LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR102022WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV028670.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.947 271 282 298 rBV 6162372 8372169 11.80% 4.334%
2 3.291 677 700 729 rBV 7355992 17105643 24.11% 8.854%
3 3.735 822 838 857 rVB 540533 1310252 1.85% ©0.678%
4 5.082 1229 1257 1281 rBV2 24665803 52595211 74.14% 27.225%
5 8.886 2412 2440 2470 rBV2 44732278 70940925 100.00% 36.721%
6 9.133 2508 2517 2534 rVB 456839 749687 1.06%  0.388%
7 9.538 2632 2643 2651 rVW 945363 1540058 2.17% 0.797%
8 9.924 2751 2763 2780 rBV 4026585 6137973 8.65% 3.177%
9 10.262 2859 2868 2881 rVB 1501863 2203689 3.11% 1.141%
10 10.349 2882 2895 2908 rVV2 2283412 3928296 5.54% 2.033%
11 10.416 2908 2916 2940 rVB 689366 1200443 1.69% 0.621%
12 10.731 3001 3014 3027 rBV 1548320 2324644 3.28% 1.203%
13 11.265 3164 3180 3191 rBV3 758014 1733310 2.44% 0.897%
14 11.345 3191 3205 3228 rVB2 1343249 3323925 4.69% 1.721%
15 11.519 3250 3259 3278 rVB 3593033 5956642 8.40% 3.083%
16 11.622 3279 3291 3317 rVB6 693751 1782651 2.51% 0.923%
17 12.008 3395 3411 3426 rBV 1510156 2454985 3.46% 1.271%
18 12.236 3471 3482 3493 rBv4 802822 1564584 2.21% 0.810%
19 12.403 3519 3534 3543 rBV 1095852 1699869 2.40% 0.880%
20 12.715 3622 3631 3643 rVB 478701 733826 1.03% 0.380%
21 12.869 3662 3679 3689 rBV2 1043863 1753870 2.47% 0.908%
22 13.371 3824 3835 3843 rBV4 420257 915479 1.29% 0.474%
23 13.419 3843 3850 3866 rVB 588495 1105988 1.56% 0.572%
24 14.490 4174 4183 4230 rVB2 614051 1755816 2.48%  0.909%

Sum of corrected areas: 193189935
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\

: VV0e28670.D

: 21 Oct 2022 18:43

: SY/MD

: N5216-16

: 25.0mL/MSVOA_V/WATER

: 23 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Ethyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
1.947 0.80 ug/L 8372170  1,4-Difluorobenzene 5.590

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H1e0 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 90

4 Ethyl ether 74 C4H1e0 000060-29-7 72
5 Ethyl ether 74 C4H1e0 000060-29-7 59

Abundance Scan 282 (1.947 min): VV028670.D\data.ms (-271) (-) m/z 58.95 100.00%

59.0
5000
e ARAREAREE S
‘ 1.60 1.80 2.00 2.20
C
Ol 887 155 1587 2418 n/z 45.00  81.30%
m/z--> 0 20 40 60 80 100120 140160 180 200 220 240
Abundance #970: Ethyl ether
31.0
5000 59.0 L e
1.60 1.80 2.00 2.20
m/z 73.95 67.37%
0 \‘\H‘\‘\“H\“\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #973: Ethyl ether
31.0
e ARARSAREE S
59.0 1.60 1.80 2.00 2.20
5000 m/z 43.00 22.09%
0 brrrrtdbe e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #969: Ethyl ether R RERRNREE R
31.0 1.60 1.80 2.00 2.20
m/z 40.95 12.90%
5000 59.0 L}\\

m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2 Diisopropyl ether Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.291 1.63 ug/L 17105600 1,4-Difluorobenzene 5.590

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 91
2 Diisopropyl ether 102 C6H140 000108-20-3 86
3 Diisopropyl ether 102 C6H140 000108-20-3 83
4 Diisopropyl ether 102 C6H140 000108-20-3 83
5 Diisopropyl ether 102 C6H140 000108-20-3 83
Abundance Scan 700 (3.291 min): VV028670.D\data.ms (-677) (-) m/z 44.95 100.00%
45.0
5000 /\
87.0 e
‘ ‘ 3.00 3.20 3.40 3.60
b el g b 11131380 1901 2226 ., 43 95 48.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4986: Diisopropy! ether
45.0
5000 LB B R B R B R
3.00 3.20 3.40 3.60
87.0 m/z 87.00 20.61%
0?—\5‘\.?\‘\‘\\"“{‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4984: Diisopropyl ether
45.0
e ARRamEES R
3.00 3.20 3.40 3.60
5000 m/z 41.00 17.12%
87.0
T A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4985: Diisopropyl ether ““H““‘H““W‘f[\
45.0 3.00 3.20 3.40 3.60
m/z 59.00 10.54%
5000
87.0
& & e o T e e AR RERRREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.349  11.33 ug/L 3928300 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 91
2 Benzene, propyl- 120 C9H12 000103-65-1 64
3 Benzene, propyl- 120 C9H12 000103-65-1 64
4 Benzene, propyl- 120 C9H12 000103-65-1 64
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 50
Abundance Scan 2895 (10.349 min): VV028670.D\data.ms (-2882) (- m/z 91.00 100.00%
91.0
5000
‘57‘-("‘ 12%0 Jane | 10:00 10.50
Ol b A e e el m/z 119.95 21.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 57.00  14.39%
39.0
O\H‘H\\“‘\\‘H’\‘H\"H!\‘\‘\H“H\\‘H\\‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0
A
1000 1050
5000 m/z 43.00 13.86%
120.0
39.0 | ‘
o‘wu‘“"u‘u,hHM‘_uw‘ww‘HW‘,w_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl- T s
91.0 10.00 10.50
m/z 65.00 10.79%
5000
120.0
39.0 |
Ol e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43

Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1-chloro-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.416 3.46 ug/L 1200440 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 96
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 93
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 90
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 90

Abundance Scan 2916 (10.416 min): VV028670.D\data.ms (-2908) (- 91.00 100.00%
91.0
5000
125.8
39.0 679 ‘ 10.50
bl 2089 g 125,85 32.46%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000
1050
126.0 o
200 630 ‘ m/z 88.95 19.39%
O \‘\\\\‘\\\\““\H\\“‘M\\H\‘\\‘H\“\\\\‘\Ml\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance #12923: Benzene, 1-chloro-2-methyl-
91.0 ﬂL
1050
5000 126.0 m/z 62.90 16.48%
39.0 63.0
ol 280 “hiw i g090 I
m/z--> 0 20 40 60 80 100 120 140
Abundance #12913: Benzene, 1-chloro-2-methyl- T
91.0 10.50
m/z 89.95 10.71%
5000
126.0
39.0 63.0
3 N L e
m/z--> 0 20 40 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.731 6.71 ug/L 2324640 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 3014 (10.731 min): VV028670.D\data.ms (-3001) (- m/z 105.00 100.00%
105.0 ﬂ
5000
390 7.0 i 10.50 11.00
Ol RT3 LIl 12201300 1500 7 100,06 29.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
10.50 11.00
m/z 76.95 12.88%
77.0
0 \1\5\.0‘\‘\ \3\9“.(\)\‘\5\9‘.9\ T \M‘ T \‘1 T ‘H‘\ ‘%“2‘.9‘ L B e
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
" —
10.50 11.00
5000 m/z 91.00 12.49%
39.0 77.0
0“‘“M"M‘WMwWU‘JM“M‘HW‘}p%Q“"H““
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl- R
105.0 10.50 11.00
m/z 78.95 8.97%
5000
79.0
39.0
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.345 9.59 ug/L 3323930 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2,3,7,7a-tetrahydro-1H... 139 C8H13NO 1000193-86-7 18
2 Phenol, 3-nitro- 139 C6H5NO3 000554-84-7 14
3 3-Methyl-2-pente-4-yne-1-0l 96 C6H80 1000432-32-6 11
4 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 11
5 Pyridine-2,3,5,6-tetraamine 139 C5HON5 038926-45-3 11
Abundance Scan 3205 (11.345 min): VV028670.D\data.ms (-3191) (- m/z 42.95 100.00%
43.0 105.0 139.0
81.0
5000
6 — ==
‘ ‘ ‘ ‘ 11.00 11.50
0 _Hnlwt“w D L uwl“‘”lﬂ“"?‘ m/z 139.00  98.55%
m/z--> 20 40 60 8 100 120 140 160
Abundance #20571: 5-Methoxy-2,3,7,7a-tetrahydro-1H-pyrrolizine
70.0
139.0
5000 [ ——
96.0 11.00 11.50
41.0 m/z 105.00 86.24%
‘ 123.0
O‘\\\\M‘\\\}‘\\‘\\”M\\\H\“‘\‘\‘H\\M\\\\}\\\\‘\
miz--> 20 80 100 120 140 160
Abundance #20360: Phenol, 3-nitro-
65.0 139.0
39.0 93.0 11.00 11.50
5000 m/z 80.95 79.84%
N ‘ 109.0
o W S NP NN I
m/z--> 20 40 60 80 100 120 140 160
Abundance #3171: 3- Methyl 2-pente-4-yne-1-ol =4 —
81.0 11.00 11.50
m/z 55.00 74.70%
5000 41.0
‘ 65/0
o_“ml”““u““”w‘m‘!_m_m_m_ = =
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.519 17.18 ug/L 5956640 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Indane 118 CS9H10 000496-11-7 93
3 Indane 118 C9H1e 000496-11-7 90
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
5 Indane 118 C9H10 000496-11-7 81
Abundance Scan 3259 (11.519 min): VV028670.D\data.ms (-3250) (- m/z 117.00 100.00%
117.0
5000
91.0 T
39.0 57.8 73.9 ‘ 11.50
ol b L PPl I 1380 7 118,00 55.54%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 - :
11.50
39.0 580 910 m/z 114.95 33.42%
miz-> 20 40 60 100 120 140
Abundance #10181.Indane
117.0
—r ;
11.50
5000 m/z 91.00 16.84%
91.0
olaso B0, 20
miz--> 20 40 60 80 100 120 140 I
Abundance #10180: Indane o ‘
117.0 11.50
m/z 57.80 9.56%
5000
39.0 &30 910 ‘
owlﬁwHw\_w\www | L
m/z--> 20 40 60 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.008 7.08 ug/L 2454990 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1oH14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 3411 (12.008 min): VV028670.D\data.ms (-3395) (- m/z 118.95 100.00%
119.0
5000
91.0
39.0 65.0 12.00
o‘Hww\uuhu‘u‘uH‘H,H‘;wu““Hwj‘?:?wwmz‘(??:? m/z 134.00  28.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0
5000
12.00
91.0 m/z 91.00 16.69%
41.0 65.0 ‘
O\H\‘\‘\H“‘\\‘\\”“\‘\H‘”’\H‘\‘W\\NH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
12.00
5000 m/z 120.00 10.00%
91.0
o150 MO0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #16996: o-Cymene ‘ fL‘ ‘
119.0 12.00
m/z 76.95 9.58%
5000
91.0
150 390 650 | ‘
T A Y ) R —— AUAY ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.236 4.51 ug/L 1564580 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 68
2 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 59
3 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 58
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 58
5 trans-4-Decene 140 C10H20 019398-89-1 53

Abundance Scan 3482 (12.236 min): VV028670.D\data.ms (-3471) (- m/z 73.00 100.00%

3

41.0
5000 105.0

140.0

%

—
L ‘ . 12.00 1250
0 Mot W 1980 237.0267C 0 5s g9 g8.86%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0

5000 == ==
12.00 12.50
140 0 . .91%
‘ ‘ 111.0 m/z 69.00 80.91
O \H‘\H\“‘\H“‘\‘\‘Hw!\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20692: 3-Octene, 2,6-dimethyl-
55.0
— T
12.00 12.50
5000 ITI/Z 70.00 69.73%
27.0 83.0
L oo
o“w‘k‘_u bbb e e
m/z--> 20 40 60 80 100120 140160180200 220240260
Abundance #20698: 2-Octene, 2,6-dimethyl-
69.0 12.00 12.50

m/z 40.95 58.23%

41.0
5000
140.0
RRN s
LAl H

m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.403 4.90 ug/L 1699870 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96

Abundance Scan 3534 (12.403 min): VV028670.D\data.ms (-3519) (- m/z 119.00 100.00%
119.0
5000
91.0
39.0 65.0 ‘ 12.00 12.50
OF e b 3809 20700 7 133,95 46.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 = ——
12.00 12.50
m/z 91.00 16.77%
390 65.0 91.0
0 \1\5\.‘0\‘\\\“‘\\‘\‘\“\“.H\”‘\H\‘WHM"\\r“\‘\H\‘\\H‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
= —
12.00 12.50
5000 m/z 120.00 9.72%
150 390 650 91.0
0 \m"\‘\\\“\w‘;‘\“;‘u\‘”‘\\‘\\“1‘”‘1“,‘\H“\‘mwm‘\m‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 j\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- L - e i
119.0 12.00 12.50
m/z 76.95 9.47%
5000
41.0 10
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_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.715 2.12 ug/L 733826 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 96
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
Abundance Scan 3631 (12.715 min): VV028670.D\data.ms (-3622) (- m/z 117.00 100.00%
117.0
5000
390 640 910 12.50 13.00
Okl [ 1400 2069 o131 05 39.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 M A
12.50 13.00
m/z 114.95  28.24%
390 g5 910 ‘ ‘
(OF; T \‘\ T \““\ \“”\ “‘U\ \”\“‘ T \“\ T “W\ T U‘ \‘U‘\‘\ (AL L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
A .
12.50 13.00
5000 m/z 131.00 20.35%
91.0
390 650 ‘ ”
0\‘JH\M\N“‘M\\M\”}w“\\“w””\w\\\‘H\\‘H\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- T g
117.0 12.50 13.00
m/z 91.00 12.32%
5000
390 450 910 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 Benzene, 2-butenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.869 5.06 ug/L 1753870  1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64
4 p-Cymene 134 C1eH14 000099-87-6 64
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 64
Abundance Scan 3679 (12.869 min): VV028670.D\data.ms (-3662) (- m/z 119.00 100.00%
119.0
91.0 A i
51.0 | ‘ 12.50 13.00
Y IR T O 2R T 3530 m/z 117.00  58.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16114: Benzene, 2-butenyl-
117.0
5000 Aﬁ ; e
91.0 12.50 13.00
390 650 m/z 133.95 41.80%
0 \J-\S\.?\HH““\\“”‘\“M‘\\“1”‘\\‘}\“‘1\\ ‘\‘U“\‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
— —
12.50 13.00
5000 m/z 91.00 23.19%
91.0
39.0 65.0 ‘
. w“ u ‘M‘ all L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- T —
119.0 12.50 13.00
m/z 115.00  22.45%
5000
390 91.0
: 65.0
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 (DEL) Alkane: Cyclic13.371 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.371 2.64 ug/L 915479  1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001839-88-9 55
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 55
3 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 53
4 1-Decene, 5-methyl- 154 C11H22 054244-79-0 52
5 5-Undecene, (E)- 154 C11H22 000764-97-6 52

Abundance Scan 3835 (13.371 min): VV028670.D\data.ms (-3824) (- m/z 68.95 100.00%
69.0
41.0
5000
110.0
153.9 s A
‘ L ‘ 13.00 13.50
0 Al ‘2? 2l m/z 54.95  87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13304: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
558.0
97.0
5000 = —
126.0 13.00 13.50
27.0 m/z 40.95  61.21%
O\\\‘\m\\\\‘\“‘\“1\\”‘”!\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13255: Cyclohexane, 1,2,3-trimethyl-
69.0
— —
1.0 97.0 13.00 13.50
5000 m/z 83.00 54.33%
126.0
o]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13240: 2,2-Dimethyl-3-heptene trans == —T
69.0 13.00 13.50
m/z 56.00 35.51%
5000 41.0
970 1260
o180 b || e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.419 3.19 ug/L 1105990 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Butyl-cyclohexanone 154 C10H180 061203-82-5 43
2 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 38
3 2-Pyrazoline, 1-allyl- 110 C6H1ON2 019804-38-7 35
4 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 30
5 2-Octene, 2,3,7-trimethyl- 154 C11H22 033933-75-4 30

Abundance Scan 3850 (13.419 min): VV028670.D\data.ms (-3843) (- m/z 55.00 100.00%

55.0 83.0
154.1
——
‘ J\‘ Mlom ‘ 13.50
ob—388 I b by b L wjz s3.ee 94.20%
miz--> 20 40 60 80 100 120 140 160
Abundance #31016: 4-Butyl-cyclohexanone
55.0
83.0
5000 LN
29.0 13.50
1260 1940 m/z 41.00 60.19%
O‘\\\\““\\\H“\ ‘\\“\\‘\“\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #12270: Imidazole, 2-acetamido-
83.0
——
13.50
5000 43.0 m/z 126.00  47.58%
125.0
AR S S
m/z--> 20 40 60 80 100 120 140 160
Abundance #6477: 2-Pyrazoline, 1-allyl- —
83.0 13.50
m/z 110.00 47.03%
) | | /‘/L
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 (DEL) Alkane: Cyclicl4.490 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.490 5.06 ug/L 1755820 1,4-Dichlorobenzene-d4 11.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 38
2 4-Propylcyclohexanone 140 CSH160 040649-36-3 38
3 Cyclohexanecarboxylic acid, 4-bu... 396 C24H32N203 075941-51-4 27
4 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 27
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 27
Abundance Scan 4183 (14.490 min): VV028670.D\data.ms (-4174) (- m/z 55.00 100.00%
55.0
83.0
5000 140.0
168.1 o
H 111. ‘ 14.50
0 e AT g 83.00 72.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20792: Cyclopropane, 1,1,2-trimethyl-3-(2-methylpropy!
55.0 830
5000 L
14.50
140.0 m/z 69.00 60.72%
O \\‘1“\\\\‘\\\\l‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21506: 4-Propylcyclohexanone
55.0
—
96.0 14.50
5000 140.0 m/z 41.00 57.58%
27.0
0 ‘m I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #299524: Cyclohexanecarboxylic acid, 4-butyl-, 2,3-dicya —
83.0 14.50
m/z 140.00 47.60%
5000 139.0
55.0
290 ‘ 167.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102122\
Data File : VV028670.D

Acqg On : 21 Oct 2022 18:43
Operator : SY/MD

Sample : N5216-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA .M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethyl ether 1.947 0.8 ug/L 8372170 1 5.590 52595200 5.0
Diisopropyl ether 3.291 1.6 ug/L 17105600 1 5.590 52595200 5.0
Benzene, propyl- 10.349 11.3 wug/L 3928300 3 11.242 1733310 5.0
Benzene, 1-chlo... 10.416 3.5 ug/L 1200440 3 11.242 1733310 5.0
Benzene, 1l-ethy... 10.731 6.7 ug/L 2324640 3 11.242 1733310 5.0
unknown-01 11.345 9.6 wug/L 3323930 3 11.242 1733310 5.0
Indane 11.519 17.2 ug/L 5956640 3 11.242 1733310 5.0
o-Cymene 12.008 7.1 ug/L 2454990 3 11.242 1733310 5.0
(DEL) Alkane: S... 12.236 4.5 ug/L 1564580 3 11.242 1733310 5.0
Benzene, 1,2,4,... 12.403 4.9 ug/L 1699870 3 11.242 1733310 5.0
1H-Indene, 2,3-... 12.715 2.1 ug/L 733826 3 11.242 1733310 5.0
Benzene, 2-bute... 12.869 5.1 ug/L 1753870 3 11.242 1733310 5.0
(DEL) Alkane: C... 13.371 2.6 ug/L 915479 3 11.242 1733310 5.0
unknown-02 13.419 3.2 ug/L 1105990 3 11.242 1733310 5.0
(DEL) Alkane: C... 14.490 5.1 ug/L 1755820 3 11.242 1733310 5.0

SFAMVTR102022WMA.M Fri Oct 28 13:09:27 2022 18



