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Manage Components

Create Import Paste Results Delete Edit Fragments.. Edit Adducts.. Add To Common Fragments Add To Neutral Losses
Component name | Expected n... Expected fragment {m/z) Adducts | Generate transformations | Formula Expected RT {min)
1 479.1898, 359.1653,
148.0530, 403.1551,
tak875 524.1869 192.0428, 439.1585, -H C29H32075
463.1585, 385.1445,
147.0452, 133.0295
2 tak875 M-1-G 538.1509 C25H300115
3 tak875-G 700.2190 C35H400135
4 tak875-tau 631.1910 C31H37TNOAs2
5 tak875 M-1 362.1188 C19H22055
6 tak875 M-Il 194.0579 C10H1004
7 T-1676427 540.1818 C29H32085
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Selected transformations

d ¢ Name Deita Mass (Da): | Formula Classifier | Is combined < -
Maximum number of transformations:
1 Desaturation -20157 -H2 Phase | Phisiie E E -
2 Oxidation + desaturation 13.9793 +0-H2 Phase | I
Phase II: EI -
3 Hydration 18.0106 +H20 Phase | F
X = [[] Filter transformation list based on functional groups that are present
4 2 x Oxidation + Desaturation 29.9742 -H2-02 Phase | Run the cleavage tool
5 2 x Oxidation 31.9898 +02 Phase | Allow heterocyclic ring cleavages
6 Dihydrodiol formation 34,0055 +H202 Phase | Minimiim mass cutof: (1500 | Da
‘ 7 Sulfation 79.9568 +503 Phase Il
8 Carnitine conjugation 144.1025 +CT7H1402N Phase Il
g Glycine conjugation 57.0215 +C2H3NO Phase |l
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Enter the filter criteria

) | -  'Match all of these expressicns ~ L
+)1-) |dentification status ~ is - Identified =
',7+ - Observed RT (min) ~ is between - 2.0 1|8 rmin -
#)l-) Response = is greater than = 400
- -/ Within Mass Defect Region ~ is - Yes -
= = Match any of these expressions ~ ~
* /- Expected Fragments Found ~ is greater than or equal - 1 ¥
+ /(- Has Commen Fragmentlons ~ s - Yes =
#/(-) Has Common Neutral Losses » is v Yes ~
#)i-) Total Fragments Found - is greater than or equal = |1 :
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ltem name: TAKST5_RP_plasma_Neg_Oct21_0012 Channel name: Low energy : Time 6.9044 +/- 0.0159 minutes : Drift Ti...
ltem description: Plasma_1_4_1hr_PC-50
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Itern name: TAK875_RP_plasma_Neg_Oct21_0067 Channel name: High energy : Time 6.2609 +/- 0.0160 minutes : Drift Times: 12.57 +/- 0.36 ms
Item description: Plasma_1_13_12hr_PO-50
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Item name: TAKS7S_RP_plasma_Neg_Oct21_0067

Channel name: High energy : Time 6.8253 +/- 0.0160 minutes : Drift Times: 7.99 +/- 0.28 ms

Item description: Plasma_1_13_12hr_PO-50 .
AO)‘;( 9 27¢4
25000 ? L \
+0-H2 /\On \
Ly 49316887 L? L
- Mass error: 09 mDa 2
- «017 +0-H2
]
2 15000 < 53715839
[ N
=z o i v 6o mbe
d .
£ /\O:Q 373.14436 AO:O’ \
= 0g00;) ) Mass error: 0.9 mDa r .
S e4.17221 538.16188
e " /
0] 320.15496 449.17876
i 374.14841 : 539.16062
Mass error: 13 mDa ; Mass error: 0.7 mDa. 49516950 |
387.12445 et
|I |~450.18192 !
192

175 200 225 250 275 300 325 350

375 400 425 450 475 500 525 550 575 600 625
Observed mass [m/z]

¥
£
5
3
2. 1e6
=
2
2
€ 320158 37344 387124 449179 493169
e . . . 'Y
& & & & &
A} 31970 13 | e v y 359.197 406.164 417171 0 L1 Y Ul v
e 320137 H 358157 I\ T2 373 4590 25 14E puily 435200 439.159% 443 157 463159 grazaa |\ asb10d 93180
) ECALd e 421182
€
H \
S 350165 e
2 1e6 &
2
2
£
=479.191*
T T T T T T T T T T
320 340 360 380 400 420 440 460 480 500

8. RBIIALDFE

) —70Ov B LVEIRL
waters_connect REIMIRET7 TV 7r—>avild b, PHRTEDLE 2 —FAHT—42H5. 7OV e LKR—FH
RBICERINE T, MOoICIE. BDERAGHKEED 1D, YYU—T0Ov A RINTVET, Thic&-> T,

fasiglifam & Z DX ELRHABHYDRENRESEROFHEDOEBE LTLEDLSICERTZ D DOHDEY, ZIT.

A

161

Q

fasiglifam £ 2 DX ERNBIIEMLIEERTO T 7 1ILICREV. I REARICRRRENREIN. £D1% 96 BFfEIC
DIico THEMREDMRAZIRTLEY, 7L, 6 REERTH. RENE JUHEMIIARBIRD STRICIEHERLT

WERWZ EHBESH T,

Waters™ SELECT SERIES™ Cyclic™ 1 A Y EE ) 7+ —EE2stdH &K U waters_connect™ 7 F U —< 3 ‘/7*—9\711

—%ZER LIcRYNEHIORE



Summarized by: Response
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Item name: TAK875_RP_plasma_Neg_Oct21_0067, Sample position: , Replicate number: 1

Mass error | Observed RT | Observed Has Commaon Has Common el o
Label Component name Formula Observed m/z (ppm) (min) crs Ay NGl ks Fragment lons Fragments Fragments Response
Found Found

M1 taks75 M-I C19H22055 3611111 -1.2 6.03 199.70 Yes No 1 0 1908
M2 tak875+0 C29H32085 539.1739 -1.1 622 219.80 Yes Yes & 1 6020
M3 tak875-G C35H400135 699.2113 -05 6.26 246.26 No No 1 0 2523
M4 tak875+02 C29H32095 555.1687 -1.2 632 22293 No Yes 4 2 4281
M5 takg75+0-H2 C29H3008S 537.1585 -07 634 22047 Yes No 3 0 1036
Mé tak875+02 C29H32095 555.1688 -1.1 641 22427 Yes No 1 0 787
M7 tak875-tau C31H37NO9S2  630.1836 -0.2 644 23840 Yes No 1 0 3834
M8 takg75+0 C29H32085 539.1743 -03 646 220.79 Yes No 5 0 3812
M9 tak875+02 C29H32095 555.1690 -0.7 653 221.09 No No 12 0 19155
M10 tak875+0 C29H32085 539.1738 -1.2 654 220.25 No No 7 0 1162
M11 tak875+0-H2 C29H30085 537.1586 -0.5 6.60 21987 Yes No 5 0 3173
Mi2 tak875+0-H2 C29H30085 537.1583 -1.1 683 21896 Yes No 5 0 12403
M13 tak875-CH2(cleavage) CZBH30075 509.1636 -0.8 6.83 214.82 Yes No 4 0 2277
Mid takE875-H2 C29H30075 521.1636 -0.6 6.98 217.82 Yes Yes 8 F 19205
M15 tak875-H2 C29H30075 521.1638 -0.3 7.06 218.05 Yes Yes 7 1 6973
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1. Li X, Zhong K, Guo Z, Zhong D, Chen X. Fasiglifam (TAK-875) Inhibits Hepatobiliary Transporters: A Possible
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