LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV032495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@32495.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 7 14 31 rVB 326056 325473 50.18% 6.133%
2 1.191 41 47 58 rBvV 35231 36609 5.64% 0.690%
3 1.275 64 73 83 rBV2 163152 240583 37.09%  4.534%
4 1.355 93 98 102 rBV 6070 6548 1.01% 0.123%
5 1.388 102 108 118 rVvB2 24129 31833 4.91% 0.600%
6 1.532 146 153 166 rVB 55452 69099 10.65% 1.302%
7 1.600 166 174 182 rBV 23520 29708 4.58% 0.560%
8 1.728 206 214 220 rBV 33161 41583 6.41% 0.784%
9 1.767 220 226 245 rVB3 30538 53051 8.18% 1.000%
10 1.912 265 271 273 rW5 7116 9285 1.43% 0.175%
11 1.937 275 279 286 rVW3 12247 15282 2.36% ©0.288%
12 1.979 286 292 302 rVB3 5977 8119 1.25% 0.153%
13  2.060 307 317 334 rBV 85527 156691 24.16%  2.953%
14 2.175 348 353 368 rVB5S 7187 14020 2.16% 0.264%
15 2.420 405 429 440 rBv4 14086 39387 6.07% 0.742%
16 2.766 501 518 539 rBV 311852 648583 100.00% 12.222%
17 2.831 545 557 564 rBV3 9708 22283 3.44% 0.420%
18 2.879 567 572 590 rV8 10441 22206 3.42% 0.418%
19 2.969 590 600 620 rVBS8 5963 14325 2.21% 0.270%
20 3.375 714 726 735 rBV8 2992 6821 1.05% 0.129%
21 3.805 847 860 888 rBv2 44806 140765 21.70% 2.653%
22 4.256 983 1000 1024 rBV 57440 161195 24.85% 3.038%
23 4.960 1202 1219 1233 rBV2 136544 353753 54.54% 6.666%
24 5.133 1261 1273 1289 rVV2 50981 113249 17.46% 2.134%
25 5.211 1289 1297 1314 rVB3 9694 23265 3.59% 0.438%
26 5.538 1387 1399 1416 rBV 117621 251823 38.83% 4.745%
27 5.992 1528 1540 1556 rBV 81544 175895 27.12%  3.315%
28 6.120 1570 1580 1591 rVB9 5532 12056 1.86% 0.227%
29 6.918 1814 1828 1851 rBV 37957 82354 12.70% 1.552%
30 7.246 1918 1930 1952 rBV 147578 292620 45.12% 5.514%
31 7.426 1977 1986 1990 rBV6 4984 8194 1.26% 0.154%
32 7.558 2019 2027 2046 rBV 21687 48056 7.41% 0.906%
33 7.680 2057 2065 2082 rVB 4483 9956 1.54% 0.188%
34 7.879 2116 2127 2132 rBV2 7971 14056 2.17% 0.265%
35 8.030 2164 2174 2202 rBV 207568 433488 66.84% 8.169%

36 8.789 2399 2410 2437 rBV 190859 341431 52.64% 6.434%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV032495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0
37 9.046 2480 2490 2496 rBVS5 7391 15055 2.32% 0.284%
38 10.066 2796 2807 2814 rBV5 3275 6882 1.06% 0.130%
39 10.156 2824 2835 2850 rBV 66198 112727 17.38% 2.124%
40 10.329 2878 2889 2902 rVB3 14695 24610 3.79% 0.464%
41 10.805 3028 3037 3044 rBV3 6199 8499 1.31% 0.160%
42 11.030 3096 3107 3120 rBVS 8507 15086 2.33% 0.284%
43 11.188 3140 3156 3170 rBV 201249 320105 49.35% 6.032%
44 11.394 3211 3220 3232 rVB2 14986 23727 3.66% 0.447%
45 11.564 3261 3273 3290 rVB 161052 264083 40.72% 4.976%
46 12.056 3413 3426 3444 rBV2 74233 127570 19.67% 2.404%
47 12.194 3458 3469 3477 rBV3 6029 10614 1.64% 0.200%
48 12.294 3489 3500 3505 rBV7 8007 12504 1.93% 0.236%
49 12.490 3548 3561 3571 rBV2 13363 21417 3.30% 0.404%
50 12.625 3596 3603 3612 rVB4 8751 14047 2.17% 0.265%
51 12.696 3616 3625 3636 rVB 11149 16905 2.61% 0.319%
52 12.892 3678 3686 3697 rBV1e 5522 9323 1.44% ©.176%
53 13.310 3811 3816 3828 rVB6 7716 12467 1.92% 0.235%
54 13.564 3886 3895 3908 rVB 18369 29688 4.58% 0.559%
55 14.519 4182 4192 4201 rBV3 4861 7815 1.20% 0.147%
Sum of corrected areas: 5306769
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV032495.D\data.ms
085 2.706

300000

250000

200000

1.275

150000 4.960

100000 2.060

3.805 4.256

500001 |1. 388 .6&672@7
4 175 2420 B899 5475
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Abundance TIC: VV032495.D\data.ms
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250000
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Abundance TIC: VV032495.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.085 6.46 ug/L 325473  1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 14 (1.085 min): VV032495.D\data.ms (-7) (-) m/z 41.00 100.00%

41.0
P
“ ‘ o 1.101.201.301.401.50
O e e e e e m/z 39.00 83.01%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [T T[T T I T[T rrTT
27.0 1.101.201.301.401.50
m/z 42.00 58.36%
o 130 |
0\HHH\HH\‘\H\‘H\HH\”\\HiHH‘HHH\H‘\{\‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
P e
1.101.201.301.401.50
5000 270 m/z 43.00 34.16%
29 180
Ot T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane RARRNREsESs SRS S
42.0 1.101.201.301.401.50
m/z 43.95 33.05%
5000 270
14.0 ‘ H
0\HHH\‘H\\‘\H\‘H}HHH‘Huiu}\‘uu‘hu‘ R aamnaze i R AR ARR AR RRRRAE
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.191 0.73 ug/L 36609 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4Hie 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 45
4 Isobutane 58 C4H1e 000075-28-5 45
5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 47 (1.191 min): VV032495.D\data.ms (-41) (-) m/z 43.00 100.00%
43.0
- WM
‘ ”1‘26”‘1‘46”‘1/&%
49.9 56.9 : : e
Ol e bbb M/Z 40,95 57.28%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane
43.0
5000 L L R L
27.0 120 140 160
m/z 42.00 35.76%
15.0
O 2 \‘ L I | 500 57\\0
H\\H\‘\H\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
—
120 140 1.60
5000 m/z 38.90 27 .54%
27.0
0 0 L 360 500570
T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane R e A
43.0 120 140 1.60
m/z 56.90 4.81%
5000
27.0
0 15‘0 \‘\‘ \\‘\ | 50.0 5§0
T e e c Y
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.388 0.63 ug/L 31833 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 86
2 1-Butene 56 C4H8 000106-98-9 80
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
4 1-Butene 56 C4H8 000106-98-9 80
5 2-Butene, (E)- 56 C4H8 000624-64-6 72
Abundance Scan 108 (1.388 min): VV032495.D\data.ms (-102) (-) m/z 41.00 100.00%
41.0
56.0
5000
R Rt BT
64.9 781 1.20 1.40 1.60 1.80
0 m_‘H_m_m‘Hu!\;u”‘\“‘:u:_m_m'_m m/z 56.60  60.23%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0
5000 LI L B Y L
56.0 1.20 1.40 1.60 1.80
28.0

m/z 38.90 44.38%

m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0

1.20 1.40 1.60 1.80

5000 56.0 ITI/Z 55.00 30.04%
28.0
o290, 150
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #208: 1-Propene, 2-methyl- e
41.0 1.20 1.40 1.60 1.80

m/z 52.90 12.67%

5000 56.0

28.0

15.0 H
2.0 i
0 m_m_m_‘H“mll‘m;w‘w””_”w””

m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.600 0.59 ug/L 29708 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Pentane 72 C5H12 000109-66-0 38
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37
Abundance Scan 174 (1.600 min): VV032495.D\data.ms (-166) (-) m/z 42.95 100.00%
3.0
57.0
5000
‘ 72.0 96.0 1.20 1.40 1.60 1.80 2.00
ob et R m/z 42.00 84.79%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
3.0
57.0
5000 [TT T[T i [T T rrrr]rT
29.0 1.20 1.40 1.60 1.80 2.00
m/z 40.95 83.69%
72.0
iso |7
O \\\‘\\\\‘\\‘\\‘\\\\‘\\\i‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0
1.20 1.40 1.60 1.80 2.00
27.0 570
5000 : m/z 57.00 61.77%
15.0
72.0
0 H‘%Q‘w‘”“Hllw‘u}‘h‘”mdu“uplu‘_“W“u“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0 1.20 1.40 1.60 1.80 2.00
m/z 56.00 26.61%
5000
27.0 57.0 720
0 \u‘uu‘]FT':)FQ‘u1‘1“um‘im\‘m‘\“\‘\m‘!m‘\m‘\m‘u R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Cyclicl.728 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.728 0.83 ug/L 41583  1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 86
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 78
3 1-Pentene 70 C5H10 000109-67-1 76
4 2-Pentene 70 C5H10 000109-68-2 74
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 74
Abundance Scan 214 (1.728 min): VV032495.D\data.ms (-206) (-) m/z 41.95 100.00%
42.0
55.0
5000 70.0

1.40 1.60 1.80 2.00

obrr e e bl T8 sz 54,95 78.28%
mfz--> 0O 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000 L B I BB I |
270 70.0 1.40 1.60 1.80 2.00
' m/z 40.95 50.76%
15.0 ‘
O\\\‘\\\\‘\H\\‘\\l}‘\\\‘ll‘\\\i‘\‘\f‘\‘f\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #656: Cyclopropane, ethyl-
42.0
1.40 1.60 1.80 2.00
5000 55.0 m/z 70.00  48.88%
27.0
70.0
15.0 ‘
o““2:9”‘m‘u_‘!l_mllmMmmwmwu
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #629: 1-Pentene R R RRR e
42.0 1.40 1.60 1.80 2.00
m/z 39.00 42.94%
55.0
5000 70.0
29.0 ‘
0““‘H“}%9“‘mt“‘ﬂ e P M A e e
m/z--> 0O 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.767 1.05 ug/L 53051 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 78
5 Butane, 2-chloro-3-methyl- 106 C5H11C1 000631-65-2 23
Abundance Scan 226 (1.767 min): VV032495.D\data.ms (-220) (-) m/z 43.00 100.00%
43.0
5000
57.0
‘ ‘ 72.0 910 1.40 1.60 1.80 2.00
0 H‘,H‘w"H"H‘M‘uw‘\uymh‘wu‘ql‘u‘u“ﬁ“w m/z 41.95 54.33%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #810: Pentane
43.0
5000 N LR B B
el
m/z . . 0
57.0 72.0
so ||l T
O\\\’\\\\‘\\‘\\‘\\}\’\\\\i\}\\‘\\w\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 38.95 20.31%
27.0 57.0 720
obase o
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #806: Pentane R e RRamaw
43.0 1.40 1.60 1.80 2.00
m/z 57.e0 17.17%
5000 27.0
15.0 ‘ ‘ 570 720
o2 Al
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Cyclopentene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.420 0.78 ug/L 39387 1,4-Difluorobenzene 5.538

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 87
3 Cyclopentene 68 C5H8 000142-29-0 86
4 Cyclopentene 68 C5H8 000142-29-0 86
5 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 80
Abundance Scan 429 (2.420 min): VV032495.D\data.ms (-405) (-) m/z 67.00 100.00%
67.0
5000
%9 29 R PCAN S e W e
“ ‘ 2.00 2.20 2.40 2.60 2.80
0 "“‘H““‘w““,u“‘huuw“‘w‘uhuﬂ‘uuu“ m/z 68.00  39.15%
miz--> 0 10 20 30 70 80
Abundance #503.Cydopentene
67.0
5000 {\“A"A‘MA”
2.00 2.20 2.40 2.60 2.80
39.0 53.0 m/z 38.95 31.18%
270 ‘H\ ‘
O\\\‘\\\\‘\\\\‘\\\\’\\\‘} \\\“\\\\‘}‘\‘1\“\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #504: Cyclopentene
67.0
BRARNEEESEE S ay ey Sat
2.00 2.20 2.40 2.60 2.80
m/z 52.90  23.97%
5000 39.0
53.0
27.0
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #505: Cyclopentene
67.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 21.96%
5000
39.0 53.0
27.0 m
om_m_m_m,‘m‘m_m_w:muw R ERRRRRLETTN
m/z--> 0 10 20 50 60 70 80 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Cyclohexene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.133 2.25 ug/L 113249 1,4-Difluorobenzene 5.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 94
2 Cyclohexene 82 C6H10 000110-83-8 87
3 Cyclohexene 82 C6H10 000110-83-8 87
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 87
5 Cyclohexene 82 C6H10 000110-83-8 87

Abundance Scan 1273 (5.133 min): VV032495.D\data.ms (-1261) (-) m/z 67.00 100.00%
67.0

54.0
5000
39.0 82.0
.
| m\ 4.80 5.00 5.20 5.40
O b et AL m/z 53.95  66.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 L L R I R
41.0 82.0 4.80 5.00 5.20 5.40
27.0 m/z 81.95  38.54%
15.0
O HH‘HH‘\H\‘HH’}!H‘HH‘H}\‘\‘H\’HHH}!\‘HH‘HH“ ‘H‘H\\‘\1\1‘!\}\‘\\\\‘\\\

m/z--> 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90

—

Abundance #1358: Cyclohexene
67.0
54.0 e Al mmasas s
4.80 5.00 5.20 5.40
5000 82.0 m/Z 39.00 31.85%
41.0
27.0
N R S SO ..
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1357: Cyclohexene e e
67.0 4.80 5.00 5.20 5.40
54.0 m/z 40.95  29.36%
5000
41.0 82.0
27.0
74.
0‘mewuuwmﬂhuuwumympuwmquuwuw\wmwgﬂﬁmwuwu

4.80 5.00 5.20 5.40

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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@ Benzene, (1-methyl-1-propen... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.056 1.99 ug/L 127570 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 87
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 86
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
Abundance Scan 3426 (12.056 min): VV032495.D\data.ms (-3413) (- m/z 117.00 100.00%
117.0
5000
132.0 X
91.0 0 |
50.9 739 ‘ ‘ ‘ 12.00
Obreprrreprrr et b el M m/z 115,00 34.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 j\
5000 i
12.00
91.0 m/z 132.00  26.61%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
T \
12.00
5000 m/z 91.00 14 .04%
132.0
1.
39.0 65.0 91.0 “ |
O rrprrrr ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.00
m/z 118.00 11.08%
5000 132.0
0 91.0
51.
0\\‘\\\\‘%Z\"O\\u“\\\\{‘Mm‘M\‘\1"19“\\\H‘\u\‘1‘1‘\\,HH‘MM‘\‘MW ) bt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101923\
Data File : VV@32495.D

Acqg On : 19 Oct 2023 14:29
Operator : SY/MD

Sample : 04918-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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|
(DEL) Alkane: S.. 1.085 6.5 ug/L 325473 1 5.538 251823 5.0
(DEL) Alkane: S.. 1.191 0.7 ug/L 36609 1 5.538 251823 5.0
(DEL) Alkane: S.. 1.388 0.6 ug/L 31833 1 5.538 251823 5.0
(DEL) Alkane: S.. 1.600 0.6 ug/L 29708 1 5.538 251823 5.0
(DEL) Alkane: C.. 1.728 0.8 ug/L 41583 1 5.538 251823 5.0
(DEL) Alkane: S.. 1.767 1.1 ug/L 53051 1 5.538 251823 5.0
Cyclopentene 2.420 0.8 ug/L 39387 1 5.538 251823 5.0
Cyclohexene 5.133 2.3 ug/L 113249 1 5.538 251823 5.0
Benzene, (1-met... 12.056 2.0 ug/L 127570 3 11.188 320105 5.0
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