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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

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

C:29-29 H:10-35 N:0-5 0:0-7 F:1-1

e
0502-4-M-2 24 (0.151)

Page 1

1: TOF MS ES+
8.71e+006
100? 517.2250
i
*]
| 518.2274
1
500.2164 517.1603 519.2292
J 7 514.1915 3 / 521.4744 5292052 534 931 536.1947
T T T I e e e e e T T T miz
500.0 505.0 510.0 515.0 520.0 525.0 30.0 535.0
Minimum: -1.5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
517.2250 517.2251 -0.1 -0.2 16.5 1035.2 n/a n/a C29 H30 N4 04 F
HR-MS of compound 2
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
50 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:29-30 H:10-35 N:0-7 0O:0-7 F:1-1
e
0502-4-M-3A 46 (0.274) 1: TOF MS ES+
1.65e+005
10 574.2581
%
572.2518 596.2540
4372001 4531640 4792156 517.2161 570-2433WM 597.2556 618.2245 663.4979 685.4536 708.4786 725.3234
O— b e e ot et e e e e T MiZ
0 460 480 500 520 540 560 580 600 620 660 700 720
Minimum: -1.5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula

574.2581  574.2578 0.3 0.5 17.5 817.6 n/a n/a C30 H33 N7 04 F

HR-MS of compound 3a



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

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

C:29-30 H:10-35 N:0-7 0:0-7 F:1-1 S:1-1

e
0502-4-M-3B 24 (0.151) 1: TOF MS ES+
1.89e+006
10! 590.2355
%
586‘2048 591.2385
4
573.2134 ‘ 613.2198
406.3282422:3100  499.2116514.2249 3 ‘ 646.2126 7242880 7502231  799.6406
A L L e R L L s s L L L L L L s s L L s s L L L L L s i s s
380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820
Minimum: =1z b
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula

590.2355  590. 2350 0.5 0.8 17.5 822.5 n/a n/a C30 H33 N7 03 FF S

HR-MS of compound 3b

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

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

C:36-36 H:30-40 N:0-7 0O:0-7 F:11

e
0502-4-M-3C 39 (0.238) 1: TOF MS ES+
1.70e+005
100— 635.2787
657.2602
%_
636.2798
36.3409 657.1780) 958'2604
576.2314 587.5323591.2479 623.2744 635.1641 E E - 673.2587 679.2341689.1889 710.1390 719'2119"1/2
AR R a et L L L o O B L o L L L LA L IR
580 590 600 610 620 630 640 650 660 670 680 690 700 710 720
Minimum: ~1.5
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
635.2787  635. 2782 0.5 0.8 21.5 703.7 n/a n/a €36 136 N6 04 I

HR-MS of compound 3¢



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:30-30 H:30-40 N:0-7 0:0-7 F:1-1
e
0502-4-M-3D 21 (0.135) 1: TOF MS ES+
4.19e+006
10 546.2515
%
547.2539
568.2338
546.1891| | 548.2569
17.2238 537.2408 568.1606.| 569.2360  5g4.2068 9902186 610.2517_613.2646
[ LA o n CL T e miz
20.0 530.0 540.0 550.0 560.0 570.0 580.0 610.0
Minimum: -1.5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf (%) Formula
546.2515  546. 2517 -0.2 -0.4 16.5 958.2 n/a n/a C30 H33 N5 04 F
HR-MS of compound 3d
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
26 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:30-30 H:30-40 N:0-7 0:0-7 F:141
e
0502-4-M-5A 23 (0.146) 1: TOF MS ES+
4.67e+006
100 531.2411
%
553.2234
513.2303 533.2460 554.2263
406.3204 4223098 443.3302 187.2557 [ ’ 575217 g6 2147 6430084 657:2446
O T T T T T T T T T T T I T T T T e T T T I I O T T T T I T MYz
380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680
Minimum: =1.5
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM  DBE i-FIT  Norm  Conf (%) Formula

531.2411  531. 2408 0.3 0.6 16.5 941.8 n/a n/a C30 H32 N4 04 F

HR-MS of compound 5a



e
0502-4-M-5B 82 (0.471) 1: TOF MS ES+
100+ 545.2567 6.89e4

%

546.2661 559.5234 567.2302
565.5726
s72300 g T g
487.3512 4964193 5085514 545495 5235201 1 k531.271% P38‘563° 556.4497 l 968.2816 5755003  583.2019
i FTO VT b idea i b K i " 'H; A ’ ad k. A'A X Ak At

Y

0 Y Y f T Y 1
485 AéO 495 500 505 51‘ 0 515 520 525 5:"»0 535 5&0 5‘&5 5%0 555 SéO 565 570 575 580 585

HR-MS of compound 5b

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

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

C:31-32 H:30-40 N:7-7 0:0-7 F:1-1

e
0502-4-M-6A 35 (0.217) 1: TOF MS ES+
1.90e+005
100—‘| 588.2729
|
]
586.2604 610.2532
N | 589.2759
608.2335
| 490.2784 508.5422 531.2284  553.2317 586.1863 611.2612  §32.2550

o 657.2733 663.4579 700.24(?'%Z
470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620 630 640 650 660 670 680 690 700

Minimum: =1.'5
Maximum: 5.0 20.0  50.0

Mass Calc. Mass mDa PrM DBE i-FIT  Norm  Conf (%) Formula
588.2729  588.2735 -0.6 -1.0 17.5 701.8 n/a n/a C31 H35 N7 04 F

HR-MS of compound 6a



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

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

C:31-32 H:30-40 N:7-7 0:0-7 F:141

e
0502-4-M-6B 81 (0.466) 1: TOF MS ES+
2.69e+002
100 602.2886
602.3089
7
602.2686
N
% 602.3331
602.3503
| 602.2231
OV..XV...[...,|..,VIVVVV.‘..||‘...|V.VV|V,VI‘...|..,.|.VV,YV‘VV|..m/z
601.80 602.00 602.20 602.40 602.60 602.80
Minimum: -1.56
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa  PPM  DBE i-FIT  Norm  Conf (%) Formula

602. 2886  602. 2891 -0.5 -0.8 17.5 49.0 n/a n/a C32 H37 N7 04 F
HR-MS of compound 6b

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

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

C:26-30 H:27-40 N:0-7 0:0-7 F:1-1

2
0502-4-M-10A 29 (0.177) 1: TOF MS ES+
3.43e+006

100 480.1937

502.1759

480.1344 503.1814
304.1091 335 1409 354.1229406.3295 ( 650.2308 666.2217702.1129758.2227
- ‘ ‘ = e e O B

559.5137 087-5624
T T T T T T ] T
275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775

m/z

Minimum: =1::5
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa  PPM  DBE i-FIT ~ Norm  Conf (%) Formula

480. 1937 480. 1935 0.2 0.4 14.5 1091.4 n/a n/a (€26 H27 N3 05 F

HR-MS of compound 7a



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

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

C:25-29 H:24-40 N:0-7 0O:0-7 F:1-1 Cl: 141

2
0502-4-M-10B 25 (0.156) 1: TOF MS ES+
1.02e+007
100 484.1447
1
]
|
%j.
]‘ 486.1416
W‘ 506.1255
oy 318.5725 3321390 358.3675 4261055 440.1524 4840588 (2081252 550 1765568.1038 636.1484
Radamnan e A R e
280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
Minimum: =1.:5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula
484. 1447  484. 1439 0.8 L7 14.5 1214.7 n/a n/a (25 124 N3 04 F Cl
HR-MS of compound 7b
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
40 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:27-27 H:24-40 N:0-7 O:0-7 F:1-1
2
0502-4-M-11A 113 (0.641) 1: TOF MS ES+
6.34e+002
10 537.2264
537.1400
537.2670
%
537.2929
/
L B e s s LS L AN 0 N e o T T T T Miz
536.80 537.00 537.20 537.40 537.60 537.80
Minimum: =1.:5
Maximum: 5.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

537.2264  537.2262 0.2 0.4 15.5 44.4 n/a n/a C27 130 N6 05 IF

HR-MS of compound 8a



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

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

C:26-27 H:24-40 N:5-7 0:0-7 F:1-1 Cl:1-1

2
0502-4-M-11B 40 (0.243) 1: TOF MS ES+
6.30e+005

541.1760

563.1580

564.1632 587.5392 6155662 o 719.5655

507.2167 663.4368685.452 749'4742\773‘6534\782'74%%
460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780

Minimum: -1.5
Maximum: 5.0 20.0  50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm  Conf (%) Formula

541. 1760  541. 1766 -0.6 -1.1 15.5 853.2 n/a n/a C26 127 N6 04 IF Cl

HR-MS of compound 8b



