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- AA: 20332320479
1 amst RT. 2.7 RT-27
] AL 33060017 .96 AA 95285219.89
50 AH- 235 AH- 4312
0- - T EE A "I ] T ‘T ] ? -
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- N: 14618 O O SIS S A
= 50 100 150 200 250
§ B miz © 1 332 978 0 2-Hexan
ko @ 2 320 966 0 Sulfisom
% L
2 © 3 314 959 0 Propane
[id 0ET 4zzas smEEl
40 100 = 678.53
20 nEL |. , ]. | | ]. || [
200 400 BOO 800
o miz
1 1] 1 2 3 a 5
RT{min} - -
ez S ALdk> Z%
U 0| 5 B A JoU B 2 R s
sifz =z
FE it £ 13 [ 7 A

47E Samples B g PIEFE—DMFEMIN, AHICH) Peaks  C(UE) 4% WAt il vh R 21 10 T A 1
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* Samples B &
FIH] Samples T A% KEFE—NMRF e AE

Samples - 0 X
B Ace Status = Sample Name Sample Type ‘
W = Az Aa - Aa - 3
> 1 [ <] BuspironeBl  Unknown
2 [*] BuspironeB2  Unknown
3 'e BuspironeB2  Unknown
o Peaks (If) BHE
[F I 487 F Peaks 7 4% A1l Samples T 4 {7 ME— [ i RTG2H 45 1) ISTTAE
Peaks - 0 X
Filter: |-+  ESI Full ms [200.00-800.00] |
g PeakRT S RSI MP EstAmt Library Hit
W Apa - fa Aa v A3 vy Aa v A -
0.82 124 732 0 0.000 Phenomorphan
1.05 274 793 59 0.000 Phosphoramidic acid, phenyl-, diphet
b 163 161 570 4 0.000 Sulfasemizole =

* Sample Chromatogram (fF@mEILE) T
Sample Chromatogram it & 4% 275 T A i I BT AT I o E Peakes T M HH 26 £6 14068 275 A 218

FRide

Sample chromatogram > 0 %
Filter: + o ESI Full ma [200.00-800.00] -
100
£ g
[=
£ &0
2
z a0
& 20
o T T T T T T T T T T T T T T T T T T T
2 4 ] 10 12 14 16 18
RT{min} b
o Peak Details (IEZHYT) BHi&
Peak Details % #% &7~ BTk &
Peak details - I x
100+ “
AT 163
= A AA: 15538608054, 13
£ an] AH: B54538TTE 45
I SN: 146,18
£ ]
2 s0-
£
3]
o
40—
20
e B e o e i e B e e e
-1 0 1 2 3 a 5
RT{min} -
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* Spectrum (FRiZE) Bi%

Spectrum TR SR IS i, LUK TR RS S KOS EOE . 05 Bk R 220 A 2 U
WA L T 5 T R S 7 T A e ) SIZ o i

Spectrum -« I ®
Qual Library *
2100 q
E 2200 156,00
@ 108.00 s s
.% 50 £5.00 R R R 22 i 1]
@
= 41.00 lﬂ{m 140.00 157.00 20500
[ R | | N |
T T T T T T T T T T T T T
S0 100 150 200
miz
Qual Data
35087 -
2100 43255 514.28 596.83
[=
S
.% 50 1B W R S o T
&
o =
200 300 400 500 BO0
miz jud

¢ Library Hits (BE&R) #%
Library Hits 4% {27 BT e 06 (1) S ZEVC RS o R 2% B M e i e i) o — N4 H o

Library hits - 0 x

g2 Rank @ SI RSI MP  Library entry

© = = = 5 -
@ 1 332 978 0 2-Hexanone
@] 2 320 966 0 Succinic anhydride

B 3 314 959 0 Propane, 1-{ethenyloxy)-.

—
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BRimiETT %
MEREESR

FE HARTGL Wonh, NHIFE B HHrd b (T e s R, Tk Ir i e I gk, Loy
HI T2 ity R 0 B B A R T P A (i 1

PUR BRI B s S A

il A%
T 7 A HE Y Ets S %
e T N R
! Compounds
- Apple HCDL 2 1 AppleFragments B
e PosHCD_0 81 d
I .Apple PosHCD._0, 81 0 B[O || Selected MZ RT P 3 LS Flag Compound Name
I @ Apple_PosHCD_4 050 v v - - - - v  fa
I M Apple_PosHCD_4 05 0 y -
I @ Apple_PosHCD_8_1 01 B o u L] B Caffeine !
I M Apple_PosHCD_8_1.02 2 El [ ] [ ] H  Diethylamino
L TT— 2 3 ] ] ] ] ] @  diisobutylphtalate
1 ] [ ] L] [ ] L] [ ] B diisobutylphtalate
2 [ ] [} ] L [ ] B disobutylphtalate
3 | ® ® B disobutylphtalate
Ol —m— »
Chror gram « I X | Spectrum - I x
M+H [ M+Na [ Mk [ M+ Spectrum | @ Isotopes 100% (3 of 4) | ® Fragments (2 of 2) | @ Library (7 matches) |
Apple_PosHCD__0_81_01 diisobutylphtalate
F: FTMS {1,1} +p ESI Full lock ms [100.00-100 .. Apple_PosHCD__0_81_01 # 1197 RT 0.49
RT: 0.49 F: FTMS {1,1} +p ESI Full lock ms [100.00-1000.00]
AR 49922290.67 27916 :
= 195.09 NL: 1.08ET
. AH: 10921681.20 10 - clutylphial
2 2 g ate
¢
£ 2 301.14
15 £ 6
P E
@
2 5 2 579.29
- I 1| O L il Y
0 T 1 T T T T T
92 94 96 LE] 200 400 600 200 1000
RT{min} miz

AU R BR a2 B AT R X L
Samples B 1%

A Samples T R ZEFEHLI ) — NRFE R . HHRIK Compounds T 1 s ik BTtk 54, I
PRACHTIEREdh P A B R AT S

Samples > 1 X
4 Apple HCD1
4 @ Apple_PosHCD_0_81 01
SamplelD: 1
Sample Type:Unknown
Vial Pos: CStk1-01:14
Inj Val: 125

@ Apple_PosHCD__0_81_02

@ Apple_PosHCD_4.05_01

M Apple_PosHCD_4_05_02
Apple_PosHCD_8_1.01

Samples &g T HIARIC R UWT -

© UFEE /ALY e S CEGRB Hg e, LR
SRS L ACE W) LB S OO ER SE AR, Bl A=A
W YRR B DA S RN, MBI

17



Compounds & &

Compounds & & 7= e A i I T A7 $e 2 e, IFhrid A B R ATATAL 54 . Target Screening

Resules  CHBRITIZELTR) b o TSR 7 b 3B RO &4, DLLTT IR B bR AE K 5

R
Compounds > 1 x
2 1 B jiazepines Example Datal
g0 | Selected MZ RT P A LS Flag Compound Name Match Result Name Formula
v v - - - _ _ T -
1 ] [ ] [ ] [ [ ] [ ] [ 2-Hydroxyethylflurazepam  2-Hydroxyethylflurazepam@RT 0.19 C17H14CIFN202
= 2 [} L] L [ L L [ 2-Hydroxyethylflurazepam  2-Hydroxyethyiflurazepam@RT 1.42  C17H14CIFN202
® 3 ] a [ ° 4 2-Hydroxyethylflurazepam  2-Hydroxyethylflurazepam@RT 171 C17H14CIFNZO2
B 4 [} ] ] L | 2-Hydroxyethylflurazepam  2-Hydroxyethyiflurazepam@RT 1.96 C17H14CIFN202
® 5 m ° ™ P ™ ™

[ ] 2-Hydroxyethylflurazepam

2-Hydroxyethyiflurazepam@RT 2.35

C17H14CIFN202

Chromatogram (&iZE]) EHig

HIH] Chromatogram % # 27 BT A5 ) T A N5 W0 i AR {3 14
F ANEIR BRI g R ek R K HAR & . Joft (Il TR Bos A — PR B IR,

R £ A N 2 DO -, BT HER. S I 2

AN

TR R TESR 8 IR B AN T N, T m/z 16 XIC. 4¥cAT 48 fh B N TR B g U, R

J B S B I TRV
Chromatogram « 1 X
M+H | M+Na | M+Na | M+NH4 |

Benzo26473 alpha-Hydroxyalprazolam-D5 NL: 8 11E6 mfz: 3251165 -
F: FTMS {0,0} + p ESI Full ms [250.00-370.00]

RT: 2.60
AA 3042025991
AH: 8098519 36
100 i
50
226 235 241 246 287 292
0=y T I T T T T (RN |
23 24 25 26 2.7 28 29

RT{min)
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Spectrum & 1%

FIH Spectrum %% 7~ Chromatogram it N BT IN-&4 1 Uik Bl [RIAL 3 W FIEERS R A5 6
Spectrum T A% HUB R vk R 2 IR AR A bR HE . BRIA S TR SRR I A .

Spectrum TR AT RENPTELRE b / AL A 1 WAL E IR AUE Bt Cr A -

o RiEE

B FE Spectrum TUIAM G HET 2 (NL) FULAY  AFREE . FBRTTH, W5
PSS SO 5 R R TR 7 0, R P 7 75 5 18 L

Spectrum « 3 X
' Spectrum | @ Isotopes 100% (3 of 4) | ® Fragments (2 of 2) | ® Library (7 matches) |
Apple_PosHCD__0_81_01 #: 1197 RT: 9.49

F: FTMS {1,1} +p ESI Full lock ms [100.00-1000.00]

100~ 195.09 27916 NL: 1.09E7
1 diisobutylphtal
ate

> 807

2 "]

2 a0 301.14

= 4

€

Z 40

= ]

€

= 37.11 b

7 J 21011 30128 | 58130 73255
1} AN - |'“ T T T | ARAR ALY T T
200 400 600 800 1000
mfz
s FEMuE

R G 3 7 3 p o U BME R 2 280, Tsotopes (A7 38D TUIRI R R FIPL R A4 e Ky TR
I BN — M S AFAE AL 3R A UL HE 8 20 B0 20 LE s 20 T4 5 AU 5 B 11 70 B

A AL ZR U SRS AN T P ) A 38 18 1o A T 35 ) iy T 7 3R 20 1 BILR AT O 5 L PR 4 2 5
FEMZE oL, WX FRIE AR PR o 35 A7 ZR UK /e WA I o/ TUYMELZ 18] (0 22 /1N T
Eizvsi - O PR IREATTENA ST IV &1 B

IFil 37 2% X L8] my/z

Spectrum - 0 x
Spectrum | ® Isotopes 100% (4 of 6) | @ Fragments (2 of 2) | @ Library (7 matches)
(@ Allisotopes ] Scan #: 388-393 RT: 5.58-5.65 AV: 6
Benzo26473
| ® Multi-Isotopes F: FTMS {0,0} + p ESI Full ms [250.00-370.00}
*1
(@#1:33011645 || ey - 333.08
1 331.23
| #2:33111353 | . | ?92 ,, -5
: 205 _ 2 | | o =
(®#3331110 | 1129 33006 EEE A
(®#4:33211350 | #1
589 |
(W #5:33212306 | E
(®#5:33311686 | 507 ) i
3 #.- [ #
0 g - o
T . iy and T I T
330 331 332 333
mfz
I ] Ty 4]
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s #h
Fragments (R ) U] 73 75 326 U5 425 Fh A 2 IO Bme K o A ZAE ARG 128 P o SURYE Y

Spectrum - 1 x
| Spectrun| @ Isotopes 100% (3 of 4) | ® Fragments (2 of 4) | @ Library (7 matches) |
[' All Fragments ] Minimum # of fragments needed: 1
blank # 2184 RT: 6.09
(®@#1:15997249 | F: FTMS = p ESI d Full ms2 249.02@hcd35.00 [50.00-275.00]
(@#2:18202203 | 3 ! 2,
(mem3206009 | g ppad
(m 2416097015 | E l
= 0 Aol [ Iy o ' L
@ i
g 3 1 # #2"
= : :
5 0E4S 1 1
3 | #4 1
4#3 I — 1
-1 1 1
0 T T T T T T T T T T
140 150 160 170 180
miz
o B

Library () JFEGUHN WoRVCRCHI R BTG & G FISEBe Bk CRE) o R R ILACA 3
fR 73 B0 73 B 20 T4 B, DAV s A S ML S D A7 AE

I IR Y DAy DG 8 2 5 Pl R 0 i 3% 1] v ) i g I A7 100% 58, JRE UGS IR %6 4% H 44
Mg R ER (NL) {EHERERFA N,

Spectrum - 0 X
| Spectrum | @ I[sotopes 100% (3 of 4) | @ Fragments (2 of 2) | @ Library (7 matches)

& #1: Phthalic_acid_bis-i
(M #2: Phthalic_acid_bis-|
[ #3: Oxadixyl 55

| M #4: Sulfamethazine 23
(M #5: Sulfadimidin 22

| M #5: Fenthion 10

| M #7: Sulfisomidin 10

#1: Phthalic_acid_bis-iso-butyl_ester C16H2204 Score: 87 Rank: 1 of 7

100 149.0154
el
L i I T T T T T ]
200 400 600 800 1000
1nuj| |.
o
-mnj
1“'? ‘ 149.0154
| T T T T T T T ]
200 400 600 800 1000
mfz
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HEMLE 1 Analysis BRI Report View CRAEPLED o, 0] DU R SRR A B FTEHL A 00 35 . 027 fi
PO EE R RE 1O AT 2 2 AR B V(5B
% FHEFTTF Report View
Fti 3T E S (1) Report View
M Report View H1 A LAAE 4 15 BAE et 4 2 o
Report View - Batch_A

Meode: @ View Only () Generate Only
Select a report: -

Report View

5 L rma-

* ViewOnly ({R&EH) : Wbk, FEMEAL S Y Ik & 2884 1) PDF Ak Microsofe™
Excel™ W PR R . S0 < Al 7.
= s, TRATE T Standard  (BR7HE) R FBLAIHRAE
— X T HbRTEERR, n AT T 4T Standard 1 Target Screening  ( HARTRE ) it 2RI (1)
s =N

— WIRAEA K Custom  CHE L) Fl ToxID G R J5, A et fiX sl .
Report View GUHI 7 LA Horpr— R o5 4 g =X
— {RA74 PDF SCAFHIFRHER &
— XLSM ##% 3T A 58 SR
— D474 PDF SCAF Y H ARG I
. G/eln;;?&e*Only CIRERD = AT i QU pr A 45 € M Az X 2085 23 70 L
< HERIHT Report View
WRBEM T HA, i New Data Available - Refresh (FTEERATA - RIFD -

Mew data available - Refresh

BEIRE U View Only Fr0 55 HrA T B AORREIL 15 AL D/ B i Sk H AR e . 71 2k
WS Z R, NHFERFAE View Only #5581 % b BoRi%30 1
& BHEEERE
1. X&' View Only £
2. 4TJF Select a Report  CGEEFEARE ) FIK W r T CURC & R A 281 .

Select a report:  Batch Report -

Report Name Requires

= Batch Report Standard
& & .
Batch Report Revl Standard

Blank Report Standard Sample
- Filter Reports

Batch Report |

[C] Only show automated batch reports
Standard reports Custom reports Tox ID reports Target Screening reports

IX e [ T N RSP Configuration  (BLED A ) Displayed Reports ( 2275 ) ik

Tji o
CRIIE) A ZONR Y, R SIbe . NRE A8 7 BERFT T AZA A Report View I #R £
FEZAE U o

CAIe) A EFIALURE, WL UEi%sIR . 2 Fileer Repores (R 110
CAIE) w L FEd JEE AR T AL &
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= 1. Filter Reports  (RLJER 7)) 330

pri20] ZR
Only Show Automated SRR i A 208 Batch View ) Automated Batch Reports
Batch Reports (X7 CHBEAAR YD X IEFaE g s
LR )
Standard Reports 57K Standard 5 HAL,
SRS S=D)
Custom Reports 7R Custom FRAEFEM . EIRE LW R, LIEEFH Custom R .
CHE XD
ToxID Reports R ToxID 28 . fERE AT, TEIEEFE ToxID #ih .
(ToxID &)
Target Screening Reports 7R Target Screening 4 1528874 .
CHAxTfiE i )
3. ki & A K
A FNFR K o

o CUPTIER T A HEDOKPARE I, S REPAE Report View TR 7541 15 o
A PTEAR TS ELAERE AL SO0 N AT AR S I, RSN SO RERURE S 7
SRR AT ERAE

Select areport: Blank Report - Sample file: - I

o YPTIER A AHE NG A YR N TS I, IR MG A SRR
WEY o BATHRAE

Select a report: Compound Calibration Report »  Compound: - I

o CAPTREAR A AR REAS PR S RURE it R BRSO RO T I, A R I 3PN S
PERE Y. ERESY 07 S ERE A I ) 7 o AT HRAE

Select a report: Confirmation Samp]ef“e: - cOmpound: - I

* BERE—ITHER
L. 17T Sample File CFES TR F13E SRtk R RIFT A FE

Sample Mame Sample ID Sample Type
Unknownal 1 Unknown
Unknownf2 1 Unknown

Filter Samples

[T] Only show samples relevant to the selected report.

FAL G RPTIEIR S HIFE S, & Only Show Samples Relevant... ({RBRHEXIESR ...) KIELHE.
filtur, #¥1k+E Check Standard Report  CBT#EFEARE ), WIFE i 41 R AL 7 Chk Sed £
R AURR R FE AT HEY o N HIRE P AEH] P BT TR ¥ Report View I #HORFF 1ZHE S
J¥ o

2. Xk FE A4 R o
FER AR K . Report View UL [T W 7~ B il KP4 5 o
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E RS

HEREUSY

. 3T Compound F1I3& 7= Ff bty v T AT 4 5 M0 1K) 44 ROROR B R TR)

RT Compound MName

All Compounds
314 Propanenitrile
315 Pyrazinamide

- B A Y5 All Compounds  (FRELEHD -

WAEMFNFR I Report View LA E R LA PR HR o

AEIEEERILESY
. T 7F Sample File #1J5 B 7=t I B i o
Sample Mame Sample ID Sample Type
UnknownAl 1 Unknown
UnknownA2 1 Unknown

Filter Samples

[T] Only show samples relevant to the selected report.

- AR RS A TR R S PR, 2 Only Show Samples Relevant... 5 EHE .

filhn, #71%+¢ Check Standard Report, A 511 AN 7~ Chk Sed F o

ALK, m s bR NIRRT RERAT T ALK Repore View I # R 1%HES1
MY o

- AR AR

P IR ICH o

. FTJT Compound F1I3 ¥ ity Hh B A3 46 £ W0 ) 44 FRRT £ B IS 1] o

RT Compound Name

All Compounds

314 Propanenitrile

315 Pyrazinamide

- AEEREAMEA P EC All Compounds.

WAEMINL KM Report View UL T 7< FTEFE b AL S MU HIAL S04

FIH Generate Only FPEQIEFE KP4 o TEEATH View Only FrPELEH S A2 BT AT A H w Xk
HPRIRIE Y o 290 Local Method  (ASHB v ) AW B H ) 7774 8% Data Review #1L B HP AW A HH o
I, WAZREE AR R A X H AR IR S DA R X L T R RUR .

<%
1.
2.

FEEERSE
% Generate Only ET
FIIT Select a Report 513 7w o] HI IR 5

Select areport: Target Screening Leng Report -

Report Name Requires

2 5 Target Screening Long Report
Alternate BatchReport Custom
ITarget Screel | - -
Target Screening Summary Report Target Screeni | Sample
Filter Reports

[T] Only show automated batch reports

Standard reports Custom reports Tox ID reports Target Screening reports

I R AE S 2 TP A B s CRC B AORE R AR T o oIk MR 1T 2B Bt IO 846 S 7K AR
=

= o

H RS, LSRR,

A B A B R AR AR TP R S 28, 7E Filter Repores X8 b i 4R 15 1 I s e UK T

N
47 % Filter Reports EIIHFHIA, Z:5 75 22 U0 1 “Filter Reports (LU ) LI 7,
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4. AR E B K -
WA FIRICH .
o CAPTEAR T A HEUICFAR I, NIRRT FAE Report View JUH] 7R 1 o
I Vit - N A AT S A = SIDPIVAS I VA 1S P AP B i S T L

Select a report:  Blank Report - Sample file: - I

& BEIREHER
1. 47T Sample File 413 o=tk H I AR b

Select  Sample Name SampleID Sample Type
[ | UnknownA2 1 Unknown
[ |UnknownA3 1 Unknown
[ |UnknownAS 1 Unknown

Filter Samples

[T Only show samples relevant to the selected report.

2. A EA W RPTIEIRE HFE S, & Only Show Samples Relevant... 5 EHE .
filhn, #71%+¢ Check Standard Report, A 511 AN 7R Chk Sed £ o

A LR, A bRe NIRRT RERAT T Repore View I # R 1% HE51
Y o

3. 3 RN B B LR S A ) S AE
4. 157k Generate (4ERX) -
Report Selection Confirmation (R 5 IZEFEMAIN) X THHEF] IF.

Report Selection Confirmation (==
You have selected the following report for generation: Target Screening Long Report

Sample Name Sample ID Sample Type

What action would you like to perform?
[ Print to default printer Generate PDF Generate XL5M Generate XML

| Cancel | [ Continue |

5. {F What Action Would You Like to Perform? (AT HIHEAE) Xk, AR TAIE KR &8,
A8 N A kR R Al XTI T Y

FEEHIR KA. Report View UL IHIAE I Bon i i A PR & o
6. Ml Continue (4R4E) .
I R 34 TS A b A R i A BA A

Real time status
Acquisiticn  Instrument Devices m_

Acquisition Queue - Empty (Ready)
Processing Queue - Empty (Ready)
= Reporting Queue - 1 batch (Ready)
=] Wﬁ Batch_Alprazolam - 2 samples
o UnknownA2 - Reporting
[J# UnknownA3 - Pending

AL Batch View 5 Acquisition Mode CREMER) PARGZIRE N, NHRE X & N st
mEk, LAS GRS AT X 55 .
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AhIR R

FIH Report View UL EEIFR KA S . FTEIECR HHR
o W LAEE A Standard Fl Target Screening ¢ AL f¥) PDF SCAF4R 5 o
. 1%]';:@?:‘ ﬂ(jenerate XLSM - (A2 XLSMD L3I, 7] LA AL Custom R A AL Excel %8 M T
RS
& HETEMRES BIRIFERSE
1. M\ Select a Report #1538 1 IEFEEF] B 4R 5
2. (AE) M Sample File 1R ik £E— b
I HFEFAE Report View ULIH I /-4 5
3. Hiifi Print Report (F¥TEDIRE) Ebs, 5.
BT s ERAFT ERLIA Prine CFTERD) XHEHEST IF.
4. WAEAT EDHLA)— RRE AT ED
R 1) R K A Sl e DL B S i 5 4Rk i R .

< REFHRERSE
1. M\ Select a Report #1538 1 IEFEEF] B 4R 5
2. (A[E) M Sample File 1R ik £— 0
N R Report View PN TR i S
. Hiifi Export Report (SHIRE) #il, £ .
. {E Export Report X 1 HE 1 4k B HE A 5 AR & SO ) Sk
- N AR SO SO A
. M Save as Type (FiA7 W2RAL) FIR Pkt — /2R AL,

Save as type: | PDF (*.pdf) -

A\ N A W

Character Separated Values (C5V) (".csv)
Microsoft Excel (97-2003) (*.xls)

Microsoft Excel (97-2003) Data-Only (*.xls)
Microsoft Excel Workbook Data-Only (*.xlsx)
Microsoft Ward (97-2003) (*.doc)

Microsoft Word (97-2003] - Editable (*.rif)
Rich Text Format (RTF) (*.rtf)

HML (*xeml)

7. mii Save (IRTE) ©
TraceFinder I JHFE PR ST ORAT A 8 2 SCAF R B IFRE 41 5 SCPF 5 N Fi 0 S0
& BEREYE
1. M Select a Report #1|3& HHik£— Rk o
2. sil7 Find Text (BIRXAE) Kbs, # .
3. {£ Find Text X IRHEPHIASCA, 85 Hiili Find Next (B T—1) .
TraceFinder I FH 27 FH 41 (UHE ] HE A R 45 AL .
Sample ID

&PHO01
APHOO02

L PHO03

& BERRBEXE
1. M Select a Report #1|3& HHik£— 4R o
2. Hiifi Zoom (48D Kbr, @~ , SRJGIEFEAILLH].
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EILE

FIH Active View GEBIFLED TUH A F S HREAE R 2 B8 . Active View Boni A bR 1045 B
HIEE o IR LRSS T-HER B 5 T 57 rb e SCRIRRUE 2 0] 1R B

Report View - Batch_2
Mode: @ View Only () Generate Only
Select areport: =
Calibration Curve Report -

Report View m

Total Rows :4 Showing: All Compounds
—
Status  Compound Compound Type  QAQCFlags Manual Flags  Curve Type  Average RF Average A0 Al A2 RSquared RSD
» METOLACHLO... | Target Compound
% | DIFENOXURON... | Target Compound
§ CHLOROXURQ... |Target Compound
¥ Benzenaming, ... | Target Compound
T— gn BR
410 [ »)
B h MS-Data
'EIDO 305.09
k-
.% 50 21108
RT: 2.15 k T AT
AA 42184577508 13510 167.01 279.09 | 313.08 37210 49038 58718 © T 64115 72204 s21.32
AH: BOT4542 69 f iy ¥ T P t T SR S T T
=N 11801 65 100 200 300 400 500 600 700 800
2:‘HJD miz
1 80
F
i 0]
& 5 MS-Reference
Z10o b
20 g
£
o -,% - 311.08
30 3.2 34 5 — —
RT{min} .2 5 135.10 167.01 279.059 § 313.08 37210 49038  5ET.1E L 64115 T32.04 82192
myz 309.09 1(IJD ' 2(|)D ' 3(IJD ' 4(|)D ' S(IJD ' 600 ' 700 ' S(IJD
Apex RT: 315 A me
Area: 421849729 -

FEAEFT AR5 SCRF Active View DhRE. #57 ZE A G WMBLEHR 15 SCRF Active View, T [ TraceFinder /1T
AR 6 AT HTREL 7,
< BEERR Active View T1[H
ST Active View &I .
Active View U . 7n BRI 2 AP AT QAQC Hi iR
& RERTHRE
1. M Select a Report B 2% TP R T 2,
INRAE R R TR G R 5 2R 1
2. (AR R4S A SAEANRE RO S (AT 445, I RE B —NRE i SO A

Mode: @ View Only

() Generate Only
Selectareport:  Blank Report - Sample file:  UnknownAl - |

< ZEEFA Showing IiRiFATEETRTHLED
st Showing (7)) VI LA B R T AL & sk AR s biid b Al it QAQC ML &4

Flagged Cempounds Only l

Showing: All Compounds Showing:
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K 77%

7E Analysis B30 Local Method (A 538) #REIH, A AN GwiE v AL EI A, sigmis 35
V25, RIE VLBt A AR AR . May i A SRR VAR AS . g VA
S ETEF S
< EZ$TH Local Method 1 [E
A7 T Analysis ‘51 % 1% ) Local Method.
Local Method ¥ General CHEHL) T T M Local Method # B H, nI 4488 55 1) 2 51k
S FER 7 5 WA BT VR S HL
P A 714 44 N BatchName_MasterMethodName.
1. —/NERJ77ER Local Method View

Local Method View - Batch_2 Method_Vitaminl

» Batch View Master method: Method Vitaminl

® Data Review Lab name: Default Laboratory 1

Assay type: Assay name

Injection volume: 1000.00 E

_— 2
¥ Local Method > Mass Precision: E
Ion range calc method: ’Manuai v]

Report View

General )
Compounds
Instrument method: |Instrumenﬂ v| l Edit ] l Update l
QAQC
Tune/Breakdown method: |Instrument‘l. v| l Edit ] l Update l
Groups
Reports Qualitative peak processing template: ’Defauh v]
Background subtraction range option: ’Nom‘: v]

Mumber of scans to subtract:

Stepoff value:

Mass Tolerance: 500-05 @ MMU ) PPM Apply

-
4w

2. — Mk I3 Local Method View

Local Method View - Batch 4 Method_Screening

P Batch View Master method: Method Screening

P Data Review Lab name: Default Laboratory

Assay type:  Assay name

Report View
pe Injection volume: 1.00 E

¥ Local Method > Mass Precision:

General ) -

Instrument method: |In5trument‘|. v| l Edit l ’ Update
Screening
Peak Detection Mass Tolerance: 500-05 @ MMU D) PPM Apply

Library Search Type INIST V]

[ Show not found compounds
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1. AR A b 532 BT A PR ] B8 05
W2 KRG TTERN UL, 20 TraceFinder /117 F ] “Using the Method Development Mode
EHTVETE R By

2. & File (L) >Save (RTE) »

3. AT FH 2 G B0 1) A 5 VR AL B BB i FT R 5 7R 142 Batch View A& A HEIK

< FHELl Batch View R E A B ERMA X
7t Batch View ', xiili Update.

Local Method: | Method_Vitaminl - |

I FRE e AR ] 44 PR 0 207 VAR e AT 10 vl DU X — Rk DA 07 VA o L o 1 12
D3R A S 0 VA s AN ik

[RIEFEE  RIHGISRASE, S AT Acquisition CRAE) AR T BOAE 25 FI MR RS A RE R o

R (CUAEN TR Configuration B 0% Quick Acquisition  (PRIERER) Rpiki, XA
A TTH

* BEBITRERE
1. NEFRHAEPE Go (GBETT) > Quick Acquire Sample (REFZEHm) -
Quick Acquisition STIGHEFT TT o

Quick Acquisition @
Instrument method: [ v]
Raw filaname:
Path; C:\Xcalibur'\ (=]
Sample comment:
@ Manual injection ) Use autosampler
1
1
oK | [ Cancel

2. WP AT
R MR EAR SO o AN raw UGS
3. 0P TEEAR, DUNE A A B S ON CRAR S UG HE ST 1 ST e
4. EPET- BB EE B HERE A IR T
o HEHRE TEhuERE, PATEL N R4
i. 1" Manual Injection (FEhiff#E) LI,
ii. sl OK
N FH R A i 258 42 Acquisition 7471
o HEPAT BENBERESRUERE, PATEL N AR
i. 1% Use Autosampler (GRFAB#hiHESR) i,
ii. 7F Vial Position (Ff SR E D HE I AAE SO
iii. /& Injection Volume HE 5 N BEFE AR o
FOVFI /N EFEAARUY 0.1 pL s SRR SR HERE
PAFA 5000 pL.
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iv. i OK.
Quick Acquisition X 1HHEF] IT o

Quick Acquisition
User name:
Acquisibon
Device Name lUze Start Device
Accels AS I:‘
Start when ready Pricrity
Potan e st
| ok | | canca |

v. (F[IL) & Start Device (RBNZE) HMLHER Rz 2 il 5 AL 1A -

M F SRS .

vi. (W[3E) 1 Start When Ready CGESRFRERBFN) LEHNE, F57R M HFEPAE T U

w R AR 8.

FVRGALT, WH £ O R BT R (LA A

vii. (AL %] Priority (HRFEZR) SLLHE, 7EHIRANE MG L HBCE R

viii. (W) #%4% Post-run System State (IZATJGAUAPIRA) {H: Unknown (FRHED) . On
(FHLD (BRI . Off (XHL) 5iF Standby (fF#HL) .

IO PR PP AE R AR S i BORE it R F R GE B B N 2R A -

ix. 7 OK.
I FH R A i 2 A8 42 Acquisition J7471

A

Acquisition K4

Acquisition Mode {82 f5 5

Active View 7531115

Add Auto Sample 7511 H S FE 5

Add New Auto Sample 5137 [ 80 FE 5
Add Reference Sample ] &%k
Add Sample 75 INFE i

All Compounds fT {54

Analysis 4347

Appended to the End of the List [f} 115|513 &
Auto Samples H 3/

Automated Batch Reports [ it /i &

Batch Itk
Batch View L1 &
Blank =% [1F}:

Breakdown Zf# =)

Browse ¥

Browse in Raw File 3" J5i 4634

c

Calibration Levels 1% 17K~}
Calibrator/Cal Std 15 1EFrff
Check Standard Report J5i 4% k4R 15
Chk Std i FF

Chromatogram {73} %]
Comparative View LLHH K
Compound Details 1. &40
Compound Results 1t 7445 5
Compounds/Compound 1t &%)
Configuration it &

Confirming lons i\ & 1
Continue #k4:

Conversion Factor %% &%k
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Create {4

Create New Batch A1 &5tk

Custom H7E X

Custom Reports [ 5 3R 75

D

Data Review i &%
Dil Factor F#7iF¢IA 1

Displayed Reports . /<475

E
Export Report 5 it 5
F

File CfF
Filename 1444
Filter Reports il &3 7

Inserted at the Selected Row i A\ 3| Tk 4T
Intelligent Sequencing 7 fE Y
lon Overlay & 1 EH &

L

LCS LIt = 42 il b i
LCSD Sz s 2 il H A A ol
Level 7K1

Library %

Library Hits JZE45 %

Local Method 7M1 /5 ik

Manual Injection - iEFE
Matrix Blank )5 %% [
MDL 5 240 H B

Method 777k

Find Next 4k F—4
Find Text 7k A
Fragments 7% /7

Method Development J7 77T %
Method Val /575 0E

MS JET b

G MSD L SNy i AL

General 1 N
Generate )i

Generate Only /421
Generate XLSM =% XLSM

Negative [
New 5%
New Data Available - Refresh %5 nl ] - g

Go izfT No Confirming lons are Enabled 717 /i HI#ii\ &
Group(s) 41 ¥
H No Data ¢35 %4

Not Available A~1] [

Hydrolysis 7K/ Number of Injections 3+ /K%L

0
Import S A off b
Import Samples 5 A\ Ff i, OK i
Imported Samples Will Be 5 A Kf oKtk On L
Inj Vol/Injection Volume ilif¥ 4! Only Show Automated Batch Reports 1Y & 71 [ %))
Insert Copy Sample i A\ & Hil#E b IRV €I e

Insert Sample i \Ff i
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Only Show Samples Relevant... 1\ &7~ A

T

Open 17t

Open Chromatograph Reference Sample ] Ff- (i

SRR
P

Peak Details U447

Peaks U

Position 17 &

Post-run System State iZ17 /5 28R4
Print $]E])

Print Report F] E 4%

Priority 52

Q

QC ikt

QC Standard Report Jii = FEH

QC Std it

Qual Processing & 7 4b B

Quality Control Report JFi #4115
Quan i &

Quick Acquire Sample i RAEFE N
Quick Acquisition 13 RA4E

Reference Sample =% #f i,

Reinject This Sample = #iit ke

Sample(s) i

Save fRf7

Save as Type 717 457
Screening f7iik

Select a Report %417 15

Showing &7

Solvent 7

Specimen Z HFF
Spectra/Spectrum il 5]
Standard 5

Standard Reports ArifEdi 2
Standby £5#1

Start Device )iz %

Start When Ready #2515t 45 1N A 5
Status R3S

Std Bracket Fx {5 57

Submit Batch #2574tk

Submit Options /247217

Submit Selected Samples /247 Fr LA i

T

Target Screening | 45 f7iik

Target Screening Reports [ 45 i i 42 1
Target Screening Results [ 75 7i% 45 5
Threshold Samples [ {EAF /i

ToxID Reports ToxID i

TraceFinder User Guide TraceFinder i /7 Tt
Remove Selected Samples F% 5k BTk £ i

Report Selection Confirmation 75 &AL
Report View 2 #1 &]

S

Sample Chromatogram + % {03 %]
Sample File #5304

Sample Import Tool %3 A T H
Sample Peaks F¥ 0%

Sample Results FF /i 45 3

Sample Type A% §h27H

Tune 4%
Tune/Breakdown i / 2%

Type 271

U

Unextracted A 32

Unknown FRENFE / AR %1

Update 5t

Use Autosampler X H gt AE2s
Using the Analysis Mode i [{] /> #7 4% 2(
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Using the Method Development Mode 1 /1] /5T
Rt

vV

Vial Position #¥ 5ol &
View Only X &5 &

W

What Action Would You Like to Perform 752147
R

Z
Zoom il

ﬁ*l]_( TraceFinder Fil Xcalibur #& Thermo Fisher Scientific Inc. 7& 3% [E 1) B AR A3 M i 4
Excel #l Microsoft /& Microsoft Corporation {13 [ R & [ 28 (HBIX) [R3 M s A
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