ESI-POS02 30 (0.597) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (26:33)
9.76e3469.1796

309.1503
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N-Cyclobutyl-3,4-dimethoxy-N-(4-(morpholinomethyl)benzyl)benzenesulfonamide (4a) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

4674 formula(e) evaluated with 14 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-100    S: 0-6     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

461.2102  461.2110        -0.8      -1.7     9.5       5.9        C24  H33  N2  O5  S  

 

  

100%MeOH+0.1%HCOOH 12:30:52  17-May-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-IV-44C_BWANG-ACCU_05-17-2012_ESI-POS02 80 (1.490) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (75:91)
1.33e4461.2102

261.1974 921.4232
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N-Cyclobutyl-3,4-dimethoxy-N-(3-(morpholinomethyl)benzyl)benzenesulfonamide (4b) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

4668 formula(e) evaluated with 10 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60    S: 1-10     

Minimum:                                      -1.5 

Maximum:                    5.0      5.0      50.0 

Mass        Calc. Mass      mDa      PPM      DBE      i-FIT       Formula 

461.2112    461.2110        0.2      0.4      9.5      243.0     C24  H33  N2  O5  S  

  

80%MeOH 13:51:56  15-Mar-2013

m/z
450 452 454 456 458 460 462 464 466 468 470 472

%

0

100

SARAH_SB-V-98_BWANG_03152013_ESI-POS 126 (2.514) AM (Top,2, Ar,5000.0,0.00,0.70); Sm (SG, 3x3.00)TOF MS ES+ 
1.95e4461.2112

462.2266

463.2316

464.2493
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N-Cyclobutyl-3,4-dimethoxy-N-(2-(morpholinomethyl)benzyl)benzenesulfonamide (4c) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

4668 formula(e) evaluated with 21 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60    S: 1-10     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

461.2095   461.2110        -1.5      -3.3     9.5       11.1       C24  H33  N2  O5  S  

  

diluted  in 50%ACN 16:22:35  25-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-97C_BWANG-ACCU_03152013_ESI-POS03 76 (1.512) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (72:86)
1.08e4461.2095

415.2137
330.1729

214.0934

556.2771
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N-Cyclobutyl-3,4-dimethoxy-N-(4-morpholinobenzyl)benzenesulfonamide (4d) 
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N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)-3,4-dimethoxy-N-(2-

morpholinoethyl)benzenesulfonamide (5a) 
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N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)-3,4-dimethoxy-N-(3-

morpholinopropyl)benzenesulfonamide (5b) 
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N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)-N-phenylmorpholine-4-sulfonamide (6a) 

 

 
 



 20 

 
Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

1658 formula(e) evaluated with 7 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30    S: 1-10     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

415.1695    415.1692        0.3       0.7      10.5      1.3        C22  H27  N2  O4  S  

 

  

MeOH 14:59:03  26-Feb-2013

m/z
395 400 405 410 415 420 425 430 435 440 445 450 455 460 465

%

0

100

SARAH_SB-V-82D_BWANG-ACCU_02-26-2013_ESI-POS01 89 (1.774) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (89:100)
1.77e4415.1695

437.1509

432.2029
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N-Cyclobutyl-N-((2,2-dimethyl-2H-chromen-6-yl)methyl)morpholine-4-sulfonamide (6b) 
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JILISA_I_151a_ESIPOS_BWANG_041317 #107-119 RT: 1.52-1.68 AV: 13 NL: 3.73E6
T: FTMS + p ESI Full ms [50.00-1000.00]

376 378 380 382 384 386 388 390 392 394 396 398 400 402 404 406 408 410 412

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

393.1834
z=1

394.1876
z=1



 23 

4-(4-Bromobenzyl)morpholine (8a) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

Monoisotopic Mass, Even Electron Ions 

106 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-20    Br: 1-5     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

256.0333    256.0337        -0.4      -1.6     4.5       1.6        C11  H15  N  O  Br 

  

100%MeOH+0.1%HCOOH 13:20:16  21-Feb-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-III-91B_BWANG-ACCU_02-21-2012_POS 100 (1.861) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (98:117)
1.56e4256.0333

170.9654 409.1634

100%MeOH+0.1%HCOOH 13:20:16  21-Feb-2012

m/z
248 250 252 254 256 258 260 262 264 266

%

0

100

SARAH_SB-III-91B_BWANG-ACCU_02-21-2012_POS 100 (1.861) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (98:117)
1.56e4256.0333 258.0313

257.0379 259.0369
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3-(2-Bromobenzyl)morpholine (8b) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

106 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-200    H: 1-200    N: 1-20    O: 1-30    Br: 1-5     

 

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

256.0348    256.0337        1.1       4.3      4.5       0.7        C11  H15  N  O  Br 

 

  

90%ACN+0.1%HCOOH 16:27:04  31-Oct-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-IV-113_BWANG-ACCU_10-31-2012_ESI-POS001 81 (0.849) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (81:101)
3.95e3556.2771256.0348

181.9817

437.1958

491.1388

90%ACN+0.1%HCOOH 16:27:04  31-Oct-2012

m/z
253 254 255 256 257 258 259 260 261 262 263

%

0

100

SARAH_SB-IV-113_BWANG-ACCU_10-31-2012_ESI-POS001 81 (0.849) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (81:101)
3.90e3256.0348

254.0910 255.0269

258.0333

257.0370 259.0383
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4-(2-Bromobenzyl)morpholine (8c) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

106 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-200    H: 1-200    N: 1-15    O: 1-100    Br: 1-5     

 

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

256.0348    256.0337        1.1       4.3      4.5       0.5        C11  H15  N  O  Br 

 

  

100%MeOH 18:26:34  10-Aug-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SR-IV-115_BWANG-ACCU_08-10-2012_ESI-POS01 156 (1.641) AM (Cen,2, 80.00, Ht,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (136:162)
2.21e3256.0348

173.0976

338.3443

556.2771
675.6744
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4-(Morpholinomethyl)benzaldehyde (9a) 
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Elemental Composition Report 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

Monoisotopic Mass, Even Electron Ions 

181 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-35    80Se: 0-1     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT      Formula 

206.1182    206.1181        0.1       0.5      5.5       5.0        C12  H16  N  O2 

 

  

in 100%MeOH+0.1%HCOOH 16:01:58  24-Apr-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-IV-30_BWANG-ACCU_04-24-2012_ESI-POS01 66 (1.224) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (63:72)
4.78e3206.1182

556.2771

383.1760311.1400 499.2428
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3-(Morpholinomethyl)benzaldehyde (9b)  
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

105 formula(e) evaluated with 1 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT  Formula 

206.1183    206.1181        0.2       1.0      5.5       8.5       C12  H16  N  O2 

  

MeOH 14:10:36  26-Feb-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-80_BWANG-ACCU_02-26-2013_ESI-POS01 142 (2.830) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (134:145)
9.01e3238.1454

378.2615

MeOH 14:10:36  26-Feb-2013

m/z
198 200 202 204 206 208 210 212 214 216

%

0

100

SARAH_SB-V-80_BWANG-ACCU_02-26-2013_ESI-POS01 142 (2.830) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (134:145)
8.67e3206.1183

207.1209
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2-(Morpholinomethyl)benzaldehyde (9c)  
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

145 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-200    H: 1-200    N: 1-20    O: 1-30     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

206.1186    206.1181        0.5       2.4      5.5       5.5        C12  H16  N  O2 

 

 

 

  

90%MeOH+0.1%HCOOH 15:48:53  05-Dec-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-17C1_BWANG-ACCU_12-05-2012_ESI-POS02 87 (1.621) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (83:91)
8.18e3206.1186

171.0791

368.1570

318.1696

267.1175

464.2424

556.2771

690.1904

90%MeOH+0.1%HCOOH 15:48:53  05-Dec-2012

m/z
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560

%

0

100

SARAH_SB-V-17C1_BWANG-ACCU_12-05-2012_ESI-POS02 87 (1.621) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (83:91)
8.18e3206.1186

368.1570

220.1336

318.1696

267.1175

288.2916

340.1486

464.2424

447.2196

384.1297 415.2064

556.2771



 35 

N-(4-(morpholinomethyl)benzyl)aniline (10a) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

363 formula(e) evaluated with 2 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60     

Minimum:                                  -1.5 

Maximum:                    5.0         5.0         50.0 

Mass        Calc. Mass      mDa      PPM      DBE       i-FIT       Formula 

283.1805    283.1810        -0.5       -1.8        8.5       12.4        C18  H23  N2  O  

            283.1815        -1.0       -3.5        1.5       741.3       C3  H19  N14  O2 

 

  

in 90%MeOH 17:58:03  05-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-93B_BWANG-ACCU_03-05-2013_ESI-POS01 100 (1.988) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (90:101)
1.70e4283.1805

190.1219
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N-(3-(Morpholinomethyl)benzyl)aniline (10b) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

363 formula(e) evaluated with 3 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

283.1809    283.1810        -0.1      -0.4     8.5       1.7        C18  H23  N2  O  

  

80%MeOH 14:18:33  15-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-107D_BWANG-ACCU_03152013_ESI-POS02 197 (3.921) AM (Top,2, Ar,5000.0,556.28,0.70); Cm (193:201)
6.70e3283.1809

433.1469



 39 

N-(2-(Morpholinomethyl)benzyl)aniline (10c) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

363 formula(e) evaluated with 2 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT      Formula 

283.1805    283.1810        -0.5      -1.8     8.5      12.4       C18  H23  N2  O  

 

 

 

  

in 90%MeOH 17:58:03  05-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-93B_BWANG-ACCU_03-05-2013_ESI-POS01 100 (1.988) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (90:101)
1.70e4283.1805

190.1219



 41 

N-(4-Morpholinobenzyl)aniline (10d) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Odd and Even Electron Ions 

313 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-30     

Minimum:                                        -1.5 

Maximum:                    5.0       5.0       50.0 

Mass        Calc. Mass      mDa       PPM       DBE      i-FIT      Formula 

269.1659    269.1654        0.5       1.9       8.5      n/a         C17H21N2O  

 

 

 

  

diluted in MeOH+0.1%HCOOH 17:08:59  12-Feb-2013

m/z
260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100

SARAH_ZD-1-75C_BWANG-ACCU_02-12-2013_ESI-POS01 126 (2.508) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (125:139)
5.93e3269.1659

556.2771307.1261 397.2198 444.2669

diluted in MeOH+0.1%HCOOH 17:08:59  12-Feb-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_ZD-1-75C_BWANG-ACCU_02-12-2013_ESI-POS01 126 (2.508) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (125:139)
1.84e4176.1049

269.1659



 43 

N-(4-(Morpholinomethyl)benzyl)cyclobutanamine (11a) 

 

 



 44 

 
Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

284 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-100     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT      Formula 

261.1961    261.1967        -0.6      -2.3     5.5       7.3        C16  H25  N2  O  

 

 

  

in 100%MeOH+0.1%HCOOH 17:49:34  26-Apr-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-IV-39A_BWANG-ACCU_04-26-2012_ESI-POS05 53 (0.987) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (51:77)
1.78e4261.1961

190.1224
400.3313 556.2771
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N-(3-(Morpholinomethyl)benzyl)cyclobutanamine (11b) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

286 formula(e) evaluated with 2 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

261.1963    261.1967        -0.4      -1.5     5.5       2.5        C16  H25  N2  O  

  

in 90%MeOH 17:37:00  05-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-90_BWANG-ACCU_03-05-2013_ESI-POS01 75 (1.497) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (73:92)
4.06e4261.1963
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N-(2-(Morpholinomethyl)benzyl)cyclobutanamine (11c) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

286 formula(e) evaluated with 2 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-30    O: 1-60     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

261.1962    261.1967        -0.5      -1.9     5.5       1.6        C16  H25  N2  O  

 

 

 

  

in 90%MeOH 18:08:53  05-Mar-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-91_BWANG-ACCU_03-05-2013_ESI-POS01 175 (3.491) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (163:177)
2.17e4261.1962

190.1213



 49 

N-(4-Morpholinobenzyl)cyclobutanamine (11d)  

 
Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

153 formula(e) evaluated with 1 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

247.1819    247.1810        0.9       3.6      5.5       70.6       C15  H23  N2  O 

 

  

MeOH 14:20:04  26-Feb-2013

m/z
220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600

%

0

100

SARAH_SB-V-87_BWANG-ACCU_02-26-2013_ESI-POS01 79 (1.573) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (69:81)
1.18e4247.1819

309.1494

556.2771

349.1414

332.2514 415.2121

578.2584



 50 

2,2-Dimethyl-2H-chromene-6-carbaldehyde (12) 

 
  



 51 

N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)-2-morpholinoethanamine (13a) 

 

 



 52 

 

 
Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

234 formula(e) evaluated with 1 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT      Formula 

303.2063    303.2073        -1.0      -3.3     6.5      22.6       C18  H27  N2  O2  

MeOH 14:26:13  26-Feb-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-84_BWANG-ACCU_02-26-2013_ESI-POS01 58 (1.156) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (56:70)
2.05e4303.2063

173.0970

MeOH 14:26:13  26-Feb-2013

m/z
299 300 301 302 303 304 305 306 307 308 309 310 311 312

%

0

100

SARAH_SB-V-84_BWANG-ACCU_02-26-2013_ESI-POS01 58 (1.156) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Cm (56:70)
2.05e4303.2063

304.2091



 53 

N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)-3-morpholinopropan-1-amine (13b) 

 

 



 54 

 
Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

255 formula(e) evaluated with 1 results within limits (up to 100 closest results for each mass) 

Elements Used: 

C: 1-150    H: 1-150    N: 1-6    O: 1-30     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

317.2237    317.2229        0.8       2.5      6.5       3.5        C19  H29  N2  O2 

 

  

MeOH 14:37:29  26-Feb-2013

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-V-85_BWANG-ACCU_02-26-2013_ESI-POS02 31 (0.617) AM (Cen,2, 80.00, Ar,5000.0,556.28,0.70); Sm (SG, 3x3.00); Cm (21:35)
2.27e4317.2237

761.3512



 55 

N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)aniline (14a) 
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Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

293 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-100     

Minimum:                                        -1.5 

Maximum:                    5.0       5.0       50.0 

Mass        Calc. Mass      mDa      PPM      DBE      i-FIT      Formula 

266.1548    266.1545        0.3       1.1       9.5       3.1         C18  H20  N  O  

 

 

 

 

 

  

100%MeOH+HCOOH 13:24:05  11-May-2012

m/z
100 200 300 400 500 600 700 800 900 1000

%

0

100

SARAH_SB-IV-53_BWANG-ACCU_05-11-2012_ESI-POS02 59 (1.096) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70); Cm (59:66)
8.66e3266.1548173.0966

438.2393
356.2026 529.2858
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N-((2,2-Dimethyl-2H-chromen-6-yl)methyl)cyclobutanamine (14b) 

 

 



 58 

 
 

Elemental Composition Report 

 

Single Mass Analysis 

Tolerance = 5.0 PPM   /   DBE: min = -1.5, max = 50.0 

Element prediction: Off  

Number of isotope peaks used for i-FIT = 3 

 

Monoisotopic Mass, Even Electron Ions 

227 formula(e) evaluated with 2 results within limits (all results (up to 1000) for each mass) 

Elements Used: 

C: 1-100    H: 1-100    N: 1-15    O: 1-20     

Minimum:                                       -1.5 

Maximum:                    5.0       5.0      50.0 

Mass        Calc. Mass      mDa       PPM      DBE      i-FIT       Formula 

244.1697    244.1701        -0.4      -1.6     6.5      2.7        C16  H22  N  O  

 

 

  

100%MeOH+0.1%HCOOH 15:32:23  13-Apr-2012

m/z
225 250 275 300 325 350 375 400 425 450 475 500 525 550 575

%

0

100

SARAH_SB-IV-9a_BWANG-ACCU_04-13-2012_ESI-POS03 120 (2.224) AM (Cen,4, 80.00, Ar,5000.0,556.28,0.70)
1.10e3244.1697

556.2771
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Graphical Representations of calculated logD and logS values for 3a-6b 

 

3a 
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3b 
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3c 
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3d 
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4a 
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4b 

 
 

  
 



 65 

4c 
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4d 
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5a 
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5b 
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6a 
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6b 

 
 

  
 


