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Elemental Composition Report Page 1

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 lons

152 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:9-9 H:6-6 N:0-8 0:0-20 Cl:1-4

5
0729-5-14 39 (0.262) 1: TOF MS ES+
6.34e+003
10 209.0124
Yor
209.0246
211.0087
208.9876
2056898 205 1171 2071117 2080060 % 209.1023 2100213 210.9998 211.0229 2115768 2128257
R B e e A B o B T T o e e o e o B e o B amaa o e e
205.00 206.00 207.00 208.00 209.00 210.00 211.00 212.00 213.00
Minimum: -1.5
Maximum: 5.0 20,0 50.0
Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
209.0124  209. 0118 0.6 2.9 7.5 405.3 n/a n/a €9 16 N2 02 Cl

Compound 2
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Elemental Composition Report Page 1

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 lons

107 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:99 H:88 N:08 0:020 Cl:1-4

5
0729-5-13 36 (0.246) 1: TOF MS ES+
2.80e+003

179.0383

10

177.0719
182.2866 183.0513 183.4963

1741296 174.9912  176.1002 184.7701
miz

174.0 175.0 176.0 177.0 178.0 179.0 180.0 181.0 182.0 183.0 184.0 185.0
Minimum: -1.5
Max imum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
179.0383  179. 0376 0.7 3.9 6.5 337.2 n/a n/a €9 118 N2 Cl

Compound 3a
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Elemental Composition Report Page 1

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 lons

318 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:12-12 N:0-8 0:0-20 CI: 1-4

5

0729-5-1 63 (0.412) 1: TOF MS ES+
6.77e+003

10 283.0640

%
283.0442
282 8914 285.0699 288.9200
2728808 2758998 5770999 279.0908 : 287.0117 291.0359 292.1764 293.9674
272.0 274.0 276.0 278.0 280.0 282.0 284.0 286.0 288.0 290.0 292.0 294.0

Minimum: -1.5

Maximum: 5.0 20.0  50.0

Mass Cale. Mass mDa PPM DBE i=FIT  Norm  Conf (%) Formula

283.0640  283. 0638 0.2 0.7 1.5 428.9 n/a n/a Cl6 H12 N2 O CL

Compound 3b
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Elemental Composition Report Page 1

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 lons

366 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:11-11 N:0-8 0:0-20 Cl:1-4

5
0729-5-2 71 (0.462) 1: TOF MS ES+
1.08e+004

312.0542

10

302.8477 313.0547

315.0504 317.1208 3191277 355 1446

305.1523 307.2536 309.1976

miz
304.0 306.0 308.0 310.0 312.0 314.0 316.0 318.0 320.0
Minimum: -1.5
Max imum: 5.0 20.0 50.0
Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
312.0542  312. 0540 0.2 0.6 12,5 4271 n/a n/a €16 011 N3 02 Cl

Compound 3c
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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 fori-FIT=3

Monoisotopic Mass, Even Electron lons

366 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:11-11 N:0-8 0:0-20 Cl:1-4

5
0729-5-3 67 (0.441)

Page 1

1: TOF MS ES+
2.12e+004
10 312.0547
%
312.0292
314.0509
3042421 3551587 307.9%88 3099155 3119818 n 3150461 3189443 F2160% ap 6608
L I B e o AR L R B i i o e e B L A L e
302.0 304.0 306.0 308.0 310.0 312.0 314.0 316.0 318.0 320.0 322.0
Minimum: -1.5
Max imum: 5.0 20.0  50.0
Mass Cale. Mass mDa PPa DBE i=FIT  Norm  Conf (%) Formula
312.0547  312. 0540 0.7 2.2 12.5  433.5 n/a n/a C16 H11 N3 02 Cl

Compound 3d
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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 lons

405 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:18-18 H:16-16 N:0-8 0:0-20 Cl:1-4

5
0729-5-4 78 (0.507)

Page 1

1: TOF MS ES+
2.48e+004
10 327.0898
%
327.0526| 329.0958
. 3051466 3121662 315.1142 347 4190 122 2457 | 332.3088 337.2042 \ 344 8792 346,85(;‘:1.1“2
: ""Tsio 1 ss0 | a200 | a2s0 | 3300 | 3350 | 3400 | 3450
Minimum: -1.5
Max imum: 5.0 20.0 50.0
Mass Cale. Mass mDa PPM DBE i=FIT  Norm  Conf (%) Formula
327.0898  327. 0900 0.2 -0.6 1.5 4549 n/a n/a C18 116 N2 02 Cl

Compound 3e
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Elemental Composition Report Page 1

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 lons

230 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:11-11 N:0-8 Cl:1-4 F:1-9

5
0729-5-5 78 (0.507) 1: TOF MS ES+
1.46e+004
10 285.0601
%
287.0546
288.9231
285.0275
o 27590207 g109279.0089 2802374 987 9168 3 286.0633 | 2900884 2909419 545435, 2948749
R R AR AR i D S T T L e R IR R L N S SRS R e e
276.0 278.0 280.0 2820 2840 286.0 288.0 290.0 292.0 294
Minimum: -1.5
Max imum: 5.0 20,0 50.0
Mass Calc. Mass mba  PPM  DBE iF1T  Norm  Conf (%) Formula

285. 0601  285. 0595 0.6 2.1 1.5 389.7 n/a n/a C16 H11 N2 C1 F

Compound 3f
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Elemental Composition Report Page 1
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 lons
25 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:16-16 H:10-10 N:0-8 Cl: 14
5
0729-5-6 110 (0.707) 1: TOF MS ES+
3.88e+004
10 334.9915
%
333.0232 333 5177 333.8211 334.1469 334.023% | 335.0852 3354706 335.0802 3362267 336.8750 .
"""a3do0 | 33350 | 33400 | 33450 | 335.00 335.50 336.00 33850 | 33700 |
Minimum: -1.5
Max imum: 5.0 20.0  50.0
Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
334.9915  334. 9910 0.5 1.5 11.5  410.8 n/a n/a Cl6 110 N2 C13

Compound 3g
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

31 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:15-15 H:11-11 N:0-8 Cl: 14

5
0729-5-8 62 (0.407) 1: TOF MS ES+
1.70e+004
10 268.0645
%o
270.0620
268.0146 273.9164
2539389, 2551071 257.8668  261.1319.262.1020 | | 271084057 279.0019 2829109 2869207
B A T T B R e A I o e R 1)
250.0 255.0 260.0 265.0 270.0 275.0 280.0 285.0
Minimum: -1.5
Max imum: 5.0 20.0  50.0
Mass Calc. Mass mDa PP DBE i-FIT  Norm  Conf (%) Formula
268.0645  268. 0642 0.3 11 11.5 458.2 n/a n/a Cl5 H11 N3 Cl

Compound 3h
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Elemental Composition Report Page 1

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 lons

31 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:15-15 H:11-11 N:0-8 Cl: 14

5
0729-5-9 74 (0.486) 1: TOF MS ES+
7.17e+003

268.0649

10

270.0614
70.0777

269.0775

266.0072 266.9225 208.0340 271.3601

263.1310 265.2217

262.0 263.0 264.0 265.0 266.0 2870 288.0 269.0 270.0 2710 272.0 273.0 274.0

Minimum: -1.5

Max imum: 5.0 20.0 50.0

Mass Calc. Mass mDa  PPM  DBE iF1T  Norm  Conf (%) Formula

268. 06849 268. 0642 0.7 2.6 11.5 376.0 n/a n/a C15 H11 N3 C1

Compound 3i

273.0067 273.7418
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Elemental Composition Report Page 1

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 lons

31 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:15-15 H:11-11 N:0-8 Cl: 14

5

0729-5-10 70 (0.457) 1: TOF MS ES+
3.47e+003

268.0645

10

269.0811 270,0642 273.0891

267.9663 271.0573 572 0763

2621182 2632080  264.0724 266.0377

274.0472

262.0 263.0 264.0 265.0 266.0 267.0 268.0 269.0 270.0 271.0 272.0 273.0 274.0

Minimum: -1.5

Max imum: 5.0 20,0 50.0

Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
268.0645  268. 0642 0.3 1.1 11.5 4104 n/a n/a C15 011 N3 C1

Compound 3j
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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 lons

318 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:12-12 N:0-8 0:0-20 Cl:1-4

5
0729-5-11 86 (0.557)
283.0640

101

282.2138

2831778 284.0720  284.9069

2801318 584 g3g1 2812471

280.00 281.00 282.00 283.00 284.00 285.00
Minimum: -1.5
Max imum: 5.0 20.0  50.0
Mass Cale. Mass mDa rea DBE i=FIT  Norm  Conf (%) Formula
283.0640  283. 0638 0.2 0.7 11.5 372.9 n/a n/a Cl6 H12 N2 0 Cl

Compound 3k

285.0550

Page 1

1: TOF MS ES+
3.55e+003

286.0945
miz

286.00
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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 lons
20 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

Page 1

C:26-26 H:17-17 N:0-8 Cl: 14
5
0729-5-7 81 (0.531) 1: TOF MS ES+
1.45e+004
10 455.0826
%o
455.0390 456.0769 456.2790
453.2019.453.3339 4540310 4546600 N | 4551549 as57ag o BY G 456.9462 -
T T T T T T T T T T T T T

453.00 453.50 454.00 454.50 455.00 455.50 456.00 456.50 457.00
Minimum: -1.5
Maximum: 5.0 20.0  50.0
Mass Cale. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
455. 0826  455. 0830 -0.4 -0.9 19.5 322.2 n/a n/a €26 H17 N4 Cl2

Compound 3l
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Elemental Composition Report Page 1

Single Mass Analysis

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

Number of isotope peaks used fori-FIT =3

Monoisotopic Mass, Even Electron lons

288 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:16-16 H:12-12 N:0-8 0:0-20 Cl:1-4

5
0729-5-12 91 (0.591) 1: TOF MS ES+
4.06e+003
10 267.0693
% 267.0567

267.0395| 267.0954

265.0062  265.5441  265.9176 2000940 L 267.8027  268.0599,0, 1745 268.0419260.0404 .
e LI e B g e L e e T B B B o o e e I B B o S B o
265.00 265.50 266.00 266.50 267.00 267.50 268.00 268.50 269.00
Minimum: -1.5
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
267.0693  267. 0689 0.4 1.5 115 274.6 n/a n/a Cl16 112 N2 Cl



