Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

na 39.61 n/a 63321017 {11101 e el

MW 63321017 211103-518037-234-P3 (F37) #13054, RT=39.619 min, MS51, FTMS 1~}
File: 241103-518021-00-PNDL raw (F21) FTRS () M3

BV 633 21017 o 8 i
T File: 211103-518021-50-FND4 raw (F21) FTRS (=) 31 = 73 IM-HE
MV 623 21017 = . '
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 36.03 n/a 633.21056 |||} 1101 e
T 211103-518065-T9-P10 (F65) #1011, RT=36 008 min, MS1, FTMS (-)
T File: 21103-518027-19-PHD3 raw (F2T1 FTRS (=) MS1 i S
MW: 633 21056 = A-H]-1
T File: 211103-518027-19-PND3 raw (F2TE FTIS (=) M1 < 153 Lo
MY 6533 21066 c
File: 211103-518028-36-PND3 raw (F28) FTIS (=) 31 = 08 3
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 33.28 n/a 63321174 el ] 00 0O

B R 211103-518061-234-P10 (F61) #10372, RT=33 233 min_ MS1, FTMS (-}

File: Z11103-518002-60 raw (F2) FTMS (-) MS1 42
MV 633 21174 = o
T File: 211103-518003-2-125 raw (F3) FTMS (-) M31 < M-I 1
MW 833 21174 = 34 -
File: 211103-518004-9 raw (F4) FTMS {-) MS1 -
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 39.09 n/a 649.20553 ||| IO Rttt

R PI103-5 18065 8610 (F56) #12269, RT=30.115 min, MS1 FTHE (-
File: Z11103-518040-240-P3 raw (F40) FTIS (-) MS1
[V 649 20543 o= 1 G4B 10RTY

File: 211103-518040-240-P3 raw (F40) FTIMS (=) MS1 ; T (M-H].1

LYY 649 205453 - i :
o File: Z11103-218042-88-F3 raw (F42) FTMS (=) W51 o 1
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Compounds @
)
Structure Name RT [min] Formula Calc. MW Areas
n/a 36.96 n/a 649.20665 || }]J111 1100100t T
(e B0 R 211103-518066-89-P10 (F66) #11600, RT=36.954 min, MS1, FTMS (-}
T File: 211103-318027-19-PND3 raw (F271 FTIME (-) S { Rk aea
TWV: 649 20665 = 803 Tmn
T File: 211103-518052-36-10 raw (F52) FTMS {-) M31 S sl
MV 540 304565 = 1
T File: 211103-518062-235-P10.raw (F62) FTMS (-) M31 — 60 5
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 39.73 n/a 836.28940 | ] 1101l el el e el ]

LYY B36 28940 211103-518032-7-PND3 (F32) #12915, RT=39.706 min, M31, FTMS i+)
File: 211103-518022-15-1-PND3 raw (F22) FTIMS (=) M5+ 15 3
VY B36 28940 oy F
File: 211103-518027-19-FPND3 raw (F2T FTRME (=) MS1T
RV 836G 284940

837.29751
3.0 3 (R ] =1

T File: 211103-518020-3-PND3 raw (F29) FTMS (=) MS1 25
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 39.04 n/a 836.20114 [ et nmmmeiiiadeaiidis e

I O 203-518072-16-PND21 (F72) #12207, RT=39.053 min. MS1, FTMS (-}
File: Z11103-518021-60-PND4 raw (F211 FTMZ (-) M31

B35 7852
TV 836 29114 43 ] eas2sse

5 3 [M-H1-
File: 211103-518021-50-PND4 raw (F21} FTMS (=) MS1 R e 2
W 836 29114 = 104

. File: 211103-518022-15-1-PND3 raw (F22} FTMS i-) M3 1 = 5.1
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas
n'a 40.37 n/a 836.29285 ||} ST
e B Aok 211103-518071-123-PND21 (F71) #12144, RT=40.383 min. MS1, FTMS ()
T File: 211103-318024-0-27-PND3 raw (F34) FTIMS (-] M3 ;
MV B36 29285 = 800 WS TEETA
File: 211103-518071-123-PND21 raw (F71) FTRS i) M1 < 700 4 ML
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.35 n/a 998.34169 [ sfsdtesa Mot et s et

MYy 808 341649 211103-518065-12-PND 10 (FB5) #12974, RT=41.355 min, MS1, FTMS (-}
File: Z11103-5318021-80-PNDE raw (F21) FTIMS (<) K31  Fee
047 33514
[AVY: 998 34169 o : |r.)'| HL1
File: 211103-518021-80-PND4 raw (F21 FTIME (=) M531 = 403 e
MV 988 24169 = 1
. File: 211103-518022-15-1-FND3 raw (FZ22) FTIMES (-0 M3 T ag ]
= 41355 S
1] : . 2 203
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E 10 i) 34 A0 54 1000 1010 1020 1030 1040
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211103-518055-12-FND10 (FB5) #12977, RT=41.360 min, MS2 FTMS {-) (HCD, DDA, 996.3340@30, -1)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.34 n/a 1127.38447 000D e kbbbt

G T AT 211103-518072-116-PND21 (F72) #1264, RT=41 352 min, M&1, FTMS (-}
File: 241103-518027-19-PND3 raw (F27) FTMS (=) M5 0 4
W 1127 38447 et |
File: 211103-518030-17-PND3 raw (F30) FTIMS (-) M3 s 254 ,
MY 1127 38447 - 3
. File: 241103-518031-12-PND3 raw (F311 FTMS (=) W31 = 20 4
= 15 41352 S _
‘l-é-: ﬂj :; lU '_: _- _:" - =k g 1347
= : é g e S
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;: i T v T I d T T u e r—— u T T X T I y |. L
E 10 20 39 40 50 Goo TOn a0an G0 1000 1100
T [min] miz
211103-518072-116-PND21 (F72) #12626, RT=41 289 min, M32Z, FTMS (+), (HCD DDA, 1128.3920{30, +1}
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 33.36 n/a 1248.40865 ] 100 00O s

WV 1248 40865 211103-518059-86-P10 (F59) #9438, RT=33.328 min, MST1, FTMS (+)
File: Z11103-518058-86-P10 raw (FA3 FTIMS (=) MS1
AW 1248 40865 = 8 3 1249491675
T File: 211103-518072-116-PND21 raw (F72) FTMS (=) W31 S e H] 1
MY 1248 40865 =
ey File: 211103-518073-150-FND21 raw (F73) FTMS {+) M31 w 64
£ 15 E 5
=, 33.328 g 4 {2
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211103-518059-86-F10 (FA9) #0415, RT=33 275 min, M52 FTMS (+), (HCD, DDA, 1240 4163@ 30 +1)
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 23.25 n/a 1596.53221 [ 111k et s AR

G OB AT 211103-518072-116-PND21 (F72) #7204, RT=23.185 min MS1, FTMS {+)
File: 211103-518021-60-PND4 raw (F21) FTMS (=} W51 |
MV 1596 53221 JH 2T

—  File: 211103-518026-39-PND3 raw (F26) FTMS (+) MS1 < 44 el
MW 1506.53221 e 1 !
. T File: 241103-518027-19-PND3.raw (F27) ETMS (+) MS1 = 31
o = i
= 10 23,247 g, ]
— & 224
g £ 1]
s = 1
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z 0 : R e e A —* T e T B s ! ! I ) !
= 10 20 10 40 =0 798 794 800 501 802 503
T [min] it
211103-518072-116-PND21 (F72) #7193, RT=23.160 min, MS2, FTMS (+}, (HCD, DDA, 799.2733@30, +2)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 36.96 n/a 633.21110 3328 | 8338 | 64709 | 4928 | |

MY 533 21110 211125-507005-renm 1 (F3) #10719, RT=36.961 min, MS1, FTMS {-)

File: 211125-507003-yangru-zitit_raw (F1) FTMS {-) M5 1 53290483
FAWY: 633 21110 2 300 ] Tq.H-:d
File: 211125-507003-yangru-Zitit_raw (F1) FTMS (=) M51 5 ° "1 ;
RV 633 21110 - !
. File: 211125-5207004-yangru-yangbeniraw (F2) FTHS - W31 = 150 .!
s =]
= 250 36 961 o 100 _:
= 200 Sy
2 180 34.103 &= 1 )
2 100 g 9 :
= 50 E — | 18533 260 320164 i Lt i
E’U T T T T “-" il L T e el 1 ""‘
= 10 20 30 4Q 50 a0 ann 00 1000 1100 1200
RT [min) miz
211125-507005-renru? (FI1M10711, RT=36.939 min_ MS2, FTMS (-} (HCD, DDA, 631.2047 @30, -1}
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Compounds

Structure

n/a

[ Dt
File:

Name RT [min]

34.05

5§33 21236
211125-507003-yangru-ziti1 _raw (F1) FTMS {-) M5

Formula

n/a

211125:-507005-renm 1 (F3) #9993 RT=34

140

Calc. MW

633.21236

Areas

178e8 | 755e8 | 23003 | 2199 |

074 min, MS1, FTMS (-}

VY 8533 21236 = o ': E32 20490
File: 241125-507004-yangru-yanghen i raw (F2) FTMS (-} WS & 1an4 TR kA
e w s z 1 (MM

MY 533 21236 = ]
. File: 2111 25-507004-yangru-yangheni.raw (F2) FTHMS [+ 331 == 1
& 300 5 93
- 36 961 2 g
= 200 = u A
E 34047 P 540 4| eaan
= & : n 1255 41553
; 100 J = 2[:' —j 2 i 054 80212 |:_:!'.‘.'| Hi-1
E‘ 0 Y T T h‘ T L t ] I T T
= 10 20 30 a0 E( Fo0 &00 G0 1000 a0 1200
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211125-507005-renru (F3} #9994 RT=34.077 min, MS2, FTMS (-}, {HCD, DDA, 632.2050@ 340, -1)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 33.78 n/a 633.21238 o63e7 | 524e8 | 12309 | 14809 | |

MV B33 21238 211125-507006-niurut (F4} #11286, RT=33.785 min, MS1, FTMS (-]

File: 211125-507003-yangru-ziti1_raw (F1) FTMS (-] IS 100

BV 533 21238 " L [E—
File: 211125-507004-yangru-yangbeniraw {F2) FTMS {-} M31 G 80 1 PR
MY 633 21238 = ]
. File: 2111 25-507004-yangru-yangheni.raw (F2) FTHS [+ 431 = 1'
to = 6 -
= 250 36 961 s ]
E 200 >
Z 150 3 34.103 &= 1
= o0 = 20 ] A 1
£ 50 = i i
i:‘ U e | A = — L) ¥ (s e e 0 : : ! ' ] J
= 10 20 30 A0 50 G35 340 GEL G50 G55 550
BT [min] e

211125-507006-niurat (F4) #11323, RT=33.875 min, M52, FTMS (-}, (HCD, DDA, 632 2055830, -1)

=

0y =] O3
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 39.26 n/a 649.20671 1798 | 5078 | | | |

MV 549 20671 211125-507 004-yangru-yangben? (F21 #13873. BRT=39.264 min, MS1, FTMS (-)
File: 2111 25-507003-yangru-zitiT ravw (F 1) FTAS (-1 M3

BV 640 20671 o SRS
File: 211125-507003-yangru-zitit_raw (F1) FTMS () MS1 G 1 Y | 5
MY 649 F0671 = 15 1 !
. File: 211125-207004-yangru-yangbeniraw (F2) FTMS -] WS = 4
S 40 3?139 2 10
= 3 9,235 2 1
_3 2D l E; ] _: " AAATE g R T i 10 1
_: 0 = ] G486 BT &7 19447 i
:%- 0 T T T T T T . - T -t T ' ' ' - T T - . ' ¥ T 0 1 T T T l T T T
E 10 20 a0 40 5Q G47 G448 549 G0 651 G52 653 G54

BT [min] mifz

21125-507004-vangry-yangben| (F2) #13896. RT=39.324 min, MS2, FTMS (-}, (HCD, DDA, 648 2007@30,-1)

f: 20 3 ;
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Z|: i 3 ] | R .,_I: "33 60377 —
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4 |
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 37.78 n/a 649.20736 75908 | 5738 | | | |

WV 540 20736 211125-507004-yangru-vangbent (F21 #13331. RT=37 810 min, M31, FTIMS (-)
File: Z2t11125-5307003-yangru-ziti1 raw (F1) FTRS (-1 WSt

[V 849 20736

File: 211125-507004-yangru-yangbeni.raw {F2) FTMS {-} M31
Iy 649 20736

File: 2111 25-507004-yangru-yangbeni.raw (F2) FTHS [+ M3

3648 20044
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25
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Intensity [counts] (10%6)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 33.12 n/a 674.23771 1.25¢7 | 1.89:8 | 1.21e7 | 1.26e8 | |

WV 574 23771 211125-507004-yangru-vangben (F21 #11469, RT=33 136 min. M31, FTMS (+)
File: 2111 25-507003-yangru-zitiT raw (F 1) FTAS (-1 M3
IV 874 23771 = —
File: 211125-507004-yangru-yanghen raw (F2) FTME (-} MST £ o '-:,,1-r'-_1;||-‘.
MY 674 23771 =4 |
. File: 211125-507004-yangru-vangbeniraw (F2) FTMS (+) M3 == 4 B |
= 10 33107 g ¥ B75 24426
= 8 ol [hi+H]+1
5 6 =
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= 4 g 1 2 1 &0
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E g - - . . i - — T - i I ' i I : | i I|
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7T [min] qilrd
211125-507004-vangru-yangben (F2)#114786. RT=33 152 min, MS2, FTMS (-}, (HCD, DDA, 673.2319&30, -1)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 34.11 n/a 674.23795 | 5.587 | | 3.28e7 | |

WV 574 23705 211125-507004-yangru-vangbent (F21 #1877, RT=34. 113 min, MS1, FTMS (+)
File: Z11125-507004-yangru-yanghen i raw (F2) FTMS (-] W1S1
[V 674 23705

File: 211125-507004-yangri-yangbeni.raw {(F2) FTMS {+) M51
MW 674 23795

File: 2111 25-207008-niurut.raw (F4) FTRE (- WS

BY7. 22589
[M+Maj+1

g
wn
i

i

=
-
L=

67524408

33.107 [M=H]=1

o o
ounts] (1046)

Intensity

| =T N R -
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 36.42 n/a 690.23344 2 68eT | 1.18e8 | | | |

MY 590 23344 211125-507004-yangeu-yvanghent (F2) #12787, RT=36.419 min, M31, FTMS (-)
File: Z211125-5307003-yangru-ziti1 raw (F1) FTRS (-1 WSt 4
MV G650 23344

File: 211125-50700 3-yangru-zitit raw (F 1) FTMS (=1 M5

MY 650 23344

File: Z211125-5307004-yangru-yanghen raw (F2) FTHMS (-] WS

589 22748
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 37.50 n/a 690.23360 | a06e7 | | | |

WV 590 23360 211125-507004-yangru-vangbent (F21#13211, RT=37.500 min, MS1, FTMS (-)
File: Z11125-507004-yangru-yanghen i raw (F2) FTMS (-] W1S1 )
MY 590 23360 - 1443
File: 211125-507004-yangru-yangbeni.raw {(F2) FTMS {+) M51

BBE. 22736

1.2 3 (A1
1.6 3
0.8 4
i = g6 4

e 36.419
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10 20 k1] 40 a0 Gag GED Ga0 G 692 693 G694 G925
RT minj i
211125-507004-vangru-yangben (F2) #13188, RT=37.445 min, M32, FTME (-}, (HCD, DDA, 689 2274@30 -1)
80 2
T
= 60 3
£ 50 4
= |
8 403 .
= 30 4 o
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E q0 4 \ ‘ 154,049 | ggnEad s 187 . 86 146 1 Bg 1758
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Compounds

Structure

n/a

P FVY 27158

Name RT [min]

38.99

File: 2111 25-507005-ranrul raw (F3) FTRS -) MES1

Formula Calc. MW Areas

n/a 779.27138 | | 65267 |

211126-507005-renm ] (F3) #11455. RT=38.979 min, MS1, FTMS (-]

778 76385

& 10 39.238 2 64 (N-H
2 g ‘ = 54
= ] £,
Z 44.085 =z "1
= 2 5]
5 2 , E 1] '
a ] | o : oy .'LI— il — 01— T T l T
10 0 30 40 50 TIT e 779 Tau 781 782
RT minj e
211125-507005-reniut (F3) #11426, RT=38.899 min_ M52, FTMS (-}, (HCD. DDA, 778 2632@30, -1)
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£ 140 J.
= ] 2
Z 100 '!
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= &0 3 !
= i ; I i
0 ile o Ju T | . | . |
100 200 300 400 500 (1] Tan 300
miz
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Compounds

Structure Name

n/a

[y ¥95 26640
File: 2111 25-507004-yangru-yangben i raw (F2) FTMS (-] WS

RT [min]

39.80

Formula

n/a

Z11125-507006-niurut (F4} #12968, RT=39.811 min, MS1. FTMS (-

Calc. MW

795.26640

| 1.68e7 |

Areas

| 4.02e7 |

4
n.-l_\ru':'-"gr’: zf_:'a:m_ i = ' 64 3nRES
File: 2111 25-507008-niuru 1 raw (F4) FTRE (- W51 R | HI.
= 1 [M-HJ-1
2 ;] 39 811 g 3
= = {
3 = 1
g > g |
= 13 = 1
= g d |
=0 T L T Ty 1 T ] ' ! ; ! }
10 20 10 40 50 793 794 795 796 TET 708
RT minj e
211125-507006-niurat (F4) #12993. RT=39 885 min, M52, FTMS (-}, (HCD, DDA, 7942593330, -1)
200
o 1n7e0
b
= 150 4
£
E 100
= Fie. 17004507 i i ;
0 1 ||I- uI: g Lol il | B | | | . | |
100 201 00 400 500 aon ¥00 a00
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.76 n/a 811.26171 6A41e6 | 18567 | | | |

M 811 28171 211125-507004-yangru-vangbent (F21 #14322, RT=40.758 min, M31, FTIMS (-)
File: 2111 25-507003-yangru-zitiT ravw (F 1) FTAS (-1 M3

TV 811 285171

File: 2111 25-507004-yangru-yanghen i raw (F2) FTKMS (-] MST

25

B10.25452

[M-H]-1

A%
=

3.0 4 40,758
24
207
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10 §19 a0
05 3 A% ' 49
001 o M. S S e : — 00 . | .

10 20 30 40 0 a0g a10 al 812 813 B4

RT minj i

_r
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ntensity [counts] {1046}

211125-507004-yangru-yangben1 (F2) #14305. RT=40.678 min, M52, FTMS (-}, (HCD, DDA, 810 2548@30, -1)

50
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30
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 39.29 n/a 924.30875 1.20e7 | 3.1067 | | 497e7 | |

LV 924 30875 211125-507006-niurut (F4) #12816, RT=39.303 min, MS1, FTMS (-
File: 2111 25-507003-yangru-ziti1 raw (F 1) FTAMS (-1 M3 4

4
MV 924 30875 = 1 61 30121
File: 211125-507004-yangru-vangbeniraw (F2) FTMS (- RWIST G { ”If:-."."l 1
MW 924 30875 = 3 _.
. File: 211125-20700&-niurut.raw (F4) FTMS {-) 51 o |
e B 39,326 g <7
7 43 = 3
g 2 Z 1]
= 2 = 1 1
s (= 1 i
5 1 = £ |
:-":_E u T e Tr— Gy ity =1 . L ' ! ) !
= 10 20 30 40 50 G232 8z3 924 G924 ] 927
RT minj e
211125-507006-nium T (F4) #12847, RT=39.388 min, MS2, FTMS (-} (HCD, DDA, 923 3046&30, -1)
200 2
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- 1 4
= 150
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2 ] 5.0 :
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.34 n/a 940.30444 B78e6 | 25767 | | | |

MY 940 30444 211125-507 004-yangru-yangben? (F21 #14235, BRT=40.351 min, MS1, FTMS (-}
File: 2111 25-507003-yangru-zitiT raw (F 1) FTAS (-1 M3

IV G40 30444 & ar 63999718
File: Z11125-507004-yangru-vangbeniraw (F2) FTMS (- RWIST G 25 4 "I i|| q
5 = 204
B 40.351 )
e 3 3 1.5 4
g 24 = 10
= c
= 1 = 05 4 1471 30176
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= = 1 | :
E : S s e R el e I — r 0.0 T T T T T T
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211125-507004-vangru-yangben (F2) #14248, RT=40.399 min, MS32, FTME (-}, (HCD, DDA, 939 297530 -1)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 41.14 n/a 956.29852 9205 | 3297 | | | |
LIV 056 29850 211125-507004-yangru-vangbent (F21 #144 11, RT=41 144 min, MS1, FTMS (<)
File: 2111 25-507003-yangru-zitiT ravw (F 1) FTRS (-1 M3
MYy 956 29852 = 30 955 28144
File: 211125-507004-yangru-yanghen1.raw (F2) FTMS (-} MS1 s B M
o 25 ; e
S 54 41,144 £ 20
z 43 £ 15
= EE T =
= ’ = B X
o Al e 174 1951
g ] £ 05 |
'5 “ = = "
E 0 . o R I : | a0 ; : e ety :
10 20 30 40 50 00 600 700 aouo Q00
RT minj i
211125-507004-vangru-yangbent (F21 #14394, RT=41.080 min, MS2, FTMS (-}, (HCD, DDA, 855.2812@30,-1)
140
Ol T . i
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E | 3 |1
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{ I8 1| i Ilu. | Al | I.I X . . : . ; o | . | . . . . . -
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Ims
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.20 n/a 998.34130 | | 9335 | | |

M- GU8 34130 211126-507005-renm ] (F 33 #13305, RT=44 215 min, MS1, FTMS (+)
File: 211125-507005-renrul raw (F3) FTIES (+) MS1
=g 593 14851
S £ W+HT+1
o 41555 S [M+H]
= 25 ;_ 0.8
£ 20 - 3 08
i 5 ‘___J:.L 04 3 1 4
Z 10 5
= = 24
= B =
) i = prem iy T —— A Ll L . oo T L. ] T T | T T
10 0 30 A0 50l 448 9499 1000 10071 1002 1002
RT minj mifz

211125-507005-renru? (F3} #13408, RT=44.246. min. MS2, FTMS (+}), (HCD., DDA, 999 3485@340, +1)

250
200
140
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Compounds

Structure

n/a

IV 958 24363

Name

File: 2111 25-507005-ranrul raw (F3) FTRS -) M1

[V 998 34263

File: 211125-507005-renru 1 raw (F3) FTMS (=) MS31

RT [min] Formula Calc. MW Areas

41.23 n/a 998.34363 | | s24e8 | |

211125:-507005-renm 1 (F3) #12266, RT=41.247 min, MS1, FTMS (-}

99733685

b

=L

Iy

j 100 41,570 é 20 E
E 5 ] T
% 20 = g QRPN :
£ q . R . 0 3

10

211125-507005-renru? (F3} #12258, RT=

5 4

o
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PP -
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i

Intensity [counts] (10%6)
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- . ; T T T T T
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miz

41,222 min. MS2, FTMS {-), {HCD, DDA, 9978377 @30, -1}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.97 n/a 1086.36090 | | | o037 | |

G TR EE0n 211126-507008 niunu (F4) #13412 RT=41.960 min MS1 FTMS ()

File: Z11125-50700&-niurut raw (F4) FTIS {-) M51 103

@ 1 54217316
=3 & g 1 [IM2H2
=, 15 41"?5'} ':_ j
= =
‘5; 10 ] § - 4 e
=3 = 4 =g 108535376
= Z; [-H-1
2 11,946 £ - = o ; l
i T 1; T T T T h —T1 y 4 ! | J ! :
10 20 30 40 a0 a00 700 A00 q0n 13040

RT minj iz

211125-507006-niurat (F4) #13329, RT=41902 min, M52, FTMS (-}, (HCD, DDA, 1085353930, -1)

& 0 .
S 60 3 190.08
E 50 4 -
S ap 3
= i
L {
:I-:: = ; TT D445 1 - Ga.2142
£ 10 ] ! 170.04485 4991 640 . ;
0 i|l||lln !||IJ Ll | [ . I L

. : . : . :
200 400 §00 801 1200

mis

(&1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 4250 n/a 1144.40192 | | 2918 | | |

LIV 1144 407102 211125-5070056-renmu 1 (F3) #12733, RT=42.479 min, MS1, FTMS {-)

File: 211125-507005-renrul raw (F3) FTIS (-) MST 164
MV 1144 40102 = |
File: 211125-507005-renrul raw (F3) FTMS (+) MS1 g W3 3
= 23
5 145 42392 2 qp 3
= 12 ] = 1
Z 10 4 g ¥4 2
2 8 ] = 64 1143 39528
< 8 c 4 3 44.7154 738 25287 ! 278 M-H]-1
z 4 E 24
2 &4 1 i 1 A
= o g e e e om ooy u 7 o) T T 1 hd T
10 20 30 A0 50l a0 700 800 200 1000 1100
RT minj iz

211125-507005-renru (F3} #12710, RT=42.423 min, MS2, FTMS {-), {HCD DDA, 1143.3953@30, -1}
14 4

12 ]
1.6 Ja7 0078
08 3
04

Intensity [counts] (10%6)

L1, . ‘ ch 114
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Compounds

1.0
2.8 4
0.6 4
a4
0.2 -

ntenzity [counts] (10°6;

Structure Name RT [min]

n/a

42.86 n/a

I 1180 39668
File: 2111 25-507005-ranrul raw (F3) FTRS - M1

Intensity [counts] (1003

0.0

211125-

AU

Infensity [counis] (1083

10 20 an 40
BT mind

S07005-renrut (F3} #12899 RT=42.918 min. M52 FTMS {-), {HCD, DDA, 1M57.4115@30, -1}

WLl o 1 LN Ty L , , , :

bid i

Formula

aaa
00
400
100
200
1010

0

Calc. MW

1160.39668

Areas

| | see | | |

211125:-507005-renm 1 (F3) #12872, RT=42.854 min, MS1, FTMS (-}

|

] 1158 38075
3 [N H]-1

4

1
=] 1 }3 i

i

1 T =]
1 i 1 |
T T T T T

11a0

1161

e

1162 1163
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 42.56 n/a 1289.43515 | | 2297 | | |

MV 1280 43515 211125-507 005-renru1 (F3) #12763, RT=42 554 min, MS1, FTMS (+}
File: 2111 25-507005-ranrul raw (F31 FTRMS (=) MS1
= 25 §45 77485
4 = (M+2H]+2
& 42554 < 20
= 4 £
£ 5 1.5
s > 1.0
?: c 54
& T & 054
z = | :
u T —r Fo—r—— Frr—— L o=ttty &0 J ! : J ! J
10 20 30 40 5 G45 G464 G647 g48 G449 3ad
RT minj i

21125-507005-ranrut (F2) #12744, RT=42 503 min, MS2, FTMS {+), (HCD, DDA, 645 T265i@340. +2)

50 J 126.05330

T T v T g J T
2400 404 Goo a0 1000 1200

s

nlensily [counts] (10%5)
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Compounds

Structure

n/a

RV 126347529

Name RT [min]

43.30

File: 2111 25-507005-ranrul raw (F3) FTRS - MES1

IV 1363 47527

File: 211125-507005-renru raw (F3) FTMS (=) MS31

43.370

21.‘3
5 10 -
o

£ 5]
cZ g

10

211125-507005-renru (F3) #13088, RT=43.374 min_ MS2 FTMS

400

E1]

]

104

Infensity [counis] (1083
ST AT WD T U TN N T N TR A B

] '=.|...i |.|.,-|.| i | i

20

an 40 a0
BT mind

(-}, (HCD, DDA, 1362 4690@30, -1}

Formula

n/a

Calc. MW

1363.47521

211125-5070056-renmu 1 (F3) #13062, RT=43 285 min, MS1, FTMS {-)

e 10
= +
—~ 8]
= .4
e |
c 1
i |
=

n -

1362 465838

[M-H]-1

T
100

T
840

Qa0

I T
1300 1100 1209 1300

miz

200
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 43.28 n/a 1435.49868 | | 1198 | | |

LIV 1435 49868 211125-5070056-renmu 1 (F3) #13062, RT=43 285 min, MS1, FTMS {-)
File: 2111 25-507005-ranrul raw (F3) FTRS - MES1 10 1
i 1 716 74207
& 43285 & 3.3 L
= 15 4 * e 1
= £ 6]
£ 102 g 4
g = 49
@ = | |
g I e S e e —1 T L' L S S N 0 1 T T : T T T
10 20 30 40 50 716 77 718 719 T20 T2
RT minj mifz

21M125-507005-renrut (F23 #13017, RT=43.201 min, MS2, FTMS {-), {(HCD, DDA, 716.7418{@30, -2

240
200

-.l'.l,]l]l. : I | : | l e . i : | i . : . i i . :
200 400 300 1000 1200 1400

s

nlensily [counts] (10%5)
IS PP Dl SR EPRTVOr (S

]
= -
=]
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.08 n/a 1509.53278 | | 1299 | | |

M 1500 53978 211125-507005-renmu 1 (F3) #13341, RT=44 085 min, MS1, FTMS {-)

File: 2111 25-507005-ranrul raw (F3) FTRS - MES1

an 4
MV 1509.53278 ey > i 53.76013
File: 211125-507005-renru ] raw (F3) FTIMS (<) M3 S 503 [azHE2
= 120 4 44.085 o A4l —
; 100 4 E & 14
€ 80 - U
S 60 s 20 42T 1508 52454
25 1 = THDARTNT Jmps daman [FA-H]-1
= 40 £ 10 1385 4926 |
= 20 = 1
0 - O R S vy P e e ey . u e T T T T o T
10 20 30 40 5 800 200 1000 1100 1200 1300 1400 1500
RT minj iz

211125-507005-renru (F3) #13327, RT=44.049 min. MS2, FTMS {(+}, (HCD, DDA, 1510.5369@ 30, +1)

-1

NP PPN PR PTRTE PR PR R

5]

LPERR =

Intensity [counts] (10%6)
]

[}

. . . : . T T . T T T T T : : T
200 400 Goo 200 10040 1200 1400
e
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 43,57 n/a 1509.53482 | | 3547 | | |

M 1500 53487 211125-507005-renmu 1 (F3) #131589, RT=43.577 min, MS1, FTMS {-)
File: 2111 25-507005-renrul raw (F3) FTRS - ME1

12 4 TROBG

[M-2H]-2

100 ] 44 085

Y

1.0

ts| {10™6)

eaunts] (10°8)

40

LI 1554 '
] r— R e T ' s S L S . oo T T : : . T T
0 20 30 40 50 753 757 738

BT min) m/z

Intensity

ntensily (oo

=
LN o—
e
=
in
“n
=
o -
(3]

211125-507005-renru? (F3} #13197 RT=43.672 min. MS2, FTMS {-), {HCD, DDA, 753.7609@30, -2}
200 4

f 150 -
Z 100 ] 74,0554
0 ‘:-|||.|||Ilill.||. T L : I T . . . z . | L . : - : '
2090 400 Goo0 800 1000 1200 1400
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.35 n/a 1654.57206 | | 1428 | | |

Ry 16594, 57206 211125-507005-renru1 (F3) #13449, RT=44 346 min, MS1, FTMS {-)
File: 211125-507005-renrut raw (F3) FTIMS (-) MS1 1
MV 1854 57206 o 9 3 36 7474
Filg: 2111 25-507005-renru] raw (F3 FTMS (=) W51 < 8 3 ".;‘ﬂ '«'-|I|'|
= vl ) ' i
£ 15 T
= 44 346 26
= = 5
.% - *_—" A _.:
B ; 2 3 1%
g E 24314 o
% a T e e B e e \' oLy ey ¢ T I T | L T T r T
10 20 an 40 a0 825 826 827 828 aza 830 831 832
RT minj e

21125-507005-renrut (F3) #13486, RT=44 439 min. MS2 FTMS {-), (HCD DDA, 826.2795/@30, -2

350 3
300
250
200
150 o
100 4 42 pivose ’ _ s PRPRONE .
" 1i,l|u|.l. el TR ' . i ey T T A —
200 200 500 800 1000 1200 1400 1600

s

mtensily [counts] (10351
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 43.75 n/a 1654.57302 | | a34e7 | | |

MV 1654 57302 211125-507005-renru1 (F3 #13218, RT=43.740. min, MS1, FTMS (-}
File: 2111 25-507005-renrul raw (F3) FTRS -) ME1
16 e 35 826 28027
E 14 44346 s sl o
P % — 20 ]
g 04 E 15 !
2 8 =
= 5 ] = 1.0 BIT THA08
T_' b ) : 828 G755 %
| s 2
a ! ! i i 0.0 |

10 20 30 40 50 825 825 827 828 829 530

RT minj i

21M125-507005-renrut (F2) #13247, RT=43.838 min, MS2, FTMS {-), {(HCD, DDA, 826.2805(@30, -2

150

bl

104

nlensily [counts] (10%5)
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200 200 500 800 1000 1200 1400 1500

s
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44,58 n/a 1728.61050 | | 1e4e7 | | |

MY 1728 61050 211125:-507005-renru ] (F35 #13542, RT=44 586 min, MS1, FTMS (-}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 45.27 n/a 1874.66881 | | s77er | |
W 1874 G681 211125-5070056-renmu 1 (F3) #13777, RT=45 266 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.91 n/a 2019.70694 | | 9056 | | |

MV 2010 7a694 211125-507005-renmu 1 (F3) #13669, RT=44 922 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 46.10 n/a 2020.72648 | | ac6er | | |
WV 2020 73648 211125-507005-rentu 1 (F3) #1407 1, BT=46.090 min, MS1, FTMS {-)
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Compounds

Structure Name

RT [min]

Formula

Calc. MW Areas

n/a 45.65 n/a 2093.74112 | | 1987 | | |
MY 2003 74112 211125-507005-renmu 1 (F3) #13919, RT=45.639 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 45.34 n/a 2165.76309 | | 4787 | |
W 2165 7E308 211125-507005-renmu 1 (F3) #13801, RT=45.328 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 46.32 n/a 2239.79769 | | soeer | | |

LV 2730 79769 211125-507005-renmu 1 (F3) #14167, RT=46.354 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 46.34 n/a 2240.80313 | | 300e7 | | |

WV 2740 280313 211125-507005-renmu 1 (F3) #14167, RT=46.354 min, MS1, FTMS {-)
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Compounds

Structure Name

n/a

Iy 2241 82583
File: 2111 25-507005-ranrul raw (F3) FTRS - M1
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