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4 GC-Analyzer Demo - [Sample]
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4 GC-Analyzer Demo - [Sample] = a X
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4 GC-Analyzer Demo - [Sample]
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[4] GC-Analyzer Dema - [Sample] = a X
File Edit PreProcessing Settings Alignment PeakPicking Differential Analysis  Analyze Identification RTIndexing  TargetLibrary Search  Plots  FIDProcessing  Specials  Options  Help

- - "= —
B@ HE Bx@c| smox Ao HAks LifladnaEaT @ EREY
e o kil L e ()
GC-Analyzer V462 R17A .
I A Sample: Sample
I &) auicksettings I‘ I {25 Time settings
I /\ Load Target/Reference (-] 1
I a; Align Sample/Target 1
I "1 A Run Pezk Picking 1
B o ]
Clustering/Deconvoluti Rt ne e T8 60 20| | Select m
I M icrine/ozconcktion 1 107 Total [on Gurrent: Sample o ° e | (sdeaine
@
35
P 7412
Run Full Analysis
| 3]
I Run Igentification 1 a5
P
(O smeatn S/ Theesheld 3
Table Sortine: e
Omz  (O)Time () Aafteight () Ratio
Deccny. Flot Type. ME +EC EIC Only
05
[ Mormalizs len Traces
0 %
iew Differential cns Only T T T T T T T
74 741 142 143 744 745 748
Add Faw b Time (min.)
1
|2 |
=
=
|5 |
| 6 |
7 |
| 8 |
2 |
10
L |
12
13
ces Wamings Fizport

E—OMRDEcN. FE—DDEFTINAAZDE—INRRENFT,

10



AR MILDEIBE Filgens

biosciences & nanosciences

4] GC-Analyzer Demo - [Sample] = a X
File Edit PreProcessing Settngs  Alignment Peak Picking  Differential Analysic  Analyze Identification RTIndexing TargetLibrary Search  Plote  FIDProcessing  Specials  Options  Help

=& D % ﬁ 2 @ 3 e YRS x;f’i B, {ﬂy % A ﬁ 3 LJ: JLILZ:?IT\ZI?‘,\ .@ 4 m- a T 3 cé) @@@@ Calculate Area TIC and/or the Ratio between Sample/Target
Create Correlation Purity Plot plus Info for Twe lons
Nol  Apply a Simple TIC Purity Check using Correlation san [0 O
100 4 Label Peaks in TIC for PCA Purity Analysis (Based on Area Limit after Deconv.) e
50| Run PCA Purity Check on Labeled or Selected Peaks in TIC
I _/k fSanpi e 1 80 Run PCA Auto Purity Check on all Entries in Deconvoluted Table
70 Find Most Selective lons in Mixture Peak using Borgen Search
1 & o Il& 1 w0 Find Most Selective lons in Mixture Pesk using IKSFA
Find Most Selective lons in Mixture Peak using PCA
50 -
I /\ oaciareatiReleacelb 1 wd Multi Component Deconvolution - MLR Regression, ALS & Curve Fitting
Two Component Deconvolution - ALS Curve Resolution
AlignSample/Target 30+
Mark Closely Eluting Peaks in Table
20+
I Re . 1 N Mark Clusters of 3 or More Peaks
! Mark Peak Neighbors with High/Low Intensity Ratio
o —
I ﬂ¢ e 1 T | Mark Complex FID/MS Peak in TIC Plot | T
= 0 I Create and View Warnings Report o1 e
I ﬂ’ i Clustering/Deconvolution 1 ) Mark Peaks from Second Result Table R Oms Qe iz (5w | satm
. 10
X Mark Location in TIC as Reminder A
35 Clear Remarks from Table
1412
Run Full Analysis 1 Clear All Markers from Plot
ad
Export Displayed Spectrumin JSON Format
Runldemification 1 a5
24
D Smosth S/ Threshald 3
Table Sortine: 5
Omz  (OTme O Aesiiight () Ratio
Deconw. Flot Type ME +EC EIC Only
05—
[ Mormalize lon Traces
o0 %
“Wew Differentiel lons Only T T T T T T
74 741 742 743 744 745 748
At Fam S Time (min.)
1
2]
L3
Ls |
s
[ 6]
L7
[ 8]
[
10
L |
12
13
=3 Wamings Fepert

/|

Multi Component Deconvolution Z&RUE T,

11



AND LB
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4 GC-Analyzer Demo - [Samplel
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Find Most Selective lons in Mixture Peak using Borgen Search 0
L]
Find Most Selective lons in Mixture Peak using IKSFA b 3
.
Find Most Selective lons in Mixture Peak using PCA 5 e
B 4
Multi Component Deconvolution - MLR Regressicn, ALS & Curve Fitting o
Two Component Deconvolution - ALS Curve Resolution i -
Mark Closely Eluting Peaks in Table
Mark Clusters of 3 or More Peaks ]
Mark Peak Neighbors with High/Low Intensity Ratio 4
Mark Complex FID/MS Peak in TIC Plot | |
Create and View Warnings Report 2 “
B Mark Peaks from Second Result Table Rt o (OEe miz A select e
10"
‘Y ww . w Mark Location in TIC as Reminder o
E Clear Remarks from Table
Clear All Markers from Plot
-
Export Displayed Spectrum in JSOM Format
T T T T T T
z 4 6 ] 10 12 i
Deconvoluted Results: 220
Peak RT/RTI Model lon | 1D Name Match SumArea | SumArea% | Rel.Quant | FWHH | S/NRatio Ratio Remarks
1 1 215687343 39 0 0 2202 0.0071 0 20 4.2000 1.7200 a
2 2 24397/358 59 0 0 75859 0.2454 0 13 4234000 1.5600 '
3 3 26410/369 87 0 0 12877 0.0417 0 14 125.7000 1.6700
4 4 3.0657/391 42 0 0 2759 0.0089 0 7 14.2000 8.4400
5 5 334977408 102 0 0 873 0.0028 0 12 12,1000 1.4400
5 & 33588406 -5 0 0 1028 0.0033 0 13 21.4000 24500
7 7 343447410 93 0 0 10420 0.0337 0 13 2127000 1.3700
8 8§ 373477425 93 0 0 5886 0.0190 0 13 120 1.4100
9 9 378537428 9 0 0 37731 0.1221 0 14 6936000 1.2700
10 10 2.8155/429 59 0 0 8667 0.0280 0 13 304 1.7000
n 11 3.8497/431 93 0 0 12582 0.0407 0 13 173.1000 1.8200
12 12 3.8871/433 &7 0 0 3573 0.0118 0 13 48.8000 16800
13 13 3.8443/436 56 0 0 43887 0.1418 0 13 403.3000 1.7500 -
Tarmset: C¥sersMKENAG A-PC¥Des kiopTiffSamples — JH —¥ECADAT A¥Tarpet mat ‘Wamnings Feport
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— o
File Edit PreProcessing Settings Alignment Peak Picking Differential Analysis  Analyze Identification  RTIndexing TargetLibrary Search  Plots  FID Processing  Specials  Options  Help
e ==} 3 b, - A T
s HE oEBEL@C smoeXTaO #AARY Wl A4 aEET @9 NG
P66: Selective lon Plot, m/z 43 45 sen I 10T O
T T T T T T T T T &
~100
50
I A Sample: Sample il
—0
I (@) Quicksettings I‘ I {8 Time settings I‘
60
A — [ | s
4] GC/MS Impurity Table - o % |40
. . — a0
I GC/WMS Impurity Table Overview: 1
—20
I T —— e
I Peak No RT1 % Area % Height | Res. Variance | ImPurity Level | CC-Shift Sel. lon 1 Sel.lon2 | NP1 | NP2 | NP3 | Match Remarks — ———— ®
= I | I 1 1
58559 17356 40296 01630 66.8700 1 43 45 () ]
H 8 8 C 59 595 8 605 X
Rt M (D ES miz [ % Select mfz
I Total lon Current; Sample / Target o = i i
. Vis i A3 Vi Vio Vi .
sas8
Table Filtering: EIC Plotting Options: ™
) — T T T T T T
Fes. Var, Threshcld o 4 e Al [Jovetsy e @ homelize Fict lon Traces Fon BT 15 ohs o oo . o0 N
ImPurity Thrasheld % 0 ewImpure opy Table to Excel Exit
- Whx O Shift (Scans) s ﬂ
e e - - - T ——————— R T Remarks
1 1 215661343 ) 0 0 2202 0.0071 0 20 42000 1.7200 a
2 2 24397/358 59 ) 0 75889 0.2454 0 13 4234000 1.5800 '
3 3 25410/369 67 0 0 12877 0.0417 0 14 1257000 16700
4 4 3.0657/391 4 0 0 2159 0.0083 0 17 142000 94400
5 5 3.3497/405 102 0 0 873 0.0028 0 12 19.1000 1.4400
6 6 335991408 5] 0 0 1028 0.0033 0 13 21.4000 24500
7 7 343441410 2 0 0 10420 0.0337 0 13 2127000 1.3700
B & 37MTI425 <) 0 0 5888 0.0190 0 13 120 1.4100
3 5 378537428 53 0 0 3T 04221 0 14 698.6000 12700
10 10 3.8155/429 £ 0 0 8667 0.0280 0 13 304 1.7000
1 11 384977431 93 0 0 12582 0.0407 0 13 173.1000 1.8200
12 12 388711433 67 0 0 3573 0.0116 0 13 48.8000 16800
bhodel e = 13 392487438 =% 0 0 43367 0.1418 0 13 403.3000 1.7500 -
(2= Tarzet: ¥ cers MKEMAG A-FCTesktopdDifiSamples — It - M504 DAT AT sreet mat Wamings Report

B> RDT,

N=PaN
/EE[@™

E—DOalgEENSDDE—TONIARNTYITENFET,

U RRDITZOVUYITDE. AAM2TA2RIT, EOE—IORNOO-XT7YITE=NFEFT,
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4 GC-Analyzer Demo - [Sample]
File Edit PreProcessing Settings  Alignment  Peak Picking

FEFHRE @
GC-Analyzer V462 R17A
I J\_ Sample: Sample

IC@ Quick Settings ml@ Tima Settings I|
I /\ Target: Tarzet

I i‘. Align Sample/Target
I j‘q 2 Run Peak Picking

I M Differential Analysis
I A‘. | Clustering/Deconvolution

I Run Full Analysis
I el Run Identification

[ smecth SN Threshold 3

|

1|

L1

Table Soeting:
Ome  @Time O Aeaikisht (O Ratic

Decony. Fiot Type (Ve +EIC ©EC only

[ Mormalize lon Traces:
[ Mew Cifferential lons rly

[[] 4dd Ram s

Ceccrnaiuted lon List

Wiodel Infix Regression Type |
Iodel Peak m/z: 43

Multi Component Deconvolution Zi#EIRU. E—J&HR%ZIEELE T,

Differential Analysis  Analyze Identification  RTIndexing Target Library Search

Plots  FID Processing

Bi@o|smoX T #HAAL LU ANE MTE T @9 AR

Specials  Options  Help

Calculate Area TIC and/or the Ratio between Sample/Target

Create Correlation Purity Plot plus Info for Twe lens

Apply a Simple TIC Purity Check using Correlation
Label Peaks in TIC for PCA Purity Analysis (Based on Area Limit after Deconv.)

Run PCA Purity Check on Labeled or Selected Peaks in TIC
Run PCA Auto Purity Check on all Entries in Deconvoluted Table

Find Most Selective lons in Mixture Peak using Borgen Search

Find Most Selective lons in Mixture Peak using IKSFA

Find Most Selective lons in Mixture Peak using PCA

Multi Compenent Deconvalution - MLR Regression, ALS & Curve Fitting

Two Component Deconvolution - ALS Curve Resolution

Mark Closely Eluting Peaks in Table
Mark Clusters of 3 or More Peaks

Mark Peak Neighbors with High/Low Intensity Ratio

Mark Complex FID/MS Peak in TIC Plot

565 57 575 51 Create and View Wamings Report 6 605 61
i Mark Peaks from Second Result Table om s w4 Seect iz
107
o W Ve W % Ve W Ve Mark Location in TIC as Reminder Vo
4 Clear Remarks from Table
4 Clear All Markers from Plot
gy Export Displayed Spectrum in JSON Format
3
25—
2
15—
1
05 S
o =
T T T T T T T T T T
565 57 575 58 585 59 595 ] 605 6.1
Deconvoluted Results: 220
Peak RT/RTI Model lon ID Name: Match SumArea | SumArea % | Rel. Quant FWHH S/N Ratio Ratio Remarks
1 1 21566/343 3 0 0 2202 0.0071 0 20 42000 1.7200
2 2 24397/358 o 0 0 75869 0.2454 0 13 4234000 1.5600
3 3 26410368 &7 0 0 12877 0.0417 0 14 1257000 1.6700
4 4 3.0657/391 42 0 0 2758 0.0089 ] a7 142000 9.4400
5 5 3.3457/405 102 0 0 873 0.0028 0 12 19.1000 1.4400
6 6 3.3589/406 93 0 0 1028 0.0033 ] 13 21.4000 2.4600
7 7 343447410 93 0 0 10420 0.0337 0 13 2127000 1.3700
5 8 37347/425 93 0 0 5886 0.0150 ] 13 120 1.4100
9 9 3.7853/428 93 0 0 373 0.1221 0 14 638.6000 1.2700
10 10 3.8155/428 sg 0 0 8667 0.0250 ] 13 304 1.7000
1 11 3.8497/431 93 0 0 12562 0.0407 0 13 1731000 1.8200
12 12 3.8671/433 &7 ] 0 3573 0.0116 ] 13 48.8000 1.6800
13 13 3.9448/436 56 0 0 43867 0.1419 0 13 4033000 1.7500
Tareet: L ersMKENAG A-FO¥Deskicpdli fSamples - 11 —¥50ADAT AfTarcet mat Wamines Feport

UL (E. EFENIST MS Search Program(CU> 20332 EERIEETI,
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4\ Local Regression Analysis MLR = o X
Find Selective lons  Curve Fitting  Alternating LS Curve Fitting
Model Ions: Estimated Relative Gonc. GC-Analyzer Local MLR Regression Results
3 B33
45 Le.7 (] Use R2 Threshcld
[ tee res N n Copnpl: Deconvoluted MS1 {blue) n
08 = 147 -
Recale, MLR: Sclution () Memalize lons © Flot TIG +Fit 5084 §i a1 L
i () Flot TIC: + Reconstructed s
Oslc. Regress | Solution Weighted LS o) + Feconsticte H F
%107 WLR: Total Ton Gurrent, Fit & Residual Error: 1.19% &g el r
sl 02 -
0 — T T T T
351 \ 150 200 250 200 350
al \ ] 9 , Camp2: Deconyoluted MS2 {red) .
i
=251 ] i
g 2 1
15 / ]
1 ]
. e T T T T
- . 1 150 200 250 200 350
- ) m'z
0 . e =
5846 5848 585 LBSZ  0BOG4  LBOG  DESE  GB6  5BG2  DAG4  OBGE
<108 Selective lons m/z 43 45
51 ]
s ]
e
Zar |
5
S Non—Pure hodel Peaks
2r 1 Optim Frodie ME1
Optim. Frofile MF2
- Flot Optimized
— _ Recalc Optimized
0 b i i L i i L n
5B46 5848 585 5852 5854 5B56  5G5E  GB6  5B62 5064 GE66
Time
GGCA User Lih. Identification Results:
No. ID Name Formula Match Ret. Ind. Delta RI/IE Spectrum CAS ap MW
1 [ Ht 11 UNALYL ACETATE 0 f-OCTADEN-3-0L, 37-D1 . 51 2H000% 15 1257 E 115-95-7 136
2 [ Ht 1:EETAFRENE ICH 6 5 978 a4 127-91-3 136
Jdd Results 4o hsin Table Dene

F(FE LA BIEREIYAANRD MLHMSSN.
Run IDWSSAJSYU—Y—FZITSTENAIRETT,

Filgen
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4! Local Regression Analysis MLR = O
Find Selective lons  CurveFitting ~ Alternating LS Curve Fitting
Model Tons: Estimated Relative Gonc. GC-Analyzer Local MLR Regression Results
= 555
5 167
() Use e Threshold . i Copmo. MS1 (blue) n i
(T3 = =
(FTTOT oo ©ratToF 200 b M
sl Farress | Scition ighted L5 O Pat TIG + Reconstructed Zos
10 MLR: Total Ton Current, Fit & Residual, Error: 1.19% L0411 wam
. 0z Iﬂ ﬁt 3
o LS S T T T T
AL N %0 100 150 200 250 200 50
3 / \ pp— . Gamo2 us2(red n
o
52 s
E 2
= ) 5,
15 \ v
05
i
. ) S T T T T
05 N 150 200 250 0 350
b .
5646 5688 565 58E 5654 565 565 5BE  58E 5664 58ES
108 Selective Ions m/z 43 45
Selbctive lons
4
Hon-Pure Model Peaks
2 Optim. Frofie MP1
Ot Profi VP2
Pt Qptimized
7,,,,——*””’_77 o Fiecslc Optimized
N -
5646 5846 585 5852 5854 5656 5850 586 5862 5864 5866
Time
GCA User Lib. ion Results:
No. 1D Name Fornula | Match | Retind. | DeltaRVIE | Spectum |  CAS <D [
1 [ Ht 1 UNAYL ADETATE 0 6-00TADER-3-0L 370 012002 35 1257 m 115857 196
2| O oeeramee GicHs 5 ES 5 17 135

Rt

I Add Results to i Tatle I Done

Deconvoluted Results: 221

Filgeng

biosciences & nanosciences

Peak RT/RTI Model lon ID Name Match | Delta RIIE Library Sum Area | Sum Area % | Rel. Quant CAS No. FWHH Ratio Remarks

oy oU T T Ty T u o Tz

61 &1 5.8981/527 43 Hit 1. TERPINYL ACETATE, CIS-BETA- (1-CYCLO... T2/74 -760 FrF_WSU_B 108 0.0188 0 20777-47-3 17 1.7100

62 62 571194527 41 Hit 1: NERAL (2,6-OCTADENAL, 3,7-DIMETHYL, Z) 88/ 91 719 FrFI_vsU_B 712 0.0250 0106263 19 1.5800

63 63 57258/528 85 Hit 1: CUMINIC ALDEHYDE (BENZALDEHYDE, P-I.. 55/71 -721 FrFI_VSU_B 1070 0.0035 0 122-03-2 16 1.7100

B4 64 5.7680/530 91 Hit 1: 3 6-OCTADEN-1-YNE, 3,7-DIMETHYL, (Z) 82/8&7 FrF_VSU_B 3538 0.0115 0 36602-31-0 14 1.4100 |
i - co P - WA -ale (a3 TR T T e R TR PEETT Saliaal e i

66 66 58558/535 43 Hit 1: LINALYL ACETATE (1,6-OCTADIEN-3-0L, ... 95/96 -722 FrFI_VSU_B 403689 1.3081 0115-95-T 2z 100 MLR P1

&7 67 5.8567/535 45 Hit 1: BETA-PINENE 75185 -443 FrF_VSU_B 81295 0.2634 0127-81-3 22 100 MLR P2
? 4 AL, 3, F*IM TRYL- (E} m Pk rn—l,m.uj Tosd U.UM [REASIeY 15 1_57&

Add Results to Main Tableh5F> =20 UwOd 3 &,
TTDOT—J)LICHEH UL IBHRMNEBINIENE T,

EBmENnE—4
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TEL: 052-624-4388 (9:00~17 : 00)
FAX: 052-624-4389
E-mail: biosupport@filgen.jp
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