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Element preciction: Of
Number of isotope peaks used for iFIT = 3
Monoisolopic Mass, Even Eleciron lons
183 formulale) evaliated with 1 resulls within bimits (up fo 50 closest resuls for each mass) L
Elements Used:

KN-322_MS_04-04-2017_003 393 (3.425)AM2 (A 30000.0.556.28,0.00.LS 1)

1 TOF NS ES« CF;
100- s Q 4.548+006
3ad
*
202 0666
204.1105 3303269
2351698 264 1381 3743628
1110210130 9885 2951135 sieses 4781982
£ i cmosse ], | aeersest | s023388 5791031 600.09286112700  67345728892191 745 4177 908.2543
" naana: + - - ~ el
00 125 150 175 200 225 250 275 300 325 M0 375 400 425 450 475 SO0 535 60 575 600 635 6h0 678 700 723 7
ess FL

T T T T T miz
750 775 800 825 850 875 900 925 950 875 1000
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Elemental Composition |

File Edit View Process Help

B 2@F & M 8

Single Mass Analysis

Tolerance = 6.0 mDa DBE: min = -1.5, max = 500

Element prediction: Off

Monoisotopic Mass, Even Electron lons

694 formulale) evaluated with 13 results within limits (up to 50 closest results for @ach mass)
Elements Used:

©:0-100 H 0:0- Br0-8
Mazs Calc. Mass | mDa | PPM | DBE | Formula c|lu| N]|o |8
| 268.06: 268,061 0 0 5 110 5 I
05 H6 Ni3 05 6 13 5
13 €16 H6 NS 6 5
18 €3 HI4 N3 01 3 M 3 ou
12 CH2 N7 Q 12 1w o1
-24 C4 HI5 N9 Br 4 159 1
263.0583 7 C11 HG N7 Q2 n o6 1 2
242 0647 cA 10 N7 A7 i w1 7
2680610

3ae

1240879

875 900

01 PM

10/16/2017

Fe_ b View Proces Hep
8 seE 8 M O x|

Single Mass Analysis =
Toerance = 2.0PPM / DBE: min = -15, max = 60.0 E
Element prediction: OF

Number ofisotope peaks used for LFIT = 3 L
Monoisolopic Mass, Even Eleckron lons

1 wpio for )
Elements Used -
Mass Calc.Mass | mba | PPM | DBE | Formuia AT | T Norm | FtCori% | € ] H [ N] O
KN-324_NS_04-04.2017_D08 354 (3.085)AN2 (A1 300000, 556 27,0.00..8 1) C
1 TOF WS ES- N
1004 248071 33104008
3af
)
240.0748
4152115
251 1177
197.0801 242.2845 | —— 431.1783
139.9883 274.2736_289.0292 1
in lf”"}"] Mo o e s L || peogesz 5171154 5312729 3711532 6413736 6733695 Taaas12 7701726 P24 purasoo mesasss #3100 grasanp =

; r et et bttt bt Ty A S s as s s s as s S AEEs AR LR san Iy naRS suERS s saan s e Al
0 125 150 175 200 225 250 275 300 325 350 315 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 €0 €25 850 675 900 925 950 975 1000
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KN-311-A_MS_16-03-2017_023 408 (3.537)AM2 (A1,30000.0.556.26.0.00.L8 1)
1: TOF S ES+ Ph
= 2001073 99304008
3ag

%-

(300.1008

203167 8634315
3011140 1664 4345
152.0679 199.9698 7 4880
!BDI'EJD‘ ‘l : 1 ‘m——-—“? l & ?3033‘ 3563487 4003711 l:ru.lw.s 4952535 gpyaq40 wr_y;.{w:un 8964148 ?w‘m,ﬂw 9327109 mlsow 983
$ r T T —— T e T

W0 12 150 175 200 25 20 25 M0 325 350 IS A0 A5 450 478 SO0 55 G0 695 6 65 60 o 70 1B TR T ok 0

825 850 075 90 028 980 075

b s T ST
9| sinig| s M O x|
Single Mass Analysis

AT AT Norm | Fit Conf % H o
B3 119 015 2 n 3 2
KN-315_NS_16-03-2017_025 372 (2.239)AMZ (430000 0.556 25.0.00.LS 1) Crm (368 383) F
1 TOF S ES+
e 2410667 20084008
3ah
%-
242 0655
3022068
1360583 1630401 1810847 12430678 3453104 .
\ e 2400542 " s 2903418 {‘,5 1934 447 0423 5000731512 4770561 4204 370748 pos iy 6853871 BI74978 g5 gogy 8675062
T 7

mi
: - —— - T
mu125150175zﬁnz'smﬁamnamah;&uﬁmﬂ‘sﬁosim5rsmmﬁwvrsmmmns:oousamn&_go_?_m__n_pgnﬁwm
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File Edit View -Process

_IEI_LEIQI_J_J_I\
Single Mass Analysis

Tokerance =5.0PPM { DBE: min =-1.5, max = 50.0
Element prodiction: OF

Mumber of isotope peaks used for 1T = 3
Monoisotopic Mass, Even Eleciron lons.

o

(upto 50 ‘each mass)
Elements Used: -
Mass Calc. Mass | mDa [ PPM [ DBE [ Formula [i-A1 i Norm [FtConi% [ ¢ [ H ] O] T
[KN-319_MS_16-03-2017_021 387 (3 374)AM2 (A.30000.0.556 26.0.00LS 1) CI
1 TOF MS ES+

2570365 6.03¢+006

il | )

250 0334

260 0364

1309928 ;Gama“ 2331081 3023024 3383360 3742250 4311671 447 0511 S124860 5330197 g7 1 SIS SIS g oy TN

L 33705014776 6634233 “5’"“1294100 7614753 7965109 845,53
Tty ymamna: Ty ey el mmmr—;- -

1M1251§0|752602‘52§az)53w325150JTEmmﬁﬂl?smEEmsﬁmuiuwﬂs? 725 715 800 825 850 B75 900 925 950 675 1000

KN-317_MS_31-05-2017_015 413 (3.597) Cm (389:413) . 1: TOF MS ES+
100+ 301.0193 1.96e7
| | Br

| | 8
i A

I 33]

2920489
338.3817

t 431.2203
209.1180 330.3837

0+ | LH:L, | & B

1 miz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 8OO 850 Q00 950 1000
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KN-320_MS_16-03-2017_026 395 (3.443) AM (Top,4, Ar,10000.0,0.00,0.00); Sm (Mn, 10x10.00) 1: TOF MS ES+
3 301.0201 3 . '

: 5.98¢8
|

Br.,

®
| I
1 [l
| |
| ||
| 304.0377
| u:s:maem
| 374‘:'.999
286.3410
163.0622 . 418.4291 8307
et il ‘ - | . ATO976 suzat0r > 516535“"‘“3854&527735004 845.5070. gesdsri
100 150 200 250 400 450 500 550 600 650 700 750 800 850 900 | 950 1000

fie Edt View Process Help

8| slelE| s M 0| x|
Single Mass Analysis.
Tolerance = 2.0 PPM / DBE: min = -1.5, max = 50.0

) >

oF
Number of isotope peaks used for HFIT = 3
Monoisotopic Mass. Even Elediron lons.
160 formuls(e) evaluated with 1 results within imits (up 1o 50 closest resuts for each mass)

|
g :

Elements Used:
Mass Calc. Mass | mDa | Ppm | DBE [ Formuia Al [ifTNom [FitCont% | c [H]o0 ]l
KN-321_MS 0‘0&2017 _002 416 (3.623) AM2 (A, 30000.0.556 28.0 00.LS 1) Cl
1 TOF MSE
1.61e+008
1009 s
Cl
3al
292 0952
%]
8574626
pre /650 4659
1921 130 9887
2843309 6594677 7014514
1849056 249103 3383416 3843470
l[uumn % ) j 3681288 435.3639454.9508 600.0080610.9462 { 747.9448756.4292 8135170 504.0450.007.2304 3426188 9388383
S bR R

R : ; 0 : 75 700 725 75 775 800 825 050 75 900 ©25 950 O75 1000
8 p y

e+ S s A R 4 K S g g RS Sy s Sl -l KA uy D e x b S e = e
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Single Mass Analysis

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

Element prediction: OF

Number of isatope peaks used for i-F1T = 3

Monoisolopic Mass, Even Eleciron lons

(uptoso or

Elements Used

Mass Caic Mass | mDa | PPM [ DBE [ Formus AT H o

KN-313_WS_16-03-2017_027 398 (3.468) AM2 (Ar.30000.0.556.25,0.00.LS 1) e
1 TOF MS ES+

10 2730014 Q [ razeoor

3am
%
pT40916
163.0421
usnml 160.0835 272.0801 e 3743527 S~ 4844589 567 1329 593.1024

0 ' j3303207. _ 356.3435 400.3840 } 430 5789 5566372 | 528.0706 6634225 _ 700.6555 839.1915 935 4789

r T . - R .-———,——*ﬁ‘-ﬁ e S —

100 125 150 175 200 225 250 215 300 325 30 315 400 425 450 475 S0 525 S50 575 600 625 660 675 700 705  7hO 795 600 635 650

p, press Fl

Zcobi-bypeen S

9 sjeip| 8 M O ||
T oo DEE: min = 1.5, max = 50
Element prodiction: OF A

Number of isotope peaks used for iFIT = 3 K
Monoisotopic Mass, Even Eleciron lons.

1
Elements Used:

Mass. Calc. Muss | mbe | PP | DBE | Formuls i-AT [ i-FTNorm |FeConf% | C | H | O

KN-323_MS_04-04-2017_004 389 (3.391) A2 (A1,30000.0,556 27.0.00.LS 1)
1 TOF MSES*

100+

OMe
3031022

12204007

3an

304.1041

305 1068

19907 163097 030707 zapon 20202 103052 P16 gyyqpgy 41075 soasos0 Seg 11g0  627.1748 6431489

P"q"";"'r"'&m T T T Y Y T T T T T T n LN B

100 125 10 175 200 225 20 215 300 125 350 315 400 425 450 475 500 525 550 575 600
FL

7153586 7SI 9292612 _ 9655564
= - . T
625 650 G675 700 725 750 75 B0 625 850 5 900 925 950 995 1000
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Mass

Singhe Mass Analysis.

Tolerance =20 PPM / DBE: min = -1.5, max = 50.0

El diction: OF }
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Eledron lons.

38 1 results

v I
Elements Used:

Marss Calc. Mass | mDa | PPM | DBE | Formuta AT | iATNorm |FiConf% | C | H | O

KN-295-8_MS_15-02-2017_034 368 (3.205)AM2 (A7 30000.0.556.27,0 00.LS 1)
1:TOF MS ES+

it 283.0971 Q 1.250+007
- MeO

MeO”™ o o

%
284.0967
3031449
304 1516
168.1007 2600792 305.1545 380 12573912819 587.1636
118.0648 149,054 1 223,003 ALl o e (' o 4551978 sppiey 50932 1636 6332489 6751929 6053505 7192742 7833807 o s1e 869 2437 5904800 su7 azigsra.arer
v ¥ T ‘ f T T T T T T . T T T LA
100 125 150 175 200 225 250 275 300 325 380 375 400 425 450 475 500 525 550 Si5 600 625 65 675 700 <725 750 775 600 6825 850 %00 925 950 975 1000
/‘ l— [ o
| =7 F-55

ety iy
T
8| wiejw| 8 M O X))
Single Mass Analysis .
Tolerance =20 PPM / DBE: min = -1.5, max = 50.0
Element tion: OF
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Elecron lons.

with 1 results
Elements Used: .
Mass Calc. Mass | mDa | PPM | DBE | Formula AT | i-FATNorm |FtConi% | C | H]O
r
1CN-331_MS_06-04-2017_003-364 (3.170) AM2 (Ar,30000.0,556.26,0 00.LS 1), Cm (361.368) Me
1: TOF MS ES+
1001 2971126

19424008
| (D

MeO o o
1208 1084
%
[299.1094
2230540
473106
119 0asp 1400558 206.0437 (49573 2m20708] 3t0oses 3463208 4151984  as6134p 471 5041824815 1002 g4p 3514 6774102 e
100 125 150 175 200 225 250 275 300 325 350 IS 400 425 450 475 S00 525 550 575 600 625 650 675

T T mz
700 725 7150 715 B0 825 B50 675 Q00 825 950 975 1000
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Analysis

Tolerance =20 PPM / DBE: min = -1.5, max = 50.0
Element prodiction: OF

Number of isotope peaks used for iFT = 3
Monoisotopic Mass, Even Elecron lons

1 results ®ach mass)
Elemants Used:

Mass

Calc. Mass | mDa | PPM | DBE | Formula AT | i-AT Norm | Fit Conf % H | O

KN-343-8_MS_10-04-2017_034 348 (3.042) AMZ (A.30000 0,556.26,0 00 LS 1). Cm (344 356) oMe

1: TOF MS ES+

iy 139074 Q 2R
MeO A
MeO o o

3bc
13141029
&
315.1039

30541
1250408 _148.0557 zosluavz’l 2800730 298 pr4af10.1083
100 128 150 175 200

366.2894

431.1379461.1461 4971029
e L
00 325 380 375

20 25 400 425 450 475

ss2i70s 9122395
T
500 525 550

s FL

6382197
8521485 125.1051 800.2062
T QRS RARSS SRS naRs Y
575 600 625 650 675

= T
225 T00 725 70 1rs 800 825

v,
A

CECHERE-E]
Single Mass.

Analysis. ;

Tolerance =2.0 PPM / DBE: min = -1.5, max = 50.0

Elemant prediction: Of

Number of isctope peaks used for iFIT =3

Monoisolopic Mass, Even Eleciron lons

Elements Used: i -
[ Calc. Mass | ma | PPM | DBE | Fommus AT | AT Nom | FiConi% | C | H O

KN-208-B_NS_15-02-2017_030 380 (3.136) AM2 (Ar.30000.0,556.28,0.00,L8 1)
1 TOF MSES~
o 2670080 o 1.898+007
3ca
*
2680626
207.0240 el
100 [ 2000097 318200 3671828 4152005429 0431 6550900 571,0063 685.1090
| Enw 239.1007 > &Y e &?1151 e v 633.0314 ‘ 703.2334 734.1589 8464155 .
T T T T T r T T v " , v , ——— aazssasss e
00 125 150 175 200 225 250 215 30 325 350 375 400 425 450 475 500 525 550 5/5 600 625 650 675 700 725 50 775 800 825 @50 675 00D 925 050 75 10X
L}
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- ey .
CECOEREN
‘Single Mass

"Analysis -
Tolerance =2.0 PPM / DBE: min =-1.5, max = 50.0
Element v OF
Number of isotope peaks used for i-FIT = 3 =
Moncisolopic Mass, Even Electron lons |
n 1 {up to 50 )
Elements Used -
Mass Calc. Mass | mDa | PPM | DBE [ Formula AT [iATNom [FaConi% | C | H] O
KN-330_MS_04-04-2017_008 371 (3.230) AM2 (A;30000.0,556 26,0 00.LS 1) M
1. TOF WS ES+ e
1780+007
400 28140813
3cb
*
92,0789
203.0811
133.0262 i 2800674 331.0742 368 1222 431 16p) 449.0687 5831240 5091025
| 1890143 |242 1488 303.0565 " 5721270 | 661.0688 720.1476 963.1867 .
r T T T T " T r T " r + " " T " £ TP — J
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 55 600 625

80 675 700 725 750 75 800 825 850 875 900 925 95 975 1000

RIS 05 T R R, W SR -

FECHEREE]
Single Mass

Analysks i
Tolerance =20 PPM / DBE: min =

.5, max = 60.0

Eloment - OF
Number of isotope peaks used for i-FIT = 3
‘Monoisotopic Mass. Even Electron lons.

1

Elements Used:

Mass Calc. Mass | mDa | PP | DBE | Formula AT [iFTNom |FeConf% | C [ H |O

KN-207-B_MS_15-02-2017_028 398 (3.468) AMZ (A, 30000.0.558.27,0.00.8 1)
1 TOF MSES+

1.07e+007
el 273.0017

N
(0} (o)
3da

274.0041

e

330.3358 413.2650
1390538
2750968
nagazr | Me0ms  zragsse 201w “
-

5743614 l b 4961670

T 1 T T

8035390
555 2649 567 1645 stz 232413 605 34667286114 75 5044 #3909 g19.5024 4355 976.3151
T

8824800, 8962047 _ 957, b -

850 875 800 825 80 95 1000

T T T T T T T T T T T T
100 125 150 175 200 225 280 275 300 325 280 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 7150 775 800 825
n
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File Edt View Process Help : ™ ™
8| sieig| &) M O x|
Mass

Single Analysis

Tolerance =20 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

I

Monoisotopic Mass, Even Eiscron lons i
1

Elements Used:

Mass Cale Mass | mbs | P90 | 08¢ [ Formula ifT JiATNerm [FConix [ ¢ [ H [0

KN-325_WS_08-04-2017_005 406 (3.537) AM2 (A7.30000.0 556 27.0.00.L8 1)

1. TOF MS ES+ OM e

100 3031022 1.498+007

3dc

]
304 1022
1300531 201 1282308 1050 -
ol138.0820 merl 2130833 20031 3250797 o 4821043 4952811 5702866, 9972638 6274710 6734984 g0, o TOR 1669 7421280 7852097

965.5365,979.5147
r et el ey —— e e PR

100 125 150 W75 200 225 250 275 00 325 350 375 400 425 450 475 500 525 550 575 600 625 650 G675 00 725 750 775 BOO @25 @50 875 900 925 950 975 o
elp, press F1 R i o

File £t - View - Process Help
EI!IEEIQI&IEIEI\

Single Analysis

Tolerance =20 PPM / DBE: min = -1.5, max = 50.0
Element prediction: OF

Number of isotope pesks used for i-FIT
Monoisotopic Mass. Even Electron lons.

17 1 (upto50 mass)
Elemenis Used: .
Mass: Cale. ‘mDa | PPM | DBE | Formula FT_| AT Norm | Fit Conf %

< 805.2631 B59.3362 _ 907.2600
T T Tt T T ¥ T

Ty vttty rreprt s Yot LS BB S B R T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 626 650 675 700 725 750 7/5 900 825 650 75 900 925 950 975 1000

KN-332_NS_06-04-2017_002 423 (3.683) AM2 (M.30000.0,556 27.0.00.L8 1) CF
1 TOF MSES+ 3
1.27e+006
100- 3410787 Q
3449257 o o
%
5441705
2810981
604 1157
[345.1287
2270349 ) 5 1738
2620006 4113619 4352685 1605 1183
130.9881 1510604 2220724 2491022 4754030 5390729 588.1205 549.3596 679 4473 698 1740 7491974 7762305
ke o ikl Jd i TR WY Fe-amasonnd 5 i ST e T i Ja42883
+ ¥ Y f
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Single Mass

i wieiE| &) A O] 5

Anaiysts
Tolerance =20PPM / DBE: min = -1.5, max = 50.0

Element prediction: OF

Number of isotope peaks used for iFIT = 3
Monoisolopic Mass, Even Electron lons.

KN-337_MS_11-05-2017_013 398 (3 458) AM2 (A1.300000,556.28.0.00.L8 1)
MSES+

170F

100 2910823

*

292 0856
an0em
15,0588 2642057
1309883 2010730 3303971 3563527
. i : it ‘J. & | o 43417 e84 E730 517 4616529 4600

W00 125 180 175

File  Edit View

200 225

2% 215

300 325 350

35 400 azs as0 475

T T
500 525 550 575 600 625 650 675

T
w725

s

825

(LS
O O

3dh

3 6854353
rl 650.3939 8834839 75 7484390 7925756 8305968 890.90669017050 9615559 97"

24964000

Number of isotope peaks used for iFIT =3
Moncisotopic Mass, Even Electron lons.

S56

1 wpto for
Elements Used: e
Mass Calc. Mazs | mbs | PPM | DBE | Fomnuia AT | i-ATNom [ FConi% | C [ H O]
KN-335_MS_06.04-2017_009 424 (3.691)AM2 (A130000.0,556 28.0.00LS 1) Cl
1: TOF MSES+
7.84e-005
5 307.0525
1003150 3di
%
3100984
6634530
(2913185
708.5096
496.4505 551.3430 700 5138 p—
5 7635150 817.4061 L ou72600 9774893,
t T prrrier T Bt miz
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-

KN-338_MS_11-05-2017_014 428 (3.726) AM (Top.4, Ar,10000.0,0.00,0.00); Sm (Mn, 10x10.00) 1 TOF MS ES+
9870 i

mj asor . ‘ 2.90e5

LG
O O

i edj
211.0761
‘ 1214.0680 i
1
)
| I |
J L] 1l ”
}‘ 1
| i ;‘
i 1
I
| ||
®£ ' |
| | ‘|
i i
l ) | |
| | | 385.0581
i
215.0800 413.3580
139.9835 !
425.1967
338.3241
I e 6634217
1419755 279.1000 i 5124751  gag 4054
i ¢ L 894.5272 754 9400
182.9868 6544450 i
" 726.9410 001.6502
0 oilie v it ittt R i e e Bl Al o Bl FIRY CTR e W T, g silalpta . < 876.5313‘ Lm?ﬂwzm"%
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o neE| 8 M o x|
Single Mass Analysis
Td-m=2.07wug'1 DBE: min = -1.5, max = 50.0

Element prediction
Menoisolopic Mass. Even Electron lons
1

Elements Used
050 H 050 0010

Mass. Calc. Mass | mDa | PPM | DBE | Formula ClH|O

KN-336_MS_08-04-2017_008 420 (3.657)
1. TOF MSES+ 1.50¢+008
223 1074

00 | QO

324 1086

3270323 7054181
607 3908 08.4228

139.0831
)
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FEC LN

500
Element oF
Mumbes of isotope peaks used for i FIT = 3
Moncisotopic Mass, Even Elecion lons
1
Elements Used: N
Cakc. mDs | PPM | DBE [ Formula. Li-AT | i-AT Namm | it Cont % H o
K0N-345_MS_10-04-2017_040 431 (3 751)AMZ (A 30000.0,556.28,0.00.L 1)
1 TOF NS 8+ OMe
100+ 353 177 O 9.260+005
3dn
315.0456
*
317.0427
3541200
4311583
2792855
318.0457
70 7064 1587
1390543 hssi2a2 425214
2422847 27908 338.3421) N " 557 5625, 7085123 7272107
L | 1e10502 2130885, L Jozsrall | F | aazazs | [UORN0 sasaoen sangsrs o | 00" Bdgqgagis 0934547 TEPEN T 14n 10 8214234 8536742 886 83725024985 9794890
W0 125 150 175 200 225 250 215 300 5 30 35 400 425 430 475 500 525  Sh0 595 600 635 Gh 695 700 735 7Th0 795 b0 5 s 415 975 1000

00 925 950

FET RN
Mass

Single Analysts

Tolerance =20 PPM / DBE: min = -1.5, manc = 50.0
Element prediction: OF

Number of isotope peaks used for i-FIT =3
Monoisolopic Mass, Even Elecron lons

n 1results
Elements Usea: . -
Mass. Calc. Mass | mDa | PPM | DBE | Formula AT i-FIT Nown | FitConf% | C | H ] O

KN-289_MS_15-02-2017_032 388 (3.383) AM2 (A1 30000.0,556.26,0.00.L8 1)
1:TOF WS ES+

F

: 1.980+007
: 1 |
i Me
\
3ea &3e'a
% [238.0880
1770499
}239 0900
760533 3030818
1180621 4500308 2500852 3022056 3383308 | a13z5p 4880499 4921335072101 7 b aisiiad
e e
100 125 150 175 200 225 250 2715 300 325 350 ars 400 425 450 475 500 525 550 575 600 625 650 675 700 725 50 75 800 825 850 875 800 825 950 975 1000
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FECEEREEE]

Single Mass Analysis =
Tolerance =20 PPM / DBE: min = -1.5, max = 50.0
Element prediction: OF
Number of isotope peaks used for i-FIT = 3
Wonoisolopic Mass, Even Eleckon lons
1 P TesuRs for aach mass)
Elements Used: .
Mass Calc. Mass | mba | PPM | DB [ Foomula i [iATNom [ficonix [ c [ H]O
KN-204_NS_15-02-2017_026 385 (3.357)AM2 (A 30000.0.556 26,0.00L8 1} }
1:TOF MSES+ : 21204007
| e
00y 2370918 i
Me. !
O \ : \
, O O |Me o ©°
3fa &3f'a

238 0672

%
177.0480
1230 0887
Haosts 500 [ 0910 :u,rm e
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Single Mass Analysis.
Tokerance = 5.0 mDa / DBE. mn = -1.5. max = 50.0
Eloment prediction Off
Monoisolopic Mass. Even Eledron lons
40 formulate) evaluated with 1 results wilin kimits (up 10 50 losestresulls for each mass)
Elements Used
€ 0-100 H 050 0.0-50
Mass Cale.Mass | mDa | PPM | DBE | Formula [cIw]o]
2530867 2530865 02 [T 105 €16 H13 03 16 13 3
[Rownans T YT e i
1 TOF M5 ES
o 253 0867 (o) o)
OMe
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KN434_MS_12-10-2017_005A 368 (3.205) Cm (365:373)
100 2240830
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Single Mass Analysis 3
Tolerance = 2.0 PPM / DBE: min =15, 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 fo 50 closest resulls for each mass)
Elements Used: I
KN-379_MS_19-07-2017_021 394 (3.434) AW (A1,30000.0,556 28,0.00.LS 1)
1 TOF MSES+
87804006
00 3271022 e
%-
328.1053
I
2490549
0544 1650699 0581 3291075
1390544 | 2210595 309.0906 | 3540650 4311780 5011345 518 1094 6050815 8921930 e75.47778911345 554001 go1.1322 8550541 912.1169 22057955 507
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Single Mass Analysis

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

Element prediction: Off

Manoisotopic Mass, Even Electron lons

44 formulae) evaluzted with 1 resulls within limits (3li results (up to 1000) for each mass)

Elements Used:
0-100

H:0-50 0:0-10
[ Mass | Cale.Mass | mDa [ PPM | | Formula [clH]o]
37134 3571121 07 20 155 C23 HIT O4 3 u s

KN427_10012018_004 373 (3.248)
1. TOF MSES+

MeO
100 3571134

1.49¢+007
249.0567 5
ab

%

3581156

/ 7352001

[ge0.0587 [136.2047
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Single Mass Analysis B
Tolerance = 2.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 E|
Monoisotopic Mass, Even Electron lons
44 formula(e) evalualed with 1 results within limits (up to 50 closes! resulls for each mass)
Elements Used o
mDa | PPM [ DBE
19-07-2017_022 396 (3.451)AM2 (A7,20000.0,556.28,0.00 LS 1) oMe
6.93e+006
100 3574125
Sac
%
[358.1160
249.0547
1300540 1650697 0576 3501184 4314775 5461308 6756501 8151689
2 t 221.0597 2790650 339.1003 | 4021700 498 0551 % 563.1248 -, 6944636 7351968 787.2582 7 *
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Single Mass Analysis

Tolerance = 2.0 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

329 formula(e) evaluated with 2 results within limits (up 10 50 closest results for each mass)
Elements Used:

315, [ 22 H14 03 F 5 1
uSM2  03 03 45 CLAHIS 03 F 531 W 15 3 6
19-07-2017_027 400 (3.485) AM2 (Ar,30000.0,556 28,0.00,LS 1) F
5.466+006
00 345.0028
%
346,006
249.0549
39.0545 1650699 183.0603 50.0578 e
1 5 6% 4 2081955 [ - 2851443 3820570 431787 4800274 5281173 545.0066556 yggq 6756749 7111585 1291303 7650494 goq 14 8078550 9349192 983,0065
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Single Mass Analysis
Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Monoisolopic Mass, Even Electron lons
4222 formula(e) evaluated with 118 results within limits (up to 5 closest results for each mass)
Elements Used
C:0-100 H:0-50 N: 050 0:0-30 F:0-30
Mass Calc. Mass | mDa | PPM | DBE | Formula [cinlnJole]
MWL 418 01 03 C8 HI3 NIZ O 13 12 4
Mus 01 03 4 HI8 N8 08 F 4 18 8B 9 1
3411185 03 09 C10 H16 N6 04 F3 6 6 4 3
3411188 05 -18 12 HIS 04 F6 19 4 6
KN-415_22112017_026 536 {4.665)
1.TOF MSES+
100 3411182 Me 3.20e+006
%
1342.1204
249.0535_263 0693 3630060
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Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min = -15, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
46 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used
€:0-100 H:0-50 0:0-10
Mass Calc. Mass__| mDa | PPM | DBE | Formula [c[H]o]
3128 14z 16 43 155 G2 HI9 O4 #o1m 1
KN428_10012018_005 384 (3.349)
1. TOF MSES+ MeO,
100 3711289 M
263.0726 5bb
%
72.1318
763.2307
losa 0758
3831108 642372
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Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0

Element prediction: Of

Monoisolopic Mass, Even Electron lons

76 formula(e) evaluated with 2 results within limits (up to 5 closest results for each mass)

Elements Used:

C:0-100 H0-50 0:0-30

155 C4 H:
65 QIHB 09
KN-401_22112017_027 394 (2.425)
1: TOF MSES+ o M e
258e+007
100- 3711299
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%-
3721318
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Single Mass Analysis
Tolerance = 10.0mDa / DBE: min =-1.5, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
1745 formula(e) evaluated with 41 results within limits (up to 5 closest results for each mass)
Elements Used
C:0-100 H:0-50 0030 F030 cLos
Mass Calc. Mass_| mDa | PPM | DBE | Formula [cTHlo[Flal
391075 393073 02 06 25 C4 H2 06 f2 Ol U n 6 2 1
3591072 03 08 195 €26 HIS 02 2% 15 2
391000 05 14 85 CIBHIE02F5 B 16 2 S
3591082 19 45 CI5 HI7 03 F6 15 17 2 6
KN-441_22112017_020 446 (3.881) F
1.75e+007
100 350.1075 M
%
3601125
1
4311805
2630603 3810900
267.0468 ‘
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Single Mass Analysis B
Tolerance = 5.0 PPM / DBE: min = -15, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
47 formulate) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used -
Mass Calc.Mass__| mDa | PPM | DBE | Formula [i-FT_[i-FIT Norm | FitConf% | C | H [ O |
/4 wam 12 31 155 G2 HI9 05 9784 wia s n 18 s
KN435_10012018_007 413 JAMZ (4,30000.0,0.00,0.00)
OMe
0 871244
%

389.1263

13

0661
279,008 7952231
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4091045
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6 L 1 947.0890 553453
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Single Mass Analysis

Tolerance = 10.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Even Electron lons

301 formulate) esults limits results for each mass)
Elements Used:
C:0-100 H:0-50 0:030 cros

3610660 15 C15 H25 O CH 1525 1
610618 27 €10 HI7 014 0 17 18
3610610 EX] 65 C16 HI9 05 CI2 6 19 5 2

KN-424_22112017_031 432 (3.760)

1: TOF MSES+
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Single Mass Analysis

Tolerance = 5.0 PPM _/ DBE: min = -15, max = 50.0

Element prediction: Off

Mumber of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

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

Elements Used

C:0-100 H:0-50 0:0-10

Mass Calc. Mass | mDa E mula i-| i-FIT Norm | FitConf% | C H |0

3770175 3774178 03 -08 185  C26 HI7 03 10282
KN393_10012018_003 445 (3.872)AM2 (A.30000.0,0.00,0.00); Cm (445:455~(354:368+558:560))

1: TOF MSES+

2.03e+008
100 377175 O e
%
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7
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Single Mass Analysis

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

Element prediction: Off

Monoisotopic Mass, Even Electron lons

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

C:0-100 H:0-50 0:0-10
Mass Calc.Mass__| mDa | PPM | DBE | Formula [cTHT o]
471286 4071283 03 07 185 (27 W9 O4 7 18 4

KN429_10012018_006 423 (3.683)
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