Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 28.25 n/a 488.17374 ||| 111t et e

R TR 211103-518071-123-PND21 (F71) #8802, RT=28.243 min, MS1, FTMS {-}
File: 211103-518021-60-PND4 raw (F21) FTHIS (-) M3
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 3275 n/a 504.16732 |11 OSSR R
MW: 504 16732 211103-518070-60-PNDZ1 (F70) #10046, RT=32,770 min, MS1, FTMS (+)
T File: 211103-518050-29-PND 0 raw (FS0) FTRIS (+) MS1 1
MW 504 165732 = 904 537 15631
T File: 211103-518064-240-P10 raw (F54) FTMS (-) MS1 = 704 (MeNa]+1
VY 504 16732 e gd
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 23.54 n/a 504.16748 [ 1]}t 1 0 AN M

IMW: 504 16748 211103-518063-236-P10 (F63) #6753, RT=23.569 min, M51, FTMS (+)
File: 211103-51802 1-60-PHND4& raw (F21) FTMS (+) MS1

MW 504 16748 = . 1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 32.10 n/a 504.16763 )| 1 e

SO 211103-518072-116-PND21 (F72) #10130, RT=32 000 min. MS1, FTMS (+)
File: Z11103-518021-60-PND4 raw (F211 FTMZ (-) K31
LAWY 504 16763
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Compounds @
Structure Name RT [min] Formula Calc. MW Areas
n/a 38.00 n/a 504.16865 ||} 010 A e e RO

Ry 504 16865
File: 211103-518021-80-PND2 raw (F21) FTIME (-) M31

Z11103-518037-234-P3.(F37) #12489, RT=37.987 min, M51, FTMS {+)
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Compounds

-

Structure

n/a

Ry 504 17080

Name

RT [min]

33.93

File: 211103-518072-116-FPHND21 raw (F72) FTMS (-) MS1

Formula

n/a

Z1T103-518072-116-PND2T (F72) #10952, RT=33,947 min, MS1, FTMS ()
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504.17080
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 30.59 n/a 545.19408

. 211103-518072-116-PND21 (F72) #9568 RT=30.519 min MS1, FTMS (-}

Filg: Z11103-5318021-80-PRD& raw (F21) FTRS (=) K51
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Compounds @
®)

Structure Name RT [min] Formula Calc. MW Areas

na 35.67 na 545.19478 ][]0l e

I SAEABRTH 211103-518072-116-PND21 (F72) #1290, RT=35 645 min. MS1 FTMS (-
File: Z211103-518042-39-P3 raw (F42) FTMS {-) MS1 50

WV 545 19478 P C—

File: 211103-518042-89-P3 raw (F42) FTMS (=) MS1 % 4 i I 1” 1
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas

n/a 38.60 n/a 707.24828 {11001 e et

MVY: 707.24828 211103-518086.234-P17 (FB6) #12003, RT=38.603 min_ MS1, FTMS {+}

File: 211103-518023-16-FPHND3 raw (F23) FTME (=) WS
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Compounds @
®)

Structure Name RT [min] Formula Calc. MW Areas
n/a 270 n/a 814.20242 [0
—_—— 211103-518072-116-PND21 (F72) #888 RT=2 708 min, MS1, FTMS ()
T File: 211103-518042-89-P3 raw (F42) FTMS -1 1431 |2
VY 814 20242 =
T File: 211M03-518089-TT-F 10 raw (FAYE FTRMS (-] MS1 aEias
MO 814 20040 o - g W g
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Compounds @
©

Structure Name RT [min] Formula Calc. MW Areas
n/a 32.78 n/a 1008.33652 ||
M- 100833652 211103-518070-60-PNDZ1 (F70) #10052, RT=32,785 min, MS1, FTMS (-}
T File: 211103-518070-60-PND2 1 raw (F70) FTRS (-] MS1
IV 1008 33652 = 20 1007 32858
T File: 211M03-518085-238-P17 raw (F251 FTRS (-) M3 < AL
LYY 100832657 = 95 ] ¢
i File: 211103-518088-236-P17 raw (F28) FTMS (-) M31 = e
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Compounds @
.
Structure Name RT [min] Formula Calc. MW Areas
n'a 30.98 n/a 107237694 |11 0RO R

P 107237694

File: 211103-518072-116-PHND21 raw (F72) FTMS (+) M5

MV 1072 37694
File: 211103-518076-19-17 raw (FV6) FTME {+) M3
R 1072 37694

File: 211103-518087-235-F17 raw (F8T1FTRES (+1 M3

1.5 31.000

.0 S L L T B S ) KRS S S e

Z1T103-518072-116-PND2T (F72) #9766, RT=30.980 min, MS1, FTMS {+)
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211103-518072-116-FND21 (F72) #9791, RT=31.015 min, MSZ, FTMS (+), {
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Compounds @

Structure Name RT [min] Formula Calc. MW Areas

n/a 15.29 n/a 1754.66715 |11 10 R

M 1754 66715 211103-518031-12-PND3 {F31) #5276, RT=15 294 min, MS1, FTMS (+)

File: 211103-518009-2- 10 raw (F8) FTRS (=] M5
[V 1764 86715 = 3.0 3 a7E 34027
File: 211103-518011-9 raw (F11) FTAMS (+1 WS G .'.r.,f;.';'-:||.'."‘
Ry 1754 66715 = 25 y
- File: 211103-518015-2-128 raw (F15) FTME (=) M3 Z 5
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 29.26 n/a 488.17397

MV 488 17307 211125-507005-renru1 (F3) #8459 RT=29 245 min, MS1, FTIMS (-)
File: Z211125-207005-renrul raw (F31 FTRIS () MES1
RV 488 17387

File: 2111 25-807005-renru] raw (F3) FTMS (=1 W51
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 30.22 n/a 488.17399

AT 21126-507005-rentu 1 (F3) #8857 RT=30.221 min, MS1, FTMS ()

File: 2111 25-507005-ranrul raw (F3) FTRS - M1 G003
IW: 488 17399 o 1 anirem
File: 211125-507005-renrul raw (F3) FTMS (+) MS1 < h00 ] Il'-'.‘-”l ”'] ]
30,192 2 M0
| 2 300 3 527 14398
| = ] Ml
-f 200 497554198
& - i v R - | 1 Ty
‘E 100 4 [ il BE1 FORSH G145 |
\ .- ] i1 1600 GE FI6 87 i 10213467 |
s M- | . S e e . 0 | | : : e 1 -
10 20 30 40 50 anon 600 Ton A00 ang 1000
RT minj i

211125-507005-renru (F3) #8838 RT=30.154 min, M52, FTMS {+}, (HCD, DDA, 489 180130, +1)

g | IR
=
= k
ERLE 5,02t
o s g1 034867
= 15f
=
= 2
2 40 .
e ]
-~ . rridals
e T e — [
= +.57733 18 g
d= &2 1a1 prga 11 06033 19, 14885
— ] g4 0634 08 15683 155 ARG
|
00 Joalyl -|| Ilui a1 .il .||| L I | s o | L) ; I , , .

100 200 200 400 200

miz

© Reported with Compound Discoverer 3.3 2



Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 28.29 n/a 488.17443 | ssrer | | | |

LIV 488 17443 211125-507004-yangru-vangbent (F21 #9481, RT=28 277 min, MS1, FTMS (-}

File: Z11125-207004-yangru-yanghen i raw (F2) FTMS (-] W1S1 an
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Compounds

Structure

n/a

MY 504 16722

Name

File: 211125-507003-yangru-zitit_raw (F1) FTMS (=) MS1

MV 504 16722

File: 2111 25-507004-yangru-vanghen i raw (F2) FTHMS [+ M351

MY 504 16722

File: Z11125-207008-niurut.raw (F4) FTME (+) K351

60 -

40 -

11.666
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 32.24 n/a 504.16808 1558 | 1183 | 5838 | | |

M- 504 16808 211125-507 004-vangru-vangben 1 (F21 #11087, BRT=32.246 min, MS1, FTMS (=)

File: 211125-507 003-yangru-ziti1_raw (F1) FTMS {-) MS1 1
VY 504 168808 e 40 - 597 18747
File: 211125-507 00 3-yangru-Zitit raw (F1) FTMS (=} M51 Z i | ._r;,. , ,.m, 1
MV 504 15808 ] |
. File: 211125-507004-yangru-yanghen1.raw (F2) FTMS (-1 MS1 — 30 4
= 60 32,879 8 20
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 32.89 n/a 504.16836 24508 | 16509 | s67e8 | 108 | |

WV 504 16236 211125-507004-yangru-vangbent (F21 #11361, RT=32.879 min. M51, FTMS (+)
File: 211125-507 003-yangru-ziti1_raw (F1) FTMS {-) MS1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 34.28 n/a 504.16839 | 650e8 | 605e7 | 141e8 | |

M 504 16839 211126-507006-niurut (F4) #11496, RT=34.295 min. MS1, FTMS (+)
File: 2111 25-507004-yangru-yangben i raw (F2) FTMS (-] WS
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File: 2111 25-507004-yangru-vanghen i raw (F2) FTWMS [+ M31 = a0 -;
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 33.33 n/a 504.16882 9037 | 4188 | | 114e9 | |

MW 504 16882 211126-507006-niuru (F4) #11104, RT=33.324 min, MS1, FTMS (-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 26.57 n/a 529.19997 3.97e7 |.-422ea | 1.92e8 | | |

WV 570 19907 211125-507004-yangru-vangbent (F21 #8971, RT=26.573 min, MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 28.16 n/a 529.20025 | 438e7 | | | |

MW 539 20025 211125-507 004-yangru-vangben! (F21 #9433, RT=28 151 min, MS1. FTMS {+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 28.92 n/a 545.19442 | 396e7 | | | |

LIV 545 19447 211125-507004-yangru-vangbent (F21 #9717, RT=28.901 min, MS1, FTMS {+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 38.39 n/a 545.19447 | | 2728 | | |

LIV 545 19447 211125-5070056-renmu 1 (F3) #11222, RT=38 387 min, M5, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 29.71 n/a 545.19476 | | | 2799 | |

MY 545 19476 211125-507 006-niurut (F4} #9703, RT=28.715 min. MS31. FTMS (+]
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.71 n/a 545.19601 | | 9.73e7 | | |

Ry 545 19801 211125-507005-renm 1 {F3) #12038, RT=40.708 min, MS1, FTMS (-
File: 2111 25-507005-ranrul raw (F3) FTRS -) M1 1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 24.13 n/a 666.21960 218e9 | 5189 | | 4299 | |

WV G656 21960 211125-507004-yangru-vangbent (F21 #7990, RT=24 139 min, MS1, FTRMS (+}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 29.24 n/a 668.23787 | | 963e7 | | |

WV GE8 237aT 211125-507005-renmu 1 (F3) #8459 RT=29245 min, MS1, FTMS (-}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.95 n/a 691.25234 | | a1te8 | | |

MYy G691 25234 211125-507005-renru1 (F3) #12146, RT=40.959 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 42.29 n/a 691.25406 | | 31568 | | |

MW 681 25406 211125-507005-renmu 1 (F3) #12673, RT=42.335 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 26.53 n/a 692.24687 | | | 971e6 | |

WV 502 24887 211125-507 006-niurut (F4} #8505, RT=26.541 min. MS31. FTMS (+]
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Compounds

Structure

n/a

L 707 24614

Name
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 38.15 n/a 707.24614 | | 2759 | | |

MW TO7.24614 211125:-507005-renm 1 (F3) #11114. RT=38 145 min, M31, FTMS {+)
File: 211125-507005-renrul raw (F3) FTIS (=) MS1 A40

TOE 25397

_ E
=300 3 PMH]
S 400 38.397 - aun
5, u — 250 4
— 300 'g' 200 7
3 = 150
£ 200 1 = R
= = 100 -
= =
g 190 ' £ 50
q (- 0 : | :

T e et T L S M S " ’ ! ) ! y
10 20 30 A0 50l Ta7 R o 710 711 712
RT minj e

21125-507005-renrut (F33 #1109, RT=38.091 min_MS2, FTMS (=), (HCD, DDA, TOB.2542@30, +1)
50

40

an

PEFE I |

20

10

mtensily [counts] (10461

o
FEFEFRE

-
[
L)

T T T T T T y J T y T T T T T J T
104 200 a00 400 500 G00

miz

© Reported with Compound Discoverer 3.3 21



Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.90 n/a 707.24614 | | 1538 | | |

MV 707 24614 211126-507005-renmu 1 (F3) #12116, RT=40.891 min, MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.41 n/a 707.24614 | | 4867 | | |

MV 707 24614 211126-507005-renm 1 (F3) #13831, RT=45.406 min, MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 42.01 n/a 707.24614 | | 14567 | | |

MY TOT 24514 211125-507 005-renru1 (F3) #12538, RT=42 009 min, MS1, FTMS.(+}
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Compounds

Structure Name

n/a

[y 707 24814
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 38.68 n/a 707.24625 | | 1539 | | |

211125-507005-rentu 1 (F3) #11342, RT=38.684 min, M51, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 40.52 n/a 853.30419 | | 1938 | | |

MW 853 30419 211125-507005-renru ] (F3) #11964, RT=40 524 min, M51, FTMS (+)

File: 2111 25-507005-r2nrul raw (F31 FTRMS (=) MS1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.38 n/a 853.30419 | | 22267 | | |

WV 853 30419 211125-507005-renma ] (F3) #13819, RT=45.374 min, M31, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 46.28 n/a 853.30419 | | 17t | | |

WV 853 30419 211125-507005-renm 1 (F3) #14137, RT=46272 min, M31, FTMS (+)
File: 2111 25-507005-r2nrul raw (F31 FTRMS (=) MS1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.44 n/a 853.30419 | | 12807 | | |

LYY B53 30419 211125:-507 005-renru ] (F35 #13491, RT=44.451 min, MS1, FTMS {+}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.23 n/a 869.30156 | | 6837 | | |

MY 869 30156 211125-507 005-renru ] (F3) #12260, RT=41.233 min, MS1, FTMS (+}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 40.54 n/a 910.32720 | | 3.05e7 | | |
WV 00 33720 211125-507 005-renru1 (F3 #11976, RT=40 552 min, MS1, FTMS (+}
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 42.41 n/a 1015.35837 | | 2608 | | |

M 1015 235837 211125-5070056-renmu 1 (F3) #12703, RT=42.407 min, MS1, FTMS (+)
File: 2111 25-507005-ranrul raw (F3) FTRS - M1
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 43.24 n/a 1056.38371 | | s | | |

Fl. 24 ton ot 211126-507005-renmu ] (F3) #13034, RT=43.241 min, MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.77 n/a 1056.38556 | | 1737 | | |

LV 1056 28556 211125-507 005-renru1 (F3) #12450, RT=41 757 min, MS1, FTMS.(+}
File: 211125-507005-renrul raw (F3) FTIES (+) MS1 G400
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 41.99 n/a 1072.38049 | | 10t | | |

W 1077 28048 211125-5070056-renmu 1 (F3) #12526, RT=41 981 min, MS1, FTMS {+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.38 n/a 1218.43499 | | see7 | | |

G TH A 211126-507005-rentu 1 (F3) #13819, RT=45374 min. MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 42.95 n/a 1218.43683 | | 4de9 | | |

MV 1218 43683 211125-507005-renru 1 (F3) #1294, RT=42 955 min, MS1, FTMS {+)
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Compounds

Structure

n/a

R 125946747

Name

RT [min] Formula

42.52 n/a

ATM125-5070
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.78 n/a 1437.50908 | | 1487 | | |

WV 1437 50008 211125-507006-renmu 1 (F3) #13967, RT=45.776 min, MS1, FTMS {+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 43.68 n/a 1437.51413 | | 3537 | | |

MV 1437 51413 211125-507005-renmu 1 (F3) #13195, RT=43.608 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.03 n/a 1510.55752 | | 2mer | | |

LYY 1510.55752 211125-507005-renm 1 (F3) #13703, RT=45.011 min, M31, FTMS {-)
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28 2 10 s
=z 44.984 = M-2H]-2
= * — 08
= 15 & -
fE Z 06
2 10 - =
= Z 0.4 5
20§ - S g2 ] FEat
= E
= . | -
0.0 o R ey e el S 0.0 T T T T 1 T
10 0 30 A1) 50 53 754 755 TH0 757 758
RT minj i
211125-507005-renrut (F3) #13726, RT=45.000 min_ M52, FTMS (-}, (HCD, DDA, 754 2721@30, -2}
& 250 4 |
& 1
= 200 4
S 150 4
= 1
2 ] o
= 100 4
& ‘B0 I
= o gt [ ™ e ' '
0 A LR | : . ] . ; | . | . . . . | . .
200 400 a0 800 1000 1200 1400
s

© Reported with Compound Discoverer 3.3 42



Compounds

ntenzity [counts] (10°6;

211125-507005-renrut (F3) #13738, RT=45.136 min, M52 FTMS (-

nlensily [counts] (10%5)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.09 n/a 1526.55442 | | 7466 | | |

MV 1596.55442 211126-507005-renmu 1 (F3) #13347, RT=44 099 min, MS1, FTMS (+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.38 n/a 1583.56784 | | 1027 | | |

MV 1583 55784 211125-507 005-renru1 (F3) #13819, RT=45.374 min, MS1, FTMS.(+}
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Compounds

Structure

n/a

Py 158357247

Name RT [min]
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 45.38 n/a 1729.62990 | | 3508 | | |

MV 1720 529490 211125-507005-renru1 (F3) #13825, RT=45.390 min, MS1, FTMS {-)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 44.92 n/a 1802.64219 | | 6az2er | | |

W 1807 54218 211125-5070056-renmu 1 (F3) #13663, RT=44 907 min, MS1, FTMS {+)
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Compounds

Structure Name RT [min] Formula Calc. MW Areas

n/a 46.27 n/a 1875.68259 | | 1817 | | |

WV 1875 sao68 211125-5070056-renmu 1 (F3) #14137, RT=46272 min, MS1, FTMS (+)
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Compounds

Structure Name
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Compounds

Structure Name RT [min]
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Compounds
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Compounds

Structure Name RT [min] Formula Calc. MW Areas
n/a 47.18 n/a 2240.82339 | | sazez | | |
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