LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL@40725\
Data File : VL@42235.D

Acqg On : 07 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 3 Min Area: 3 % of largest Peak
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA L\methods\VL@032725AIR.M

Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022
Signal : TIC: VLe42235.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 1.428 411 414 415 rBV 3935983 1987717 9.15% 3.373%
2 1.444 418 419 423 rVB 4140634 1905037 8.77% 3.233%
3 1.492 430 434 437 rBV 537892 235265 1.08%  0.399%
4 1.564 452 456 461 rBV 587269 304526 1.40% 0.517%
5 1.729 503 507 513 rBV 521308 297618 1.37% 0.505%
6 1.842 538 542 550 rBV 2025570 1454700 6.70%  2.469%
7 1.894 550 558 569 rBV 1075525 743783  3.43% 1.262%
8 2.803 830 839 846 rBV 734694 774759  3.57%  1.315%
9 2.865 846 858 877 rVB 14361607 21715038 100.00% 36.850%
10 3.784 1130 1142 1158 rVB2 343935 552327 2.54% 0.937%
11 3.981 1190 1203 1216 rBV 946066 1449992 6.68% 2.461%
12 6.962 2109 2124 2141 rVB 125168 244956 1.13% 0.416%
13 8.247 2507 2521 2531 rBV3 383912 639841 2.95% 1.086%
14 8.901 2708 2723 2733 rBV 1231896 1781025 8.20% 3.022%
15 10.393 3167 3184 3194 rBV 1564993 1899839 8.75%  3.224%
16 11.549 3533 3541 3556 rVB5 118576 218696 1.01% 0.371%
17 11.788 3603 3615 3624 rVB 1059928 1286541 5.92% 2.183%
18 12.057 3692 3698 3705 rBvV2 330952 338553 1.56% ©.575%
19 12.099 3705 3711 3717 rVV 304086 328846 1.51% 0.558%
20 12.241 3744 3755 3759 rBV 1461255 1635719 7.53% 2.776%
21 12.267 3759 3763 3774 rVB 1326573 1436337 6.61% 2.437%
22 12.452 3807 3820 3826 rVV 841767 1128034 5.19% 1.914%
23 12.526 3835 3843 3849 rBV 428745 458923  2.11% ©.779%
24 12.665 3876 3886 3890 rBV3 396276 504569 2.32% 0.856%
25 13.400 4103 4113 4124 rBV2 11727244 15606125 71.87% 26.483%

Sum of corrected areas: 58928766
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

Abundance TIC: VL042235.D\data.ms
1.4e+07 2.865

1.2e+07
le+07
8000000
6000000

4000000

1.842

1894
S84r2p) 29 a784) 6.962

0\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\‘\\\\‘\\A\‘F‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\/\‘\\

Time--> 0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: VL042235.D\data.ms
1.4e+07

2000000

1.2e+07 13.400

1e+07

8000000

6000000

4000000

2000000 10.
8.901 0.393 11.788 @%%7

, 8.247 L Jk 11.549 L%ﬂg%j 665

Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12. OO 12. 50 13. 00 13.50 14.00

Abundance TIC: VL042235.D\data.ms
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

O ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
Time--> 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 D-Limonene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.057 1.90 ppbv 338553  Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 96
2 Limonene 136 C1OH16 000138-86-3 94
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1l@H16 005989-54-8 94
4 Limonene 136 C1eH16 000138-86-3 93
5 D-Limonene 136 C10H1l6 005989-27-5 81

Abundance Scan 3698 (12.057 min): VL042235.D\data.ms (-3692) (- m/z 68.10 100.00%
68.1

-

5000
12.00
ol 187.2 228.2 262.¢ m/z 67.05 86.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18009: D-Limonene
68.0
5000 iZbd
121.0 :
41.0 H ‘ ‘ m/z 93.05 77.62%
O”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17996: Limonene
68.0
39.0 12.00
5000 ITI/Z 79.05 49,33%
107.0 136.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S) petet
68.0 12.00

m/z 39.00 44.68%

5000
39.0

-

‘107'0 136.0
| H\ \‘\ [

0! s R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.099 1.85 ppbv 328846 Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
2 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 64
3 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 64
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59

Abundance Scan 3711 (12.099 min): VL042235.D\data.ms (-3705) (- m/z 57.10 100.00%
7.1

5
5000

| || 1132 1553 12.00 1250
ol ALl FTE 2998 207.1239.0 2860/, 5e.e5 37.14%

miz--> 50 100 150 200 250
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000

12.00 12.50
m/z 41.10  29.16%

\2\7“\0‘1“ “‘\ ‘\‘ \‘\99“.0\“\ T \1‘55\.0\ LB I B B e
m/z--> 50 100 150 200 250
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0

= T
12.00 12.50

o

5000 m/z 43.05 25.71%
0 27“-0H | | /990 1380168.0 211.0
— A e e e e
m/z--> 50 100 150 200 250
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0 12.00 12.50

m/z 71.10 16.36%

5000

oL 270 | | 97.0127.0 1690 -

miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 Nonane, 3-methyl-5-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.241 9.18 ppbv 1635720  Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 78
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Pentan-2-yl 2-methylbutanoate 172 C10H2002 1000372-71-7 64
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59

Abundance Scan 3755 (12.241 min): VL042235.D\data.ms (-3744) (- m/z 57.10 100.00%
57.

1
5000 85.1

]
A 127.2 12.00 12.50
|

‘_‘H_‘HMHW_H‘mmm_ﬂwﬁhw?ﬁﬁ?uwu‘wu‘wu‘359‘ m/z 71.85 60.89%

m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
VN

o

5000 = S
850 12.00 12.50
29.0 m/Z 43.10 54.03%
0 \‘HH‘\‘\‘\ 1’27015501840
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #8648: Hexane, 3,3-dimethyl-
43.0
Pty
12.00 12.50
5000 71.0 m/z 41.05 43.40%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #47052: Pentan-2-yl 2-methylbutanoate = s
57.0 85.0 12.00 12.50

m/z 85.10  38.22%

5000
‘ 129.0
0 m \‘ }‘ \‘ [, | 157.0

= M
m/z--> 0 20 40 60 80 100120140160 180200220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 unknownl2.267 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.267 8.06 ppbv 1436340 Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl-3-oxo-,... 144 C7H1203 017422-12-7 45
2 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C1l6H34 004390-04-9 43
3 Propane, 1-(1,1-dimethylethoxy)-... 144 C9H200 032970-46-0 40
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 38
5 di-tert-Butyl acetylenedicarboxy... 226 C12H1804 066086-33-7 38

Abundance Scan 3763 (12.267 min): VL042235.D\data.ms (-3759) (- m/z 57.10 100.00%

57.1
5000

M 97.1 171.2 12.00 12.50
ob 34k Ml A0 T 2052 sz oa1.10 22.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23914: Pentanoic acid, 2-methyl-3-oxo-, methyl ester
57.0
5000 e LN
12.00 12.50

m/z 56.10 17.43%

31 Ou\ \‘ ‘ . \‘ 11\75 0 14\4 0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107249: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57.0

o

12.00 12.50
5000 m/z 59.10 12.88%
29.0
R R P2 N N
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #24457: Propane, 1-(1,1-dimethylethoxy)-2,2-dimethyl- A i i
57.0 12.00 12.50

5000
290“ | | ero 120
Y S e

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02 :
Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 Heptane, 5-ethyl-2,2,3-trim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.452 6.33 ppbv 1128030 Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 64
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 59
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 53
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
Abundance Scan 3820 (12.452 min): VL042235.D\data.ms (-3807) () m/z 57.10 100.00%
57.1
5000
‘ 85.2 113.1 12.50
ol 280 M 1380 1682 /7 56.05  46.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45524: Heptane, 5-ethyl-2,2,3-trimethyl-
57.0
5000 1T
12.50
29.0 112.0 m/z 43.10 41.12%
‘ 85.0
O \\\‘\‘}\\“‘\\\‘ ‘\\H\‘\‘M\\\“\\\‘\‘\\\\‘\]\_5\5\"()\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14593: Pentane, 2,2,3,4-tetramethyl-
57.0
=
12.50
5000 m/z 41.05 36.37%
29.0
85.0
LR N IR REEY:
om_m‘m I N
m/z--> 60 80 100 120 140 160 180
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl- 0
57.0 12.50
m/z 71.10 30.96%
5000
29 0
0 | 83.0 1130
H““‘w“‘ 7
m/z--> 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 Octane, 2,2,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.526 2.58 ppbv 458923  Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
4 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 53
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
Abundance Scan 3843 (12.526 min): VL042235.D\data.ms (-3835) (- m/z 57.05 100.00%
57.0
‘ 1250 |
113.1 . .
oH‘HHhm‘m”w“m_uh_‘Hﬁ?ﬁ'?”_m,w_Mw_?%l‘ﬁ m/z 56.10  35.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 LN :
12.50
m/z 41.10 34.10%
70 | | %99 1o
OH‘HH[‘\H‘“H“\\‘\\H‘\\H‘H\\"\\\\‘\H\‘H\\’\\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T
12.50
5000 m/z 43.10 32.50%
98.0
A S ST T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59063: Undecane, 4,6-dimethyl- Y ‘
57.0 12.50
m/z 71.10 25.67%
5000
27.0‘ ‘ 113.0
Qb bl 1420 1840
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL040725\
Data File : VL@O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 Hexane, 3,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.665 2.83 ppbv 504569 Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 58
2 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 53
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
4 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 50
5 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 47

Abundance Scan 3886 (12.665 min): VL042235.D\data.ms (-3876) (- m/z 57.10 100.00%
57.1

12.50 13.00
112.2141.2 : :
0 H‘,‘H““muwm‘lWUWHumm‘,W“7‘?‘7”,”H‘?ﬁ?&w?ﬁ‘ m/z 71.05 95.22%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
5000
85.0 12.50 13.00
m/z 43.10  79.22%

o

\H’\‘\‘H““}Hh“\\‘\\‘1‘\H“\H\‘H\\’\\H‘HH‘HH’HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0

12.50 13.00
5000 m/z 41.05 59.66%
41,0
o | “\‘ ‘\ || 130 1550 5074

HWHH_H‘_kuH_H‘_HWHH_H‘_HWHH_H‘_HWHH_

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2059: Butane, 2,2-dimethyl- T e
57.0 12.50 13.00

m/z 56.05 43.01%

5000
L
0 Il \\ I y = -

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

VLO32725AIR.M Thu Apr 10 13:54:35 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VLe40725\

Data File : VL@42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02 :
Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS Vvial : 7

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL032725AIR.M

. AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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 10 6-Chloro-2-ethyl-4-phenylqu...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.400 87.62 ppbv 15606100 Chlorobenzene-d5 8.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Chloro-2-ethyl-4-phenylquinoline 267 C17H14CIN 022609-10-5 52
2 N-Methyl-2-(4-chlorophenyl)eth-2... 268 C16H13CIN2 002562-96-1 50
3 Acetonitrile, 2-(6-chloro-2-pyri... 267 C15H10C1IN3 1000162-41-0 50
4 4-(4-Fluorophenyl)-2,3-dihydro-1... 267 C12H14FNOSSi 1010501-61-0 50
5 Propenone, 1-(4-nitrophenyl)-3-p... 268 C15H12N203 1000302-96-9 49

Abundance Scan 4113 (13.400 min): VL042235.D\data.ms (-4103) (- m/z 73.15 100.00%
73.2 267.1
5000
193.1 1de iSEd
154.1 ' : :
oh410 | ““ S St ?‘5% 2978y 267,15 87.22%
miz--> 50 100 150 200 250 300
Abundance #156931: 6-Chloro-2-ethyl-4-phenylquinoline
267.0
5000 — AH
13.00 13.50
m/z 268.10 34.94%
ol80 750 11501510 20805560 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ’ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #158162: N-Methyl-2-(4-chlorophenyl)eth-2-en-2-yl-1H-be
267.0
P e
13.00 13.50
5000 m/z 269.10 23.40%
77.0
‘ 1170 1570 5170 \ |
ob——— \\\\\h \‘ \‘\“\\\\ ‘wH“H‘Hw““
miz-> 50 100 150 200 250 300
Abundance #156658: Acetonitrile, 2-(6-chloro-2-pyridyl)-2-(4-cyanom — A
267.0 13.00 13.50
m/z 74.10 17.80%
5000
76.0 192.0 226.
300 | 770 ass0 L
(o VR S I W PSP KR L S A : o
m/z--> 50 100 150 200 250 300 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL@40725\
Data File : VL0O42235.D

Acqg On : @7 Apr 2025 14:51

Operator : SY/MD

Sample : Q1725-02

Misc : 400mL/MSVOA_L SSSG-B10-4-04012025

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL@32725AIR.M
Quant Title : AIR ANALYSIS BY METHOD TO-15 Instrument: MSVOA_LFri Aug 26 06:05:16 2022

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
D-Limonene 12.057 1.9 ppbv 338553 3 8.901 1781030 10.0
Heptane, 2,2,4,... 12.099 1.9 ppbv 328846 3 8.901 1781030 10.0
Nonane, 3-methy... 12.241 9.2 ppbv 1635720 3 8.901 1781030 10.0
unknownl2.267 12.267 8.1 ppbv 1436340 3 8.901 1781030 10.0
Heptane, 5-ethy... 12.452 6.3 ppbv 1128030 3 8.901 1781030 10.0
Octane, 2,2,6-t... 12.526 2.6 ppbv 458923 3 8.901 1781030 10.0
Hexane, 3,3-dim... 12.665 2.8 ppbv 504569 3  8.901 1781030 10.0
6-Chloro-2-ethy... 13.400 87.6 ppbv 15606100 3 8.901 1781030 10.0
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