LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

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\SFAMVTR102522WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@28724.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

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

1 1.947 271 282 300 rBV 13636140 19172128 4.41% 0.908%
2 3.291 680 700 761 rVV3 65167442 174769647 40.24% 8.273%
3  3.757 827 845 873 rBV 3394253 8807201 2.03% 0.417%

4 3,905 874 891 963 rVB 15795375 37989922 8.75% 1.798%
5 5.140 1235 1275 1281 rBV8 106663999 434283044 100.00% 20.557%

6 7.423 1961 1985 2011 rVB5 104323411 332903971 76.66% 15.758%
7 8.882 2422 2439 2460 rBV 26918659 48028394 11.06% 2.273%
8 9.034 2467 2486 2499 rVB3 102606509 225249444 51.87% 10.663%
9 9.185 2507 2533 2535 rBV9 128075629 418642616 96.40% 19.817%

9.548 2633 2646 2670 rVB2 44908786 71252597 16.41% 3.373%

11 9.931 2752 2765 2777 rBV 4493897 7702633 1.77% ©.365%
12 10.349 2876 2895 2905 rBV2 7924881 13455570 3.10% 0.637%
13 10.445 2916 2925 2930 rVV 9081969 14504937 3.34% 0.687%
14 10.480 2930 2936 2945 rVV 12289214 19607097 4.51% ©.928%
15 10.538 2945 2954 2969 rVB 16245662 23306944 5.37% 1.103%

16 10.734 3007 3015 3024 rVV 9425190 14206726 3.27% 0.672%
17 10.914 3059 3071 3084 rVB2 48411142 75347191 17.35% 3.567%
18 11.088 3115 3125 3143 rVB5 4135005 8714820 2.01% 0.413%
19 11.268 3165 3181 3190 rBV3 4120505 7506096 1.73%  0.355%
20 11.336 3190 3202 3216 rBV 24838684 42925932 9.88% 2.032%

21 11.522 3251 3260 3282 rVB2 6513473 13767646 3.17% ©.652%
22 11.635 3282 3295 3304 rBV4 4762947 8366053 1.93% 0.396%
23 11.914 3369 3382 3392 rBV2 15794024 28281317 6.51% 1.339%
24 12.316 3494 3507 3518 rBV 27327958 40958307 9.43%  1.939%
25 12.873 3664 3680 3688 rBV2 2671583 4555638 1.05% 0.216%

26 13.152 3755 3767 3795 rVB 11370676 18230595 4.20% 0.863%

Sum of corrected areas: 2112536466
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV028724.D\data.ms
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Abundance TIC: VV028724.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.291 2.01 ug/L 174770000 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 43
2 Diisopropyl ether 102 C6H140 000108-20-3 42
3 1-Cyclopentyl-1-propanol 128 C8H160 019833-89-7 37
4 1-Hepten-4-o0l, 4-methyl- 128 C8H160 001186-31-8 37
5 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 35
Abundance Scan 700 (3.291 min): VV028724.D\data.ms (-680) (-) m/z 87.00 100.00%
3.0 87.0
59.0
5000
Emaa A REEmaEsE
‘ I %2 . 102.0 3.00 3.20 3.40 3.60
oFrrrrrrrprrr e el S e m/z 43,05 99.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2069: Oxazolidin-2-one
87.0
28.0 590
5000 LA B B BRI B
420 3.00 3.20 3.40 3.60
15.0 ' m/z 45.85  99.90%
O\\\‘\}‘\\‘\\N\M\\\\i‘\h\\‘\\Ui‘\\\\‘\\\\‘\\}}‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether
45.0
e REamas
3.00 3.20 3.40 3.60
5000 m/z 40.95 83.52%
27.0 870
. 59.0
0 15\0 ‘ | | ‘\ . I 10?.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #14408: 1-Cyclopentyl-1-propanol e A REEma R
43,0 87.0 3.00 3.20 3.40 3.60
m/z 58.95 60.20%
5000 A\
69.0
27.0
56.0 ‘ 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.349 8.96 ug/L 13455600 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 81
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 53
Abundance Scan 2895 (10.349 min): VV028724.D\data.ms (-2876) (- m/z 90.95 100.00%
91.0
5000
120.0 — ANAS A
390 650 1401 10.00 10.50
Ot b L 1401 4767 s 150,00 21.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10702: Benzene, propyl-
91.0
5000 /\\ ‘ A o K
10.00 10.50
120.0 m/z 65.00 11.76%
390 650
0\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\’\‘\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10699: Benzene, propyl-
91.0
10.00 10.50
5000 ITI/Z 91.95 10.97%
120.0
o150 30 O e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10701: Benzene, propyl-
91.0 10.00 10.50
m/z 70.00 9.12%
5000
120.0
390 65.0
oH"mH“umw‘m“”meum_m_m_ — Pt
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.445 9.66 ug/L 14504900 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 2925 (10.445 min): VV028724.D\data.ms (-2916) (- m/z 105.00 100.00%
105.0
5000 M ]L
770 l : e
39.0 10.50
7.
ol R ““, Sl 32201410 7 126,00 30.77%
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
10.50
m/z 77.00 13.34%
39.0 77.0
O T \‘\ T \"‘\ \“1‘5\?‘.%\ T \“" T \‘1 T “1‘\ \J\-“z\.(\)\ L LA
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
il
A —
10.50
5000 m/z 91.00 11.60%
77.0
39.0
oL 280, T .20 bl
m/z--> 20 40 60 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl- £ ‘AJ\T
105.0 10.50
m/z 106.00 8.89%
5000
39.0 77.0 l AJ&
B R Y A - R ML
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 4 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.480 13.06 ug/L 19607100 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-chloro-4-methyl- 120 C6H13C1 025346-32-1 38
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 38
3 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16 006976-27-8 38
4 1H-Pyrazole, 4,5-dihydro-5-methyl- 84 C4H8N2 001568-20-3 38
5 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 38
Abundance Scan 2936 (10.480 min): VV028724.D\data.ms (-2930) (- m/z 43.00 100.00%
43.0
69.0
127.0
109.0
5000
1050
85.0 :
] SRS J‘!“ AL b 1430 sz 69.00  81.10%
m/z--> 20 40 60 80 100 120 140
Abundance #10598: Pentane, 2-chloro-4-methyl-
69.0
41.0
5000 1
10.50
m/z 127.00 71.77%
85.0
O \]-\5‘\.(‘)\‘\‘\ T \‘\“H“\H\‘\ \“ \‘\ L ‘ L ’ UL ‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #1684: Pentane, 3-methylene-
410 690
L
10.50
5000 m/z 109.00 53.21%
L
S T T i N
miz--> 20 40 60 80 100 120 140
Abundance #7692: Cyclopropane, (1,2-dimethylpropyl)- i
69.0 10.50
m/z 84.00 50.76%
41.0
5000
0250 I AL ee SR J
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.734 9.46 ug/L 14206700 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3015 (10.734 min): VV028724.D\data.ms (-3007) (- m/z 105.00 100.00%
105.0
/UH
o
510 77‘-0 10.50 11.00
Ol et el A Al 13801599 2068 4/ 120.00  30.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\J\ ! —
10.50 11.00
m/z 77.00 13.57%
39.0 77.0
0 \\\‘\‘\\\“‘\\“P\H“\‘\\\““\r‘}\“r“\\‘r“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
NI
A e
10.50 11.00
5000 m/z 91.00 12.92%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl- = ﬁ/\T —
105.0 10.50 11.00
m/z 79.00 9.74%
5000
79.0
®
B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.088 5.81 ug/L 8714820 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol 102 C6H140 000623-37-0 35
2 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 27
3 Butane, 1,1'-[(1-methylethyliden... 188 C11H2402 000141-72-0 27
4 2,4-Dimethyl-1-heptene 126 C9H18 019549-87-2 25
5 2-Nonene, (E)- 126 C9H18 006434-78-2 22
Abundance Scan 3125 (11.088 min): VV028724.D\data.ms (-3115) (- m/z 55.00 100.00%
55.0
- A/MJM\AJW/\WAJ\\J\
105.0
I [
83.0 126.1 11.00
0! 36, it Hh“ . ‘ ‘ | \‘\ 15\4 1 m/z 59.00 87.80Y
\\\’\\\\‘\\\\‘\\\\‘\\\\ . . (]
m/z--> 20 40 60 80 100 120 140 160
Abundance #4968: 3-Hexano
59.0
31.0
5000 S :
11.00
m/z 72.95 76.49%
0 _ 840
- ‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13280: Cyclopentane, 1,1,3,3-tetramethyl-
70.0
41.0 tT T
111.0 11.00
5000 m/z 41.00 71.78%
15\'0 M \‘ \‘ AL
0 et e e = ey
m/z--> 20 40 60 80 100 120 140 160
Abundance #62672: Butane, 1,1'-[(1-methylethylidene)bis(oxy)]bis- T ‘
59.0 11.00
29.0 m/z 70.00 63.55%
5000 115.0
0 J 85.0 ‘ 145.0 173.0
! e e e =
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.336  28.59 ug/L 42925900 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Mesitylene 120 CS9H12 000108-67-8 93

Abundance Scan 3202 (11.336 min): VV028724.D\data.ms (-3190) (- m/z 105.00 100.00%
105.0
5000 fk
77‘ 0 139 0 11. 00 11 50
(] ‘ L ﬁw‘ il L 322077071561 150,00 44.96%
miz--> 20 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
11. 00 11 50
270 m/z 77.00 16.08%
0 1T ‘2\7\.(\)\“ T \‘M.‘\H“\‘\ T \‘H‘ T \‘\ T ‘h‘\ \J\.‘ 2\-\0\ T ‘ LU ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
11. OO 11 50
5000 m/z 91.00 12.44%
, 77.0
YR P N Y 21 S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
39.00 11.14%
5000
39.0 77.0
Y B -
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\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50

Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.M
: 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 8 Indane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.522 9.17 ug/L 13767600  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 96
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H10 000496-11-7 91
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 76
5 Deltacyclene 118 C9H1e 007785-10-6 64

Abundance Scan 3260 (11.522 min): VV028724.D\data.ms (-3251) (- m/z 117.00 100.00%

11y.0
5000
91.0 h

30.0 57.8 | 1150
e el L 285 L A87.9 s 198,00 55.59%

m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0

5000 \
1150

m/z 115.00 33.23%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

39.0 580 91.0
130‘ “ ‘M “ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140 160
Abundance #10178.Indane
117.0
‘ —

o

o

- nf
11.50
5000 ITI z 91.00 17.38%
390 58.0 91.0 m
0****\****M**“*M““**\**“*\*** BEEBEBERBEBREE
m/z--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0 11.50

m/z 57.80 9.65%

m/z-->

20 40 60 80 100

) w
91.0
300 63.0
ol 220 L | L“A —

120 140 160

¥

11.50

SFAMVTR102522WMA.M Tue Nov 01 11:47:45 2022

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.915 18.84 ug/L 28281300 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 2,4,6-Trimethyl-3-heptene 140 C10H20 1000113-56-9 53
Abundance Scan 3382 (11.914 min): VV028724.D\data.ms (-3369) (- m/z 83.00 100.00%
83.0
5000 55.0 JL /L
140.0 T 7 .
‘ 112, ‘ 12.00
Ol ko 13209 | 1680 268 ./, 6o.ee  52.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
55.0 12.00
140.0 m/z 55.00 40.12%
27
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
=
12.00
s000{ 410 m/z 56.00  37.42%
‘ 140.0
0 HWUH““HM‘_W‘MWHw‘_m_‘H_m_m_m_m‘w
m/z--> 20 40 60 80 100120140160180200220240260 JL
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl- — =
83.0 12.00
m/z 41.00 32.27%
5000
55.0
27 0 140.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 10 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.316  27.28 ug/L 40958300 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 45
2 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 38
3 3-Octanol, 3,6-dimethyl- 158 C10H220 000151-19-9 38
4 3,7-Dimethyl-3-octyl methylphosp... 238 C11H24F02P 159395-79-6 37
5 5-Ethyl-1-nonene 154 C11H22 019780-74-6 37
Abundance Scan 3507 (12.316 min): VV028724.D\data.ms (-3494) (- m/z 73.00 100.00%
73.0
55.0
5000
— ——
J 910 111.0129.0 12.00 12.50
O SO b B L 1881y 55 00 72.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34655: 3-Octanol, 3,7-dimethyl-
73.0
55.0
5000 = —
12.00 12.50
m/z 70.00 55.41%
29.0 1110 140.0
O\\\\‘\U\\‘H\‘\\‘ “\‘\‘\‘\“M‘\H‘HH‘H‘H“HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #34653: 3-Octanol, 3,7-dimethyl-
73.0
— ——
12.00 12.50
550 m/z 69.00 47.147
5000 27.0 ) )
‘ 111.0129.0
bl Mgl b f910 |||, 1570
m/z--> 20 40 60 80 100 120 140 160
Abundance #34641: 3-Octanol, 3,6-dimethyl- = —T
73.0 12.00 12.50
m/z 41.00 42.11%
5000
29.0 55.0
129.0
111.0
090
m/z--> 20 40 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.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 3-Phenylbut-1-ene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.873 3.03 ug/L 4555640 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 86
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 64
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 50
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 50
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 50
Abundance Scan 3680 (12.873 min): VV028724.D\data.ms (-3664) (- m/z 117.00 100.00%
117.0
5000
91.0 N
— —=
510 ‘ 12.50 13.00
0 AUl 1520 18372070 n/7 119.e0  91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 r k :
12.50 13.00
91.0 m/z 133.95  38.36%
390 450 ‘ ‘
O \\\’\\\\“\\“”\‘H‘\\ih"\\”\“m\\“‘\‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
— A
12.50 13.00
5000 m/z 115.00 33.31%
91.0
27.0 0
o — w“u“‘1““‘1‘””1“‘,”‘1““1‘”!““1“““HHWH‘HHWH,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- = e
119.0 12.50 13.00
m/z 131.95 33.31%
5000
390 91.0
¥ 65.0
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\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA.M
: 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 12 Camphor Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.152 12.14 ug/L 18230660  1,4-Dichlorobenzene-d4  11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 camphor 152 CleHieo 000076-22-2 98

2 (+)-2-Bornanone

3 Bicyclo[2.2.1]heptan-2-

4 (+)-2-Bornanone

152 C1@H160
one, 1,7,... 152 C10H160
152 C10H160

000464-49-3 98
000464-48-2 98
000464-49-3 97

5 Camphor 152 C1@H160 000076-22-2 96
Abundance Scan 3767 (13.152 min): VV028724.D\data.ms (-3755) (- m/z 95.00 100.00%
95.0
41.0
5000 69.0
152'0 T ‘ T T ‘ T
| ‘ 13.00 13.50
0 b 1280, | 2069 ./, g1.66  73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29050: Camphor
41.0 95.0
5000 T !
69.0 13.00 13.50
152.0 m/z 41.80 55.92%
O\\\‘\‘i‘\\‘”‘\\‘\‘w‘\‘h‘\\‘ 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29115: (+)-2-Bornanone
95.0
P —
13.00 13.50
m/z 69.00 41.41%
5000 410 /
69.0 152.0
0.150 L 1230,
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P —
95.0 13.00 13.50
m/z 108.00 36.46%
5000 410 69.0
152.0
0 15.0 1 \‘ ‘\ ‘123'0 | ‘\ \
I RN R AR ——— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102722\
Data File : VV028724.D

Acqg On : 27 Oct 2022 16:50
Operator : SY/MD

Sample : N5233-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102522WMA .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|
unknown-01 3.291 2.0 ug/L 174770000 1 5.619 434283000 5.0
Benzene, propyl- 10.349 9.0 wug/L 13455600 3 11.246 7506100 5.0
Benzene, 1l-ethy... 10.445 9.7 ug/L 14504900 3 11.246 7506100 5.0
unknown-02 10.480 13.1 ug/L 19607100 3 11.246 7506100 5.0
Benzene, 1-ethy... 10.734 9.5 ug/L 14206700 3 11.246 7506100 5.0
unknown-03 11.088 5.8 ug/L 8714820 3 11.246 7506100 5.0
Benzene, 1,2,3-... 11.336 28.6 ug/L 42925900 3 11.246 7506100 5.0
Indane 11.522 9.2 ug/L 13767600 3 11.246 7506100 5.0
Cyclohexanone, ... 11.915 18.8 wug/L 28281300 3 11.246 7506100 5.0
unknown-04 12.316 27.3 ug/L 40958300 3 11.246 7506100 5.0
3-Phenylbut-1-ene  12.873 3.0 ug/L 4555640 3 11.246 7506100 5.0
Camphor 13.152 12.1 wug/L 18230600 3 11.246 7506100 5.0
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