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2o
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5 | [REX AT s (Settings Dialog) 17 1> Fv
TOKIZ27 Vw7 LCHATa s %25, K
(2 T = R_R=ZRBARNT, BB

whsEET A2y (F) 2209045,

EALA0 D FE R —BNFREN D (MBBREICHE > TI0HRIGD AR PAR—ET 2 & 10 RO —EBER S

%) o, BEO—HIT, RESN-MBERELEHINEZTA B AT —Z_R=AKFT 5,

Database Search v ax
RT [min] & # Match Score HQlI RHQI Nc¢
91204 ® 1 Praziquantel 9464 7085 97.28
2 1-(4-Pyridinyl... 9458 5861 98.57
3 Praziquantel 9439 7074 97.01
4 Praziquantel 93.86 70.27 96.48
5 1-(4-Pyridinyl..  89.31 5535 93.08
6 2-Piperidin-4-.. 8884 53.10 9281
7 N,N-Di(prop-..  88.14 5267 92.09
8 N-(2,6-Diethyl... 8791 5677 9137
9 (S)-1-(Pyridin-.. 8462 6097 87.25

10 N-(26-Diethyl.. 8394 5422 87.24
T AEFOAHOITORICH D2 ENEX TN Y v 7 LT, AEEBINT 2,

6 | TN ARKRT—TNELI Y v L, 2

VIR—F v T =T AR S (Edit
Component Table Columns) %3R3 %,

[#103E&4R (Column Selection) 1% 4 7 w27 w ¢ RuBEEiXnd,

i ADER X
ERMSER(A): FERanaUY):

& RT [min]

miE% BE/FRYEEH

o SIEA(R) #

%Bound - Human Plasma Protein — =%

%Bound - Human Plasma Protein Log A7

%Bound - Rat Plasma Protein Hal

%Bound - Rat Plasma Protein Log RHQI

%Remaining - Human Liver Microsomes 5E

%Remaining - Rat Liver Microsomes
0-Order Phase Error

1-Order Phase Error

13CNMR Spectrometer Frequency
1THNMR Spectrometer Frequency
Abbreviation

Abrasion Resistance

Absolute Peak Position

Absorption Maximum

Accessory TIE
Acquisition Delay

it
il

W
{l

rosen
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(Available) 51% 27V » 2 LT, [EM (Add) ]

[OKlZ 27 U v 7 LThiATT %,

IR Y A MO TEIZH HEREINT-F] (Displayed Columns) Lz, [OK|Z27 Y v r 35, XA4Twl
T4 RUBKALLND, HLWIIRT —F_XR—=2RBET—7ZF e LTBmEh5,

F AR AR v ax

RT [m... # —¥ A37  HC

5.7617

6.9009

8.0051

8.9328
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11.9808

T HR=ZARRT — T IAHNEBIM LT, SRR E AT v T2 L EICRLHOAX T —H &EBINTE S, CTRL+F
EEHT L. —BRRETIECKHMRT D LN TE S,

8 | [Z77 A (File) P[LVR—FF 7 L— LDk
(Edit Report Templates) JZ2IRL T, LAR— 7
Y7 L— 15,

[VR=F T T —bDOFATa T4y RUBEBIISND, ¥4 7077 7 L— EBRICH LG5I, ROA
Ty TEAXTTD,
LRV S 70 Ve 8

X
FIETEITYTV-MT: FRIERN)...
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g Tl A AV E— RO BB
MZTBHZENTED,

JOXMSLAAVE-F: QB : OBPr ORN
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8 |[E—J VY IREIFATRIEIa LT | ¥ATa BT a7d s AVBEMNENTWD, BT a 7 7 A VEHERATS &, 2= —I3ROERZHIETE 5,
X, BT e 7 s A NVERATE D, o E—/rFarRYa—arDHE
B T 27 7 A BATH L, /S o HASNEE—ZEysTASY XA (Fy M (3942) $HEE—2 miz )
ARAT T TR L) 2T D, AT 37 312 LO-MS 5 2~ 2 % 38
TRT 7 A NOIERTEOFC AN T . ROIZOIC LC-MS 7 i
iE, RDOAT v FITH/EH (FRLSOSE o  HiEMAA AT 4NE) T
FAAR2TD) 70 7 7 A MBI SR TOARWEAIE, LC =% 23— h TREZIHT SHI-ZENEM S5 ([7 7 A V]>[Settings] D
T)o
E-JE9IEE
B T0I7 RS TVEMES. 774N T IR~V BB ERIhET.
gyJjoJrM . EL v
9 | BT T s ANVEAERT DI, R LC =X ANR— DB T 07 7 A NVERFET D & BMOBRMHERR LIS, Ry FUBLA TR 7o Tezr AL vt v
DO TFNEE EATT B, 3 VICHBMICR RSN,
e LCExpert CHH—Dr/u~ 7T L%
B <,
o  WMELEREAWMT D (Settings &1
7 1 71 £ U Deconvolution Settings
A VIO
e [fE# v —/\ (Standard Tooba) ]
T, [BATT 07 7 A VEIRFFE (Save
Current Profile) 17 A = (ﬂ>
PR, BT r AN T 7 AL
WA ETZ AT D,
TIVayv R
10 | [E—2 MBS DEDORE]IS A 7 1 7/ T, E— MBEAbEORENERSNLTND,

MEEDEDRELHIETE 5,
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o EEBRAFET mizEOFERAED R E B =754 XY NETE
5. .

¢  Retention Time Threshold /% RT f® REFEEM:+ 5 ppm ¥
RAADBEE T 5, FISSEOMEER: = 5 s v

M| R~SIRF 27 )y LTHAT RS %
AT Do

AT v F 3 AT 0 IHRNTT B ERIEIR 2B (Select time region for analysis) 2\ER&EN5, FLba—7 4 By
120, RS e U GEBRENTZ 7 7 AND T ANT IS DRHNO I a~ N7 T ARERIND,

Step 3: Select time region for analysis.

Chromatogram
Bl ® & le + A

410"~
310

210"

intensity

| W
“ H Wl
10" . |

B 0 T
l | £

od

) 5 10 15 20 25

min

INCLUDE RANGE BAR

Time range from: to: min

< Back

Next >

Cancel
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AT Do

[ Next> |

o EATREA—IT. ANy FREOETRZ RS DD ICREaz BT 5,
o NYFRBOT VT4 TAT v TEERTDILOORTPAVEK Y 7 A VR—Fshd,

Step 4: Data Processing.

Processing file "C:\Users\nlaschuk\Downloads\Lipids\Input\Pooled_QC_DDA_01.raw"

Load\'ni file.

TITarv fER
12| FAT a7 O@EAN— %GO LML fEHT I B RIS RIS T B,
T, RUADKERZ L H 7 v L, N— . i i ]
BRI 5 CACEIC KT yﬁbfﬁ#ﬁﬁﬁ’ﬁﬁfﬁ% Step 3: Select time region for analysis.
BT D, REVEMLCY —Varvax
FARLD. B & shg +
HORAEERT, BIR LR E R J
~TARE LTI Y v L, B LA |
kT v /T s L TEETED, IIA | |2 b MW
T4 E L EMEALT, SRR | | §ao (™
wors (D . Il |l| N
Vel
S
5 10 ok 2 2
min
|
Time range from: 3.77236 to: 19.8758  min
Ny FALE I3 U CRFRENC X ATk A BT 5, BHBDBBRIN TV ARWERIE, Z7u~ N7 T A2ERBAH IR 5,
13| [R~SIRZ %7 Vw7 LTHEAT T % AT T4 T—EUBNLA T S IIRREND, Zu~ N T ATy FUEO - DICEFEEN D,
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TITarv

R

14

Ny FRRZTFTETIATTELLOITT
2o

W SRR 50ERD HEE
1, FATe T DX BARE

(cancel Hesyusts,

Ny FUENRETTHE, ¥4 7 v rF Iz [Data processing finished successfully] & R S, EB/S—PRE2ITHREAICR
%,

Step 4: Data Processing.

Exporting peak table.
Saving analysis file.
Processing file "C:\Users\nlaschuk\Downloads\Lipids\Input\Pooled_QC_DDA_02.raw"
Loading file.
Analyzing file.
Exporting database search tables.
Exporting peak table.
Saving analysis file.
Processing file "C:\Users\nlaschuk\Downloads\Lipids\Input\Pooled_QC_DDA_03.raw"
Loading file.
Analyzing file.
Exporting database search tables.
Exporting peak table.
Saving analysis file.
Exporting data project file.

Data processing finished successfully.

< Back \ Finish Cancel

15

FAT 0T DT RS ‘/()’2

70y LTHAT R %MD,

7nYx7 b7 74/ (lep) » LC Expert THENIZH<,
[rm— ,:j X
Analysis Profies: | <no profile> - fz H 2 Ag | [_Hj | Lhe m

D@ M ™ M onMoe . - |Dispaymsteve: 1 - | Ml [V | Anaysis Method: [Deconvolution -1Qlé ?_

Project Peaks Table
RT [min] A _Base lon [m/z] * Files 4 DatabaseMatch  $ Score #| Database Match Reference File %
1 51252 801.6199 Pooled_QC_DDA_01
2 51821  480.4250 Pooled_QC_DDA 02
3 (52102 10116716 Pooled_QC_DDA 01
4 53247 6281934 Pooled_QC_DDA 03
5 53409 6562302 Pooled_QC_DDA 02
6 |59881 10157065 Pooled_QC_DDA 03 Tridodecylmethylammonium 65.88 Pooled_QC_DDA 03
7 60007 9927359 Pooled_QC_DDA_02, Pooled_ Tridodecylmethylammonium 65.88 Pooled_QC_DDA 03
8 60066 9937435 Pooled_QC_DDA 01
9 66765  701.5586 Pooled_QC_DDA 02, Pooled_

10 decyldimethylammoniur| 56.54 Pooled_QC_DDA_01

n Pooled_QC_DDA_02 PC 16:0_20:5 46.80 Pooled_QC_DDA_02
12 |75474 7035740 Pooled_QC_DDA 01, Pooled_

13 75956  744.5553 Pooled_QC_DDA 03 NAGly 26:6/20:4 4021 Pooled_QC_DDA_03
14 76306 9787609 Pooled_QC_DDA 02

15 77386 806.5682 Pooled_QC_DDA_01, Pooled_ 1-Palmitoyl-2-docosahexaen: 69.54 Pooled_QC_DDA_03
16 80444 7825681 Pooled_QC_DDA_01, Pooled_ 2-Oleoyl-1-palmitoyl-sn-glyc: 53.56 Pooled_QC_DDA_02
17 81260 8085830 Pooled_QC_DDA_02 SM(35:1)+H 3463 Pooled_QC_DDA_02
12 R 1089 717 san4 Panlad OC NNA N1

Upidsicp X
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TITarv

R

16 | .cp 7 7 A VOFERZE DM 5,

B F—FR_R—ReyFEEL eV
7 N7 7 AVNTHEERRE(LTE S, &
= > THEEE 8 L&Y 5,

~  Match Structure in Pane

dep 7 7 A MZiE, Ny FRAEOERNEH S E T

RT[min] s 7 At H2TADT T4 A2 b Sl E— 2 {RFEER 2R,
Base lon [m/z] 7 7 AlE, 774 A hEnizE—7 2R ITMH Sz —2 14,
Files 7i21%X, E—2 BRIZT T4 AL FENTZTRTCOT 7 A VOLARINERIND,

AT v T A TT—=F_R=2BRPNEH SNI25E BHSNRP-TehE, INLOFIIERF IR

Database Match (5 —# N—2—%) |, =27 3V R—F L bDTF—FR—Z—FRNKEHE,
Score 7 —F RXR—Aw vy FDAAT,
Database Match Reference File |3, THRbEWT — X X—2A—ER¥RH ST 7 A V2 RET D,

AT v T A TE—7y MR BEEA LSS GEALARVWES, 2 boslizRrsnisn)

#—%4 v b= v F(Target Match)-t'— 7 2> R—F > hD X —4 v MY A EhbbEW~Y Yy FE2 525
RYFRATE =Ty b=y FOwyFAaT,
Target Match Reference File (X, THRbEW¥—7 vy h—EB3BRHINTZT7 7 A V&2 LER— b T 5,

EERBE. RHIhMANY, BREBE. 3R INER, MIHOERLZER, 7—4F_—24, BLOra—F
IDi%, #—4 vy b~y FnbRESH, BIKHRERIZ. ZOFRXF2 AL D [Z—Fy EOWOBRK] 7> a v
IZREHE STV b,

WORTIE, BIRLI2AA VEEA L TT — 2 _R—20—EBENERIND,

RT [min] A| Base lon [m/z] % Files 3 Database Match 3| Score 3| Database Match Reference File $
1 |5.1252 801.6199 Pooled_QC_DDA_01
2 5181 480.4250 Pooled_QC_DDA_02 Match Structure %
3 52102 1011.6716 Pooled_QC_DDA_01
4 53247 628.1934 Pooled_QC_DDA_03
5 53409 656.2302 Pooled_QC_DDA_02
6 59881 1015.7065 Pooled_QC_DDA_03 Tridodecylmethylammonium 65 <
7 6.0007 992.7359 Pooled_QC_DDA _02, Pooled_ Tridodecylmethylammonium 65 g\
8 6.0066 993.7435 Pooled_QC_DDA_01 u}{,! o
9 |6.6765 701.5586 Pooled_QC_DDA_02, Pooled_ J:y;
10 |7.0671 871.7001 Pooled_QC_DDA_01 Didodecyldimethylammoniur 56 ;
(Rl 7.2934 780.5535 Pooled_QC_DDA_02 J_g_r
12 |7.5474 703.5740 Pooled_QC_DDA_01, Pooled_
13 |7.5956 7445553 Pooled_QC_DDA_03 NAGly 26:6/20:4 40 —
14 |7.6306 978.7609 Pooled_QC_DDA_02
15 |7.7386 806.5682 Pooled_QC_DDA 01, Pooled_ 1-Palmitoyl-2-docosahexaen: 69
16 |8.0444 782.5681 Pooled_QC_DDA _01, Pooled_ 2-Oleoyl-1-palmitoyl-sn-glyc: 53
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Tovarv

R

17| B+ _TCoFadr 77 A 00F, A
T T TRIR LT T 7 A VDT ARAF
sEho,

LH N7 7 A VOGFTITIE,
o FEROLEa—ZAREIZTSHITE Y FDlcp 7 7 AL,

o WEINZua~v NI TAT 7 ANOMERLVE2—%FHEICT S, WHIhcra~v N T AT EDIlca” 7 AL,

e CSVELLTZZAR— M DDITBREINI-E—7,
0 Lipids.lcp
"] Pooled_QC_DDA_03.Ica
Eﬂ Pooled_QC_DDA_03_database_search.csv

Eﬂ Pooled_QC_DDA _03_peaks.csv
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