LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 0ct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59253.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.495 11 18 40 rVB 645321 1359324 ©0.93% 0.825%
2 4.934 239 263 268 rBV 26528404 146871226 100.00% 89.104%
3 7.555 700 709 717 rBV 147863 258251 ©0.18% 0.157%
4 7.748 736 742 752 rBV 142910 255757 ©.17% 0.155%
5 8.236 817 825 835 rBV2 246482 533449 0.36% 0.324%
6 8.412 847 855 861 rBV 735825 1177595 0.80% 0.714%
7 8.924 934 942 951 rBV2 129249 233519 ©0.16% 0.142%
8 9.429 1020 1028 1038 rBV 189922 375602 0.26% 0.228%
9 10.151 1143 1151 1162 rVB5 145491 324847 0.22% 0.197%
10 10.674 1233 1240 1249 rBV 217147 375496 0.26% 0.228%
11 11.074 1300 1308 1317 rBV3 268473 656202 0.45% ©0.398%
12 11.162 1317 1323 1329 rVV2 349899 693523 0.47% 0.421%
13 11.221 1329 1333 1338 rW 137119 235926 0.16% 0.143%
14 11.285 1338 1344 1352 rVB2 208431 370171 ©.25% 0.225%
15 11.849 1431 1440 1447 rVB 801514 1383160 0.94% ©0.839%
16 12.226 1499 1504 1509 rVWV 302303 482312 0.33% 0.293%
17 12.384 1524 1531 1539 rVV2 301854 520082 ©.35% 0.316%
18 13.166 1658 1664 1669 rBv4 117935 215494 ©0.15% 0.131%
19 14.112 1820 1825 1833 rBV 111937 172789 0.12% 0.105%
20 14.258 1843 1850 1856 rBV 372319 538218 ©.37% 0.327%
21 14.564 1896 1902 1909 rBV 441567 696611 0.47% 0.423%
22 14.864 1947 1953 1959 rVB 401958 603568 0.41% 0.366%
23 15.851 2115 2121 2127 rBV 571999 856678 0.58% 0.520%
24 15.956 2133 2139 2145 rVB2 147189 218656 ©.15% 0.133%
25 17.607 2414 2420 2430 rBV 448887 734744 0.50% 0.446%
26 17.713 2432 2438 2443 rBV 591489 907129 0.62% 0.550%
27 19.981 2819 2824 2833 rVB 762565 1109322 0.76% 0.673%
28 21.908 3147 3152 3159 rVB2 420516 717553  0.49%  0.435%
29 25.146 3691 3703 3714 rBV3 384247 1124358 0.77% 0.682%
30 25.387 3734 3744 3754 rVW 282834 829681 ©.56% 0.503%

Sum of corrected areas: 164831243
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
BGB59253.D
2 Oct 2023 17:38
: MA/JU
. 04480-06

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Time-->

2e+07

1.5e+07

1le+07

5000000

Abundance TIC: BG059253.D\data.ms
2.5e+07

4.934

495 7.56548 8.3412 8924 9420 10.151 10.6741m18m5 118492122884

OF/‘X\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘r_r\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘v—‘v_r \’T\‘\\\W_'_Y_‘VA“F\‘\\\\\
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Time-->

2e+07

1.5e+07

1le+07

5000000

Abundance TIC: BG059253.D\data.ms
2.5e+07

166 14141238.564. 864 i 118413 19.981 21.908
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Time-->
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1.5e+07

le+07

5000000

Abundance TIC: BG059253.D\data.ms
2.5e+07

25. 1405387

0‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.934 5506.48 ng/ul 146871000 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
Abundance Scan 263 (4.934 min): BG059253.D\data.ms (-239) (-) m/z 166.00 100.00%
166.0
94.0
5000
35.
AAEEmEE N T
‘ h ‘ 4.60 4.80 5.00 5.20
Ol Al b Il 2272 2858 3822 4493 ;139,05 91.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39853: Tetrachloroethylene
166.0
5000 940 L L L L I R B
4.60 4.80 5.00 5.20
35.0 ‘ m/z 164.00  90.78%
O‘\l\‘\‘!“’l‘\\h\“\\ ‘\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39851: Tetrachloroethylene
47.0 129.0
AAEEmEE TS
4.60 4.80 5.00 5.20
5000 m/z 131.00 89.93%
0 S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39854: Tetrachloroethylene R RARERARERE EE R
166.0 4.60 4.80 5.00 5.20
m/z 168.00  68.34%
5000
94.0
il |
o_““w‘_‘u‘wHH_1H_m‘mWm_m_mw SNBSS A S —
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38

Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 D-Limonene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.412 44.15 ng/ul 1177600  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 Cleris 005989-27-5 96

005989-54-8 92
013898-73-2 81

2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16
3 Cyclohexene, 1-methyl-5-(1-methy... 136 C1l@H16

4 1,7-Octadiene, 3-methylene- 122 C9H14 068695-13-6 64
5 D-Limonene 136 C1OH16 005989-27-5 55
Abundance Scan 855 (8.412 min): BG059253.D\data.ms (-847) (-) m/z 68.10 100.00%
68.1
5000
121.1 R e e AR
‘ ‘H ‘ ‘ 8.00 8.20 8.40 8.60 8.80
O hhdAhi | 2004 2783 4320 L. 6710 87.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #18009: D-Limonene
68.0
5000 L R R
121.0 8.00 8.20 8.40 8.60 8.80
' m/z 93.10 73.71%
O \’Jl T \2\?7\\0\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
O RRRRL R R
8.00 8.20 8.40 8.60 8.80
5000 m/z 53.10 39.51%
il
LY L
m/z--> 50 100 150 200 250 300 350 400
Abundance #18172: Cyclohexene, 1-methyl-5-(1-methylethenyl)- REan
93.0 8.00 8.20 8.40 8.60 8.80
m/z 79.10 37.91%
5000
41.0
0’1* (e
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexanone, 2-methyl-5-(... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.162 21.14 ng/ul 693523  Naphthalene-d8 11.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 97
2 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 93
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 90
4 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 81
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 76

Abundance Scan 1323 (11.162 min): BG059253.D\data.ms (-1317) (- m/z 67.10 100.00%

67.1
5000
T T
‘ } 11.00 1150
oA, “u‘ “m‘HH‘27‘37""'_‘37"7?'7”“H“Aj‘?‘?u 41.10  67.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29382: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0
5000
11 00 11 50
152.0 m/z 95.85  66.25%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29298: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
95.0
1
11 00 11 50
5000/ 41.0 152.0 55.05 47 .20%
0 ) H\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #29387: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0 11 00 11 50
m/z 68.05 45.129%
5000
\ 152.0
ol ‘n JM \\‘ I “ ; pon ] ‘

T
m/z--> 0 50 100 150 200 250 300 350 400 450 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (+)-Dihydrocarvone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.286  11.28 ng/ul 370171 Naphthalene-d8 11.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-Dihydrocarvone 152 C10H160 005524-05-0 74
2 3-Nonyne 124 CO9H16 020184-89-8 74
3 Oxonin, 4,5,6,7-tetrahydro-, (Z,Z)- 124 C8H120 017123-56-7 72
4 3-Nonyne 124 C9H16 020184-89-8 72
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64

Abundance Scan 1344 (11.285 min): BG059253.D\data.ms (-1338) (- | m/z 67.10 100.00%

67.1
5000

09.1
152 ! 11 00 11 50

| “‘ M_m_mzf’?? 3120 3600 y/; 95,05  85.10%

L
miz--> 50 100 150 200 250 300 350
Abundance #29120: (+)-Dihydrocarvone
67.0

o

5000
09.0 152.0 11 OO 11 50
m/z 41.10 4%
O\\”\ ‘\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350
Abundance #12122: 3-Nonyne
67.0
11 00 11 50
5000 ITI z 55.05 %
29.
e
o“‘E“M‘Www‘kw““““““““““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #12067: Oxonin, 4,5,6,7-tetrahydro-, (Z,2)-
67.0 1100 1150

m/z 68.10 46.67%

5000 27
‘ ‘ 124.0
\ \h \‘\‘ HH H 1l \‘

m/z--> 50 100 150 200 250 300 350 11 00 11 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Carvone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.850 42.16 ng/ul 1383160 Naphthalene-d8 11.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carvone 150 C10H140 000099-49-0 95
2 D-Carvone 150 C10H140 002244-16-8 91
3 (-)-Carvone 150 C10H140 006485-40-1 83
4 Carvone 150 C10H140 000099-49-0 72
5 (-)-Carvone 156 C1eH140 006485-40-1 72

Abundance Scan 1440 (11.849 min): BG059253.D\data.ms (-1431) (+ | m/z 82.10 100.00%
82.1

5000
| 11,50 1200
135.0 ‘ : :
ol il M “"‘J‘k S 4958 2804 39144460 n/z 54.10  67.65%
miz—> 0 50 100 150 200 250 300 350 400
Abundance #27421: Carvone
82.0
5000 — —— j\ ‘
11.50 12.00
”7 m/z 39.05 39.01%
i \‘ \( 150.0
O\\‘\1li‘\“‘\}\h“\\\‘\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

miz—> 0 50 100 150 200 250 300 350 400

Abundance #27425: D-Carvone
82.0
I

11.50 12.00
5000 m/z 108.10 33.07%
27.
‘ “ ‘ 150.0
BT Y ¥ e ———
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #27433: (-)-Carvone I —
82.0 11.50 12.00
m/z 93.10 30.37%
5000
27.
} ‘ H 150.0
T e — SN
m/z--> 0 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acq On 2 Oct 2023 17:38

Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Cyclohexen-1-one, 6-(1-hy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.226 14.70 ng/ul 482312 Naphthalene-ds 11.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 53

2 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 53
3 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 53
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 53
5 Isophorone 138 C9H140 000078-59-1 50
Abundance Scan 1504 (12.226 min): BG059253.D\data.ms (-1499) (1 m/z 82.85 100.00%
82.0
5000
135.0 Ly
‘d ‘ ‘ 12.00 12.50
ol L2104 486, /7 54,10 27.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethy!
82.0
5000 e j\ e
12.00 12.50
m/z 39.10 25.02%
R7. “
0 \J“\w“ih“\“\‘\\“\‘\\:L\\I:_)?;CJ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #1312: 1H-Pyrazole, 3-methyl-
82.0
e
12.00 12.50
5000 ITI/Z 135.00 19.27%
2&0‘
0 ““\‘““‘}““m .
m/iz--> 50 100 150 200 250 300 350 400 /\
Abundance #1313: 1H-Pyrazole, 3-methyl- T -y
82.0 12.00 12.50
m/z 53.10 14.18%
5000
R7.0 /AAA
0 “hu“!“‘w“” S =] /Lm‘ :
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.384 15.85 ng/ul 520082 Naphthalene-d8 11.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Nonen-2-one 140 C9H160 005009-32-5 16
2 2,7-Octadiene-1,6-diol, 2,6-dime... 170 C10H1802 103619-06-3 16
3 3-Octenoic acid, nonyl ester 268 C17H3202 1000406-12-9 16
4 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 14
5 2-Decanone, 5,9-dimethyl- 184 C12H240 033933-82-3 12
Abundance Scan 1531 (12.384 min): BG059253.D\data.ms (-1524) (- | m/z 43.10 100.00%
43.1
5000
125.1 = P
il
oAby 2226 3804 5083 iz 71.e5  49.07%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #21475: 8-Nonen-2-one
43.0
5000 — .
12.00 12.50
\ m/z 55.10  37.89%
1.0
O\\\\"H‘\l\ﬂ-‘l‘\‘\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #45188: 2,7-Octadiene-1,6-diol, 2,6-dimethyl-, (2)-
43.0
T o
12.00 12.50
5000 m/z 41.10 33.88%
}lllao
L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158396: 3-Octenoic acid, nonyl ester o e
43.0 12.00 12.50
m/z 67.10 33.76%
5000 124.0
ou\\ J‘Wm4_‘1‘9?;9”2,‘??:9_”‘m,w_wW — L
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1,2-Cyclohexanediol, 1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.166 7.14 ng/ul 215494  Acenaphthene-di10 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol, 1-methyl-4-... 170 C10H1802 001946-00-5 64
2 1,2-Cyclohexanediol, 1-methyl-4-... 170 C10H1802 001946-00-5 59
3 4-Bromothiophenol, S-(2-methylpr... 258 C1@H11Bro0S 076542-13-7 38
4 4-Methoxycyclohexanecarboxylic a... 158 C8H1403 1000453-57-1 38
5 Trans-3-methylpent-3-ene-5-ol 100 C6H120 030801-95-7 30

Abundance Scan 1664 (13.166 min): BG059253.D\data.ms (-1658) (- | m/z 43.05 100.00%

43.0
5000
108.2

T L —
JMH || 2070 322.0 458 13.00 1350
ol ML AL 2070 3220 458z 7165 96.95%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45232: 1,2-Cyclohexanediol, 1-methyl-4-(1-methylethen
71.0
5000

13.00 13.50
152.0 m/z 67.10 56.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45227: 1,2-Cyclohexanediol, 1-methyl-4-(1-methylethen
71.0
ey W LYY
13.00 13.50
5000 ITI/Z 41.05 48.16%
152.0
R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #144880: 4-Bromothiophenol, S-(2-methylpropionyl)- 1

7
43.0 13.00 13.50
m/z 58.10 41.30%

5000
108.0
| 188.0 5600
oLy ol -
Y L T A

m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.112 5.73 ng/ul 172789  Acenaphthene-di10 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Isopropyl-7-methyl-nona-3,5-di... 208 C13H2002 1000194-26-0 38
2 2-Pentadecanone, 6,10,14-trimethyl- 268 C18H360 000502-69-2 17
3 11-Dodecen-2-one 182 C12H220 005009-33-6 14
4 3,8-Nonadien-2-one, (E)- 138 C9H140 055282-90-1 12
5 2,11-Dodecanedione 198 C12H2202 007029-09-6 12
Abundance Scan 1825 (14.112 min): BG059253.D\data.ms (-1820) (- | m/z 43.10 100.00%
43.1
5000
e ]
“ ” I ‘ 205.3 340.4 538. 14.00 1450
T "‘Mﬂ‘ﬁuww S 404 5880 /2 sg.es  21.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85085: 7-Isopropyl-7-methyl-nona-3,5-diene-2,8-dione
43.0 166.0
5000
14.00 14.50

m/z 95.10 20.04%

ol
0 \‘4‘r‘“ﬂl‘\uum\“‘nwa\‘u\‘uu‘HH‘HH‘HH‘HH‘HH‘HH’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158590: 2-Pentadecanone, 6,10,14-trimethyl-
43.0
o] Vil

14. 00 l4 50
5000 ITI/Z 41.10 17.70%
09.0
‘ H 2500
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56835: 11-Dodecen-2-one — —
43.0 14.00 14.50
m/z 81.05 15.84%
5000
124.0
or‘m»wZO, g Ut
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59253.D

Acqg On : 2 Oct 2023 17:38
Operator : MA/JU

Sample : 04480-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tetrachloroethy... 4.934 5506.5 ng/ul 146871000 1 8.230 533449 20.0
D-Limonene 8.412 44.1 ng/ul 1177600 1 8.230 533449 20.0
Cyclohexanone, ... 11.162 21.1 ng/ul 693523 2 11.074 656202 20.0
(+)-Dihydrocarvone 11.286 11.3 ng/ul 370171 2 11.074 656202 20.0
Carvone 11.850 42.2 ng/ul 1383160 2 11.074 656202 20.0
2-Cyclohexen-1-... 12.226 14.7 ng/ul 482312 2 11.074 656202 20.0
unknown-01 12.384 15.9 ng/ul 520082 2 11.074 656202 20.0
1,2-Cyclohexane... 13.166 7.1 ng/ul 215494 3 14.864 603568 20.0
unknown-02 14.112 5.7 ng/ul 172789 3 14.864 603568 20.0
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