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Analyzed by

Analyzed

Sample Name : lemon

Sample Information

:2022/1/17 B4~ 10:06:52

Chromatogram lemon D:\exp17\lemon6017.QGD

Intensity TIC
13,727,309 o
3500000
3000000
2500000
2000000
1500000
1000000
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0- —l - : - IR - - i - .
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min
peak report TIC
Peak# R.Time Area Name
1 6.398 1148956  Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, (1S)-
2 7.338 8481993  D-Limonene
3 7.865 834048 gamma.-Terpinene

10464997



Library

<< Target >>

Peak#:1
RawMode:Averaged 6.395-6.405(680-682) BasePeak:93.10(154366)
BG Mode:Calc. from Peak Group 1 - Event 1

Rlnt
100

R.Time:6.400(Scan#:681) MassPeaks:225

Scan
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Hit#:

CompName:Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, (1S)- $$ 2(10)-Pinene, (1S,5S)-(-)- $$
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1 Entry:9564 Library:NIST05.LIB
SI:96 Formula:C10H16 CAS:18172-67-3 MolWeight:136

(-)-.beta.-Pinene $$ (-)-

Rlint
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m'z
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CioHie

CAS:18172-67-3

IUPAC Name : (1S,55)-6,6-dimethyl-2-methylidenebicyclo[3.1.1]heptane
z.: (-)- B -Pinene

& (-)-beta-Pinene
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IUPAC name = PU.b Chem



https://pubchem.ncbi.nlm.nih.gov/

<< Target >>

Peak#:2  R.Time:7.340(Scan#:869) MassPeaks:211
RawMode:Averaged 7.335-7.345(868-870) BasePeak:68.05(541845)
BG Mode:Calc. from Peak Group 1 - Event1 Scan

Rint
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10 3
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nmz

Hit#:1 Entry:9955 Library:NIST14.lib

SI:94 Formula:C10H16 CAS:5989-27-5 MolWeight:136

CompName:D-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (R)- $$ p-Mentha-1,8-diene, (R)-
(H)- $$ (H)-(R)-L
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m/z
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CAS : 5989-27-5

IUPAC Name : (4R)-1-methyl-4-prop-1-en-2-ylcyclohexene
% %:D-Limonene




<< Target >>

Peak#:3 R.Time:7.865(Scan#:974) MassPeaks:211
RawMode:Averaged 7.860-7.870(973-975) BasePeak:93.10(99675)
BG Mode:Calc. from Peak Group 1 - Event1 Scan
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m'z

Hit#:1 Entry:10019 Library:NIST14.1ib

SI:98 Formula:C10H16 CAS:99-85-4 MolWeight:136

CompName:.gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- $$ .gamma.-Terpinen $$
p-Mentha-1,4-d

RlInt
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m/z
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CAS : 99-85-4
IUPAC Name : 1-methyl-4-propan-2-ylcyclohexa-1,4-diene
% t: v -Terpinene

g gamma-Terpinene
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Exp 17 GC/MS
A. Sample Injection (3 %44k 5-)

1. 7 *£#E$H#" Data acquisition”

Real Time

lm) ¢ g ms
Inj. Port: SPL1 Inj. Heat Port : INJ1
Column Oven Temp. : B e - B, SYR—— S — S
Injection Temp. : 250.0 oC - SCRTLETE IR L EELE SELELEE TR T e REEEELE SESLEE 4=
Injection Mode : splitless v - P <ounh I S T S T
. | | | 4 | [ |
Sampling Time: min Y] 25 se 2 e 15 5.2 1'.:,5_
Carrier Gas: He  Prim. Press. : 500-900 Program Colormn Oven Temperatne <
Flow Control Mode : |Linear Velocity v |
Rate Final Temperature | Hold Time ~
Pressure : kPa 2 - 0.0 200
Total Flow: mL/min 1]10.90 2100 1.00
2| o.00 0.0 0.00
Column Flow : 0.70 mL/min 2] 0.00 0.0 0.00
4| co0 0.0 0.00 v
Linear Velocity : cmy/sec . :
Total Program Time : 18.00 min
Purge Flow : mL/min Column
i e & MS
GCMS-QP Series
lon Source Temp. : °C
Interface Temp. : 210 °C
Solvent Cut Time: min Detector Voltage : (@® Relative to the Tuning Result O Absolute
Micro Scan Width : E u I:’ kv
[JUse MS Program : Set... Threshold : I:’
Group#1 - Event#1 GC Program Time : 18.00 min
Start Time | End Time | Acq. Event Scan Start End ch1 Chz Ch3 cha Ch5 che
(min) (min) Mode | Time{sec)| Speed milz miz m/z m/z miz m/z m/z m/z
1 1.00 1800 |Sean 0.30 1111 | 35.00 350.00
2] o.00 0.00 [Scan 0.00 o 0.0 0.00

2. ¥4 “Sample Login” > Data file  *6 37k &-*7E 3 =% % 4h %k 4

(9505475 ) ¥ 47 5~ 5 &4 (Sample Name) (22 ) »
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Sample Login - Untitled X
Linet

Acquisition Information
!!__" Sample Name : |]emon| #ﬁ]ﬁg ﬁ% | 4
/ g Sample D : | |
Sample Login Data File Im %_g‘ %}E ’fi 4 7 —|E Download

Baseline Data : E

Advanced >> |EE v ‘ ‘ i)

AR R G LR Rk DR SRS E TR O AL
+ GC & 47 b 4% Start o 5 & 30 A 4815 AT #icdy o

B. Data Analysis ( #¥x 4 17)
l. = F#

2.7 file—>E P LV 85 2 4% &

{Anabs's (Admir) - Dato - DataAnaer
umd Tabla  View Qualitatve ‘anls  Window Halp

| = i e ] , 4, = m, )
ENEED - F\\ B M, b b Lm W RRER e sl D
I LIS =4
Data E “Data)| ‘{H B\ 5L =F
xplorer — Fesk [ & | » |Scan o | » | Gioug o
Project in :

' A = WaxIntenaty: 0
D:\expl7 = Tme (6728 Scan¥ Intan. | 1,1932&4 Owven Temp2s 00|
file Name
g 001 scan_pest de..

a0 90 10.0 110 120 130 140 13.0 16.0 17.0 180 18.0
EjEU‘lBGBEL_M Maxintensty: 0
@EOISGE!EL_n-aIL—a TIE G172 Seans Tnten. 2778534 Oven Tempzs.
EfanRT_24m
Ef|anRT_30m
Hjalkane_2am 20
B alkane_30m 20 ﬁ%nata
EHEAzCT anasl AT | |

3.~ 7745 (peak) » AP faf - A FHF & 4473 BAF -

2L:Z Top = Qualitative = Peak Integration for All TICs = Qualitative Table = Report



N a["-é- ::,L égg‘. - 7F Qualitative Parameters X
I
3 PeakIntegration  Spectrum Process
Peak
Integration for Integration Smoothing
Al TICs
QO Auto(Height) QO Detail
# of Smoothing Times: [1
# of Peaks:
Slope: . Smoothing Width: 1 sec
Width: sec
Drift: 0 i !ELZ’:
ri /min %
T.DBL: 1000 min dram
MinArea/Height: D
Base (©) Area Height
[JProcess Each Chromatogram Group Separately
[(== ||| == || ==
Ji=— — 3 - . .
B | Qualitative Table
s Print Edit View Similarity Search
Qualitative
Tahble Peak# | RetTime | StartTm End Tm m/z Area Area%
1 8.398 8.3680 8.440 TIC 1148958 10.98
2 7.338 7.285 7.435 TIC | 8481992 81.05
3 7.865 7.830 7.905 TIC 834048 7.97
| | |
1 | » |\ Spectrum Process IETE,’I
(x1,000.000)
4TIC (1.00) ~ Time 6894 Scan# 780 Int
3.5
3.0

B | Qualitative Table “

)
Print | Edit View Similarity Sehrch |

Edit Compound Name...

1 7 Selectall
2
= Copy

— Delete Rows

Delete Current Table

| Delete All Peak Tables
« | > |

&, Lbrary B & Copy Compound Name to TIC Peak Table

| <
2 Register to Spectrum Process Table I
I.
5 Register to Library...
EII‘ Sort Table <




B | Qualilalive Table
Print Edit Wiew Similarity Search

IE Search All Table |

Search Selected Rows

Stop
~ | Copy Compound Name of Hit #1 to Spectrum Process Table

id|r|\5pednnﬁm1‘l‘icf || <

B | Qualitative Table

Print Edit View Similarity Search

Spectrum Background
Ret.Time Start Tm End Tm Ret.Time StartRT EndRT Search Report Ewvent Name
— — — — S
1 - 6.550 6.600 6.585 6.550 €630 |Done ~ 1 Bioyclo|3.1.1]heptane, § 6-dimethyl-2-methylene-, (15}
by T 750 T2e0 T ToT0 7275 | Done ] 1 |D-Limonene
3 7.485 7.495 7.490 7.475 7.525 | Done ] 1 Eucalyptol

F A2
<[>\ Spectrum Process } TiC / | <

1 Similarity Search Results o X
Report View Compoundinfo Process Help
Formula | Library A
i Ml
% i/ 6o BT | 145 3 "compound
9% [ Bioyclof3.1.1heptane, 68imethyl2- 138 C10H1B  NISTH4TLI
9 [ Bioydo[31 theptane, 6 Bdimetnyl2- 138 CIOH18  NISTi4lip
82 [] &&0imethyHtinybiol2 1. hexan 138 CIOH18  NIST1&lib
82 [ betePinene S5 Biodof3 tlheplane 126 CIOHIE  NSTOSLI ok
8 [ bets-Pinene $3Bioydol3.1 1heptane 126 CIOWIE  NSTI4lio 2 E i ) i {ﬁ >
82 [] beta-Finene 5§ Bioydlof2 1 heptane 136 C10H16  NIST14TLI .‘kﬂ E)l( Ei g ﬁﬂ;h%
82 [] (R}288Tiimethylhioyiof3 1. hept- 138 CIOH18  NISTI4lib
92 D 1R-8lphe -Pinene 58 1R-alpha-Pinen 138 CIO0H1E  NISTOSLI
82 [7] (1R266Trimethylbigyelof3.1.1jhept- 136 C10HIE  NIST14TLI v
Copy marked compound name to the Spectium Process Table Spectrum Process Table i1 ¢ » @ %
Taiget
1 gl410.000) e : Base Peak 93/ 10,000
0.5
4 89
67‘ || ‘ g 9 1%
' T N R - H 9 g 138 2 28 % ¥ 3 W
500 750 100.0 1250 1500 1750 2000 250 2500 2150 3000 250 3500
1:136: Bicyclo[3 1.1 heptane, 6. 6-dimethph-2methylene-, (15} § 2[10)Pinene, (15 551 34 [-}.beta-Pinene §$ (}2{10)-Pinene $§ L- beta pinene $$ (151} beta -Pinene $4 laevo- beta Phene §4 6 &-Dimethyl- 2methplenebicyclol 3.1.1heptane # §4
(K000 Base Peak 93/ 10,000
0.5+ 4 &
& L 1% g
0.0 | L l;|| AR IHL |||x . qu | . | . . . , : . . .
500 750 1000 1250 150.0 1750 200.0 250 250.0 2150 300.0 3250 3500
Sublraction Result
1.0(-30—00) Base Peak 91/ 1056
00— | 66 . 8 4 9 107 12 138 150 167 184 198 218 235 248 266 286 298 35 330 41
A %
500 70 1000 1250 1500 1750 200 50 200 2150 00 250 %00




6. 7 ErdR 4 > oG R EFIARRE > GBS RIS AT P Foo

Project in: o [ =],
_D:‘\.exp1? ~
File Name Modified Date
gc+library(hit) 2022/2/18 T4 03:31
ge+library(sp) 2022/2/18 T4 03:31
LT

Fhokde & 7 47— LU5L (peak) 2 T RE A 4T R AR I o
% £t GC BI#(TIC)} » #=EBeeimsh » Jf 8242427 — S MS Bl —

MS B} i B 4% —:E $#7Similarity search” —  Similarity search results

TIC & MIC BT Peak | « | v (Scan « | » [Group « | » | [Method File Name]
' o exp17method.qgm
(x10,000,000) Max Intensity : 15,969,950
| TS ATE ST L3 T LT 6T Ve CRE [Andlyzed by)
Admin
104 [Analyzed]
30 40 50 6.0 70 8.0 90 10.0 1.0 120 130 140 15.0 16.0 110 Unknown
(x10,000,000) Maxilensty 15369950 [oample Name]
11 (1.00) S Tie 12506 Scan® 1978 ien, 5E7 OvenTenpieedg] , Mninew)
150 [Sanpie 0]
e " Undo Zoom ==
100- Redo Zoom
] N Initialize Zoom
0'75_; ) Display Setting...
0504 E Spectrum Format Parameters..
051 Similaity Search.. v
] Mass Table...
1 } | LJLIM KJL“J—A ll 2 ‘AlnTJL IM‘H ] o %
30 40 50 60 70 &0 90 100 110 Register to Spectrum Process Table 170
EventH1:Scan RetTime: [11.070) Scankf: [1615] Copy [
% Base Peak: 82/667 330
8 Properties.. Abs. Inten, 49 Relinfen. 0.01
100
o4
% | 108 4
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