LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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: VV028646.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 72 82 101 rVB2 140546 224095 1.85% 0.514%
2 1.564 155 163 177 rVB2 112703 164753 1.36% 0.378%
3 1.947 272 282 297 rBV 2225965 2990323 24.73% 6.861%
4 2.018 298 304 321 rVW4 68828 140385 1.16% 0.322%
5 2.105 321 331 342 rVW 220312 317151 2.62% 0.728%
6 3.281 677 697 740 rBV 2533667 5890397 48.72% 13.515%
7 3.757 830 845 862 rVB4 54256 138451 1.15% 0.318%
8 3.908 881 892 913 rBV 47650 174631 1.44% 0.401%
9 4.342 1011 1027 1082 rBvV2 318601 1101316 9.11% 2.527%
10 5.092 1230 1260 1293 rBV 5311530 12091442 100.00% 27.742%
11 5.612 1409 1422 1448 rBV 199643 415297 3.43% 0.953%
12 6.066 1550 1563 1575 rBV 159547 329878 2.73% 0.757%
13 6.982 1837 1848 1863 rBV 63041 121502 1.00% 0.279%
14  7.310 1933 1950 1964 rBV 319432 573927 4.75% 1.317%
15 8.088 2182 2192 2229 rBV 253582 617303 5.11% 1.416%
16 8.873 2417 2436 2470 rBV 5770750 9605339 79.44% 22.038%
17  9.133 2507 2517 2531 rVB 173446 287072 2.37% 0.659%
18 9.471 2611 2622 2632 rBV 84760 141067 1.17% 0.324%
19 9.535 2632 2642 2672 rVB 391584 745247 6.16% 1.710%
20 9.924 2752 2763 2779 rBV 858613 1325059 10.96% 3.040%
21 10.210 2845 2852 2860 rVV 109738 171420 1.42% 0.393%
22 10.262 2860 2868 2880 rvB2 242119 362291 3.00% 0.831%
23 10.345 2880 2894 2912 rBV2 499280 899012 7.44% 2.063%
24 10.728 2999 3013 3028 rBV 292263 459451 3.80% 1.054%
25 10.911 3060 3070 3081 rBvV2 72272 166319 1.38% 0.382%
26 11.239 3163 3172 3190 rVB3 340463 705223 5.83% 1.618%
27 11.329 3190 3200 3216 rBV2 346357 695317 5.75%  1.595%
28 11.519 3249 3259 3277 rVV 438333 766341 6.34% 1.758%
29 11.619 3279 3290 3315 rVB4 340438 717040 5.93% 1.645%
30 12.008 3396 3411 3427 rBV 210052 361822 2.99% 0.830%
31 12.239 3465 3483 3496 rBV4 94668 214551 1.77% 0.492%
32 12.403 3520 3534 3545 rBV2 124722 212258 1.76% 0.487%
33 12.873 3663 3680 3690 rBV2 179889 300163 2.48% 0.689%
34 14.165 4069 4082 4090 rBV2 91914 159663 1.32% 0.366%
Sum of corrected areas: 43585506
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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

Abundance TIC: VV028646.D\data.ms
5.092
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TTT ‘ TTTT ‘ TTIT ‘ TTIT ‘ TTrIT ‘ TTTT ‘ T T TT T TTTT ‘ TTTT TTTT TTTT ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTroT ‘ L ‘ LI ‘ TTTT ‘ TT 1T ‘ TTTT

T T T T
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV028646.D\data.ms
8.873

5000000

4000000

3000000

2000000

1000000 9.924
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 2
R.T. EstConc Area Relative to ISTD R.T.
1.947 36.00 ug/L 2990320 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H100 000060-29-7 90
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H100 000060-29-7 90

4 Ethyl ether 74 C4H100 000060-29-7 78
5 Ethyl ether 74 C4H100 000060-29-7 72

Abundance Scan 282 (1.947 min): VV028646.D\data.ms (-272) (-) m/z 58.95 100.00%

59.0
45.0
74.0
5000

1.60 1.80 2.00 2.20

Ol e i 92Tz 44.95  79.00%
miz> 0 10 20 30 40 50 60 70 80 90 100
Abundance #970: Ethyl ether
31.0
5000 o °9° 601802.00220
45. a0 1.60 1

m/z 73.95 69.09%

O
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #973: Ethyl ether
31.0
59.0

1.60 1.80 2.00 2.20

5000 45.0 74.0 ITI z 43.00 21.71%
15.0 | 1
)RS N | RS
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #969: Ethyl ether R RERANREEE R
31.0 1.60 1.80 2.00 2.20

m/z 40.95 12.27%

5000 59.0
45.0

15.0 74.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48

Operator : SY/MD

Sample : N5216-06

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 : 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 Diisopropyl ether Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.281 70.92 ug/L 5890400 1,4-Difluorobenzene 5.612
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 91
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 697 (3.281 min): VV028646.D\data.ms (-677) (-) m/z 44.95 100.00%
45.0
5000 J\\
87.0 AR o e
‘ 59.0 102.0 3.00 3.20 3.40 3.60
Ot el b 720 1020 s 40 05 48.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 LU L B B BB B
3.00 3.20 3.40 3.60
87.0 m/z 86.95 22.69%
59.0
ol 180 200 ]| T 102.0
\\‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\’\\\\‘\\\\‘\\\1’\\\\‘1\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
N EERaEEREE SRR
3.00 3.20 3.40 3.60
5000 m/z 41.00 17 .04%
87.0
59.0
0 15'0 27.0\ I ‘\ oy ‘ 7\1'0 102'0
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4983: Diisopropyl ether R RR R
45.0 3.00 3.20 3.40 3.60
m/z 59.00 11.05%
5000
87.0
59.0
0 27\Ow | ‘\ in ‘ | 102.0
e e e e e e e mmEERREE
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\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 4 (DEL) Alkane: Cyclic3.757 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.757 1.67 ug/L 138451 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 74
3 Cyclohexane 84 C6H12 000110-82-7 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
Abundance Scan 845 (3.757 min): VV028646.D\data.ms (-830) (-) m/z 56.00 100.00%
56.0
5000
R e A RREREERR RS
84.0 L 3.40 3.60 3.80 4.00
Ol 2090 2081 o 46.95  52.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000 T T T T T[T T i T[T T T T[T TTT T
3.40 3.60 3.80 4.00
m/z 69.00 43.92%
28.0 84.0
O\‘\\\‘\‘\‘H‘\\‘ ‘\“\‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1681: Cyclopentane, methyl-
56.0
3.40 3.60 3.80 4.00
5000 m/z 38.90 27 .00%
27.0
‘ 84.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane R e AR
56.0 3.40 3.60 3.80 4.00
84.0 m/z 55.00  21.96%
5000
27.0 H ‘
0 \‘\\u‘\mu‘{uN“‘H‘m\“\‘\u‘\\u‘\m‘\m‘\m‘\m‘uu
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48

Operator : SY/MD

Sample : N5216-06

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 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 6 (2Z,4E)-3,7-Dimethyl-2,4-oc... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.262 2.57 ug/L 362291 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2z,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-4 80
2 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 72
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10OH18 000500-00-5 64
4 3,5-Octadiene, 2,7-dimethyl-, (E... 138 C10H18 055682-64-9 64
5 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 64

Abundance Scan 2868 (10.262 min): VV028646.D\data.ms (-2860) (-

m/z 95.00 100.00%

95.0
5000 41.0 67.0
138.0
S —
‘ M ‘ M | 123.0 10.00 10.50
01— \u i ‘ w“ Al Mt b m/z 80.95  53.46%
miz--> 20 80 100 120 140
Abundance #19491: (ZZ,4E)-3,7-Dimethyl-2,4-0ctadiene
95.0
67.0
5000 VIS —
138.0 10.00 10.50
41.0 m/z 81.95 46.89%
O+ [T ! \‘\“‘\ ‘ \ \ \‘\‘ “1 T \“\“\ \1’2:‘-\5.(\)\“1" T
miz--> 20 40 100 120 140
Abundance #19552: Cydohexane 1rneﬂwl3{lrneﬂwkﬁhenﬂ) cis
95.0
BN | -
10.00 10.50
5000 m/z 66.95 46.02%
67.0
41.0 138.0
‘ ‘ 119.0 ‘
— “M Al g I “, IR -
miz--> 20 40 60 80 100 120 140
Abundance  #19530: Cyclohexene, 4-methyl-1-(1-methylethyl)- s =
95.0 10.00 10.50
m/z 40.95 41.80%
5000 67.0
41.
123.0138.0
015'0,,,, S A
miz--> 20 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 Benzene, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.345 6.37 ug/L 899012 1,4-Dichlorobenzene-d4 11.243
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 58
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 50
Abundance Scan 2894 (10.345 min): VV028646.D\data.ms (-2880) (- m/z 90.95 100.00%
91.0
5000 ﬁVAV¥
57.0 120.0 A
‘ ‘ | ‘ ( 10.00 10.50
Oberprr b b b 2088 280& o 57 09 21.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000
1000 1050
120.0 m/z 120.00  21.05%
39.0
O\\\‘\H\“‘\\‘\\’\‘\H“H!\‘\‘\\\“\H\‘\H\’HH‘HH‘HH‘HH’\H\’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0
10.00 10.50
5000 m/z 42.95 18.76%
120.0
39.0 |
Qv et b b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0 1000 1050
m/z 70.95 14.46%
5000
120.0
39.0 | ] ‘
o
m/z--> 20 40 60 80 100120140160180200220240260280 1000 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.728 3.26 ug/L 459451  1,4-Dichlorobenzene-d4 11.243
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-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 3013 (10.728 min): VV028646.D\data.ms (-2999) (- m/z 105.00 100.00%
105.0
5000
120.0
89 o 7.0 10.50 11.00
Ok 0 88 LUl 1880 o 100,00 29.25%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 10.50 11.00
m/z 77.00 12.88%
O \1\5\()‘ T \ \3\9“0\ \‘\E)\g’(‘)\‘\ T \H‘ T \‘\ T ‘M‘\ \‘\H"\ LI ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
ot —
10.50 11.00
5000 m/z 90.95 12.40%
120.0
79.0
N .. DN N S
m/iz--> 20 40 60 80 100 120 140
Abundance #10724: Benzene, 1-ethyl-2-methyl- A —
105.0 10.50 11.00
m/z 103.00 9.11%
5000
120.0
77.0
510
SSMSS: BSOSO MSNESUBSS [ o9 N o
m/z--> 20 40 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.329 4.93 ug/L 695317 1,4-Dichlorobenzene-d4 11.243
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 94
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 3200 (11.329 min): VV028646.D\data.ms (-3190) (- m/z 105.00 100.00%
105.0
5000
39.0 77.0 139.0 11.00 11.50
0 L. \??\qu L ‘\\u |l 121.9°°F m/z 120.00 41.97Y
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . (]
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 A‘ : —
11.00 11.50
m/z 76.95 14.29%
77.0
0 \\\‘2\7\.(\)\“\\‘M‘\H“\‘\\\‘H‘\\‘\\“}‘\\J\.‘“z\-\o\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
= =
11.00 11.50
5000 m/z 38.95 10.55%
) 77.0
0 ‘1‘5"0‘“1 ‘ “‘H “‘1‘5‘9"““ ‘ ‘M‘ by ‘H‘ ‘;I‘W“Z‘.Q‘ o
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene T ——
105.0 11.00 11.50
m/z 90.95 10.32%
5000
77.0
390 590 17
O bbb et ) ISR
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 10 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.519 5.43 ug/L 766341 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 96
2 Indane 118 CS9H10 000496-11-7 95
3 Indane 118 C9H10 000496-11-7 94
4 Indane 118 C9H10 000496-11-7 90
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
Abundance Scan 3259 (11.519 min): VV028646.D\data.ms (-3249) (- m/z 116.95 100.00%
117.0
5000
T T
39.0 62.9 91‘0 11.50
Ol e Ll 1403 19040 7 197,95 55.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10179: Indane
117.0
5000
1150
39.0 91.0 m/z 115.00 34.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10181: Indane
117.0
11.50
5000 m/z 91.00 16.25%
91.0
015-039°63°L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10178: Indane
117.0 1150
m/z 116.00 10.43%
5000
58.0 91.0
o 0y o b WAV,
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 11 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.008 2.57 ug/L 361822 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 3411 (12.008 min): VV028646.D\data.ms (-3396) (- m/z 118.95 100.00%
119.0
5000
134.0
91.0
390 650 12.00
ol et b L b sz 134,00 28.47%
miz--> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
12.00
91.0 134.0 m/z 90.95 16.86%
39.0 65.0 ‘
O\\lwsw.o‘\‘\ T \“‘\ \“1‘\ “‘1‘\ T \‘H‘ T “m\ \M T T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
R \
12.00
5000 m/z 120.00 9.56%
134.0
39.0 91.0
15.0 ' 65.0
) S N S S PG SR S
m/iz--> 20 40 60 80 100 120 140 /\
Abundance #16997: o-Cymene /\‘ ‘ /\ ‘ Ml
119.0 12.00
m/z 76.95 9.47%
5000
134.0
91.0
41.0 65.0
0\\\\‘\‘\\J‘\\\W‘W\\JW\\1u“P\WWl\\\H‘\ e
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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, 4-chloro-1,2-dimet... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.239 1.52 ug/L 214551 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 95
2 m-Xylene, 5-chloro- 140 C8H9C1 000556-97-8 89
3 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 78
4 Benzene, 2-chloro-1,3-dimethyl- 140 C8H9Cl 006781-98-2 64
5 Benzene, 2-chloro-1,4-dimethyl- 140 C8HICl 000095-72-7 55

Abundance Scan 3483 (12.239 min): VV028646.D\data.ms (-3465) (- m/z 73.00 100.00%

1
730 105.0
5000 41.0 139.9

12.00 12.50
266.¢S
0" 193.0 m/z 104.95 81.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21432: Benzene, 4-chloro-1,2-dimethyl-
105.0

5000 e A
140.0 12.00 12.50

51.0 m/z 68.95 61.37%

“f
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21414: m-Xylene, 5-chloro-
105.0

o

140.0
5000 m/z 55.00 58.28%
77.0
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21427: Benzene, 4-chloro-1,2-dimethyl- e —
105.0 12.00 12.50

m/z 70.00 51.93%

5000 140.0
51.0
so || 1L
o] ! ‘ bl delll ol |

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

|
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.403 1.50 ug/L 212258 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 3534 (12.403 min): VV028646.D\data.ms (-3520) (- m/z 119.00 100.00%
119.0
5000
38.9 64.9 ‘ 12.00 12.50
Obrrrrrrh bt b e UL 11450 2069 4 134,00 48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \‘\ /\‘ A“ T
12.00 12.50
m/z 91.00 15.67%
390 65.0 91.0
0 \1\5\.‘0\‘\\\“‘\\‘\‘\“\“lu\‘”‘\\‘\\‘WH‘M\\\“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
— ——
12.00 12.50
5000 ITI/Z 133.00 10.61%
39.0 65.0 91.0
0 H“ﬂ‘JLNWWWHJWHL‘NMNM“M“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 //\\/j\ [i\/\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- el
119.0 12.00 12.50
m/z 120.00 10.23%
5000
410 91.0 j\/\ j\
- i RO N RO V2 07, W L VNSO
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\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.873 2.13 ug/L 300163 1,4-Dichlorobenzene-d4 11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 64
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 50
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 50
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 50
5 o-Cymene 134 C1oH14 000527-84-4 50
Abundance Scan 3680 (12.873 min): VV028646. D\data ms (-3663) (- m/z 117.00 100.00%
11§.
5000
91.0 A
50.9 "en 1200
12.50 13.00
.0153.0
omwH_J‘Uu‘“wz# el R m/z 118.95  97.25%
m/z--> 20 80 100 120 140 160
Abundance #16166 Benzene 1|nethy|4(2;nopenyb /ﬂtjk
117.
5000
91.0 12 50 13. 00
m/z 134.00 41.19%
27.0
O \\\‘\\\\“\\‘”\“M\\}b\\‘}\“h‘\\ ‘\‘U‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
‘ —
12.50 13.00
5000 m/z 115.00 36.55%
91.0
39.0 65.0 ‘
ol259 o u b bl L
miz--> 20 40 60 80 100 120 140 160 M
Abundance #16107: 1-Phenyl-1-butene S -
117.0 12.50 13.00
m/z 132.00  32.87%
5000
91.0
51.0 ‘
Y B L . N N M B RN ) pe i W .t
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\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48

Operator : SY/MD

Sample : N5216-06

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 23  Sample Multiplier:

Quant Method

Quant Title : TRACE VOA SFAM1.0

TIC Library

1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR102022WMA.M

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 1,2,3,6-Tetrahydrobenzylalc...

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.165  1.13 ug/l 159663  1,4-Dichlorobenzene-d4  11.243
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,3,6-Tetrahydrobenzylalcohol, ... 208 COHIIF302  1008365-07-8 50

2 1,4-Cyclohexadiene, 1-methyl- 94 C7H10 004313-57-9 49
3 Bicyclo[2.2.1]hept-2-ene, 2,3-di... 122 C9H14 000529-16-8 47
4 Tricyclo[3.3.0.0(2,8)]octan-3-on... 136 C9H120 1000150-71-8 47
5 Bicyclo[4.2.0]oct-4-ene-7,7-dica... 200 C13H16N2 1000163-03-5 47
Abundance Scan 4082 (14.165 min): VV028646.D\data.ms (-4069) (- m/z 78.95 100.00%
79.0
5000
68.0
38.9 119.0 P Py
H ‘ H ‘ 14.00 14.50
Obrerprobdbbll Sl by L2080 280% 093 95 63.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85721: 1,2,3,6-Tetrahydrobenzylalcohol, trifluoroacetate
79.0
5000 - S
14.00 14.50
m/z 91.00 36.02%
39.0
0 H\‘\‘H\L‘\ \“1”‘\’\‘h\‘\M‘\\‘\H\“]-\:\L\\?T.‘QH\:L’%?.\?HH]‘-\g\(\)\-(‘)\H\’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2944: 1,4-Cyclohexadiene, 1-methyl-
79.0
\A/\\ T ‘ T T ‘ T
14.00 14.50
5000 m/z 168.00 31.55%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11468: Bicyclo[2.2.1]hept-2-ene, 2,3-dimethyl- : R f‘\f\“
94.0 14.00 14.50
m/z 38.85 22.59%
5000
39.0
0‘meJLNWNJW“MM}ﬁHRMHW‘HWHHMHW‘HWHHMHWH —r— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102022\
Data File : VV028646.D

Acqg On : 20 Oct 2022 19:48
Operator : SY/MD

Sample : N5216-06

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 36.0 ug/L 2990320 1 5.612 415297 5.0
Diisopropyl ether 3.281 70.9 ug/L 5890400 1 5.612 415297 5.0
(DEL) Alkane: C... 3.757 1.7 wug/L 138451 1 5.612 415297 5.0
(2Z,4€)-3,7-Dim... 10.262 2.6 ug/L 362291 3 11.243 705223 5.0
Benzene, propyl- 10.345 6.4 ug/L 899012 3 11.243 705223 5.0
Benzene, 1l-ethy... 10.728 3.3 wug/L 459451 3 11.243 705223 5.0
Benzene, 1,2,3-... 11.329 4.9 ug/L 695317 3 11.243 705223 5.0
Indane 11.519 5.4 ug/L 766341 3 11.243 705223 5.0
Benzene, 2-ethy... 12.008 2.6 ug/L 361822 3 11.243 705223 5.0
Benzene, 4-chlo... 12.239 1.5 wug/L 214551 3 11.243 705223 5.0
Benzene, 1,2,4,... 12.403 1.5 ug/L 212258 3 11.243 705223 5.0
Benzene, 1-meth... 12.873 2.1 ug/L 300163 3 11.243 705223 5.0
1,2,3,6-Tetrahy... 14.165 1.1 ug/L 159663 3 11.243 705223 5.0
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