LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR101719WMA_.M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.372 3 10 24 rBV 1040666 1052138 10.17% 3.371%
1.507 40 52 66 rvB2 86743 116556 1.13% 0.373%
rBv4 1196808 1727717 16.70% 5.535%
1.935 175 185 201 rVvB2 159828 235175 2.27% 0.753%
2.179 252 261 269 rBV 119065 159572 1.54% 0.511%
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2.231 269 277 298 rVvVB3 107299 224595 2.17% 0.720%
2.597 380 391 405 rBv2 271702 456524 4.41% 1.463%
rBv4 107963 345243 3.34% 1.106%
3.922 772 803 826 rBvV2 64452 185138 1.79% 0.593%
4.719 1031 1051 1095 rBV 4498588 10348481 100.00% 33.155%
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11 5.115 1159 1174 1201 rVB 197113 481612 4._.65% 1.543%
12 5.771 1356 1378 1408 rBV2 439120 1201492 11.61% 3.849%
13 6.295 1527 1541 1563 rBV 362893 715029 6.91% 2.291%
14 6.584 1614 1631 1665 rBV 4474525 8600809 83.11% 27.556%
15 6.735 1667 1678 1703 rVB 272478 568299 5.49% 1.821%

16 7.607 1933 1949 1968 rBV 104992 201427 1.95% 0.645%
17 7.935 2036 2051 2066 rBvV 500818 898140 8.68% 2.878%
18 8.218 2128 2139 2156 rBV 60884 113800 1.10% 0.365%
19 8.584 2242 2253 2272 rBV 69237 117301 1.13% 0.376%
20 8.690 2272 2286 2325 rBV 326047 1009867 9.76% 3.235%

21 9.452 2509 2523 2561 rBvV 456146 879402 8.50% 2.817%
22 10.790 2926 2939 2964 rBV 187749 331211 3.20% 1.061%

23 11.844 3255 3267 3285 rBV 315919 604806 5.84% 1.938%
24 12.224 3371 3385 3403 rBvV 350646 637953 6.16% 2.044%

Sum of corrected areas: 31212287
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial : 10 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR101719WMA.M
Quant Title : TRACE VOA SOM01.0

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Cyclicl.37 Concentration Rank 1

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

1.37 7.36 ug/L 1052140 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU035358.D (-3) (-) m/z 41.00 100.00%
a
5000
44
8 1.40 1.50 1.60 1.70 1.80
| 47 58 78
s L LA S LA KAL) SAAA) LARSY RAALA KAL) MR LA SARLA AN AR Rkt SAASI R m/z 39.00 82.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #57: Propene
a
5000 27
1.40 1.50 1.60 1.70 1.80
37 m/z 42.00 60 .34%
o 1 121519 I ‘ 44
miz--> T b i T
Abundance
4
140 150 160 1.70 180
5000 27 m/z 44.00 31.89%
o > 12152
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #60: Cyclopropane A n e A RARARRE.
a4 1.40 1.50 1.60 1.70 1.80
m/z 43.10 30.27%
5000 27 7
3
14
0””““W“P“W“H”W“”W”P“W“'”'“”W”P“W“W“W“”W”P”W'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

1.51 0.82 ug/L 116556 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 43
2 Isobutane 58 C4H10 000075-28-5 43
3 Isobutane 58 C4H10 000075-28-5 43
4 Isobutane 58 C4H10 000075-28-5 32
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 53 (1.510 min): VU035358.D (-40) (-) m/z 43.00 100.00%
43
5000
64
| 207 1.40 1.501.60 1.70 1.80 1.90
) —S7 A S O 2 o] B = By 2L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #237: Isobutane
43
5000
27 1.40 1.50 1.60 1.70 1.80 1.90
15 m/z 42.00 33.24%
2 ‘I 57
e A UL S I B B L W A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.00 22 .62%
27
0 1 15 57
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #235: |sobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 63.90 20.64%
5000
27
0 1\5 “\ “‘ ! 57
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclic2.18 Concentration Rank 4

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

2.18 1.12 ug/L 159572 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 83
2 1-Pentene 70 C5H10 000109-67-1 81
3 2-Pentene 70 C5H10 000109-68-2 80
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 76
5 1-Pentene 70 C5H10 000109-67-1 68

Abundance Scan 261 (2.179 min): VU035358.D (-252) (-) m/z 41.95 100.00%
4 55
5000 39 0

1.80 2.00 2.20 2.40 2.60

51 63 67
Obprrrrprrrrprrrrprrrrprrr st H et e e m/z 55.00 80.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #557: 2-Pentene, (2)-
55
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 70.05 50.92%
0 15 2q| 32 36,|J o1, | 62 67
I e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42
55 1.80 2.00 220 2.40 2.60
5000 70 m/z 40.95 50.49%
29 39
0 15 26 51 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #552: 2-Pentene L L B B A
55 1.80 2.00 2.20 2.40 2.60
m/z 39.00 43 .54%
5000 42 70
29 39
0 15 26 36 ‘ 45 351, | 6063 67
A m R o o LAAAaaaanaasna e S EERAR NS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102219\
Data File : VU035358.D

Aca On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

2.23 1.57 ug/L 224595 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 59
4 Pentane 72 C5H12 000109-66-0 53
5 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 019456-20-3 53

Abundance Scan 277 (2.231 min): VU035358.D (-269) (-) m/z 43.00 100.00%
43
5000 55
36 | 6 7|2 129 1.80 2.00 2.20 2.40 2.60
e oo et S b e e R || M/z 42.00 66 26%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #708: Pentane
43
5000 27
1.80 2.00 2.20 2.40 2.60
57 m/z 41.00 58.48%
15 72
2 Al .
o e A R A S AR AR AR RARAN RSN WARAS AN RARLN LAY
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.05 38.24%
27 57 72
0 15
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #709: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.00 28.58%
5000
27 5 1
15 H ! 1
o e R A R AR AR AR RARAN RSN WARAS EARAN RARLN LAY IR SRR R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102219\
Data File : VU035358.D

Acq On : 22 Oct 2019 12:26

Operator : JC/SP

Sample : K5461-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 1.37 7.4 ug/L 1052140 1 6.29 715029 5.0
(DEL) Alkane: Str... 1.51 0.8 ug/L 116556 1 6.29 715029 5.0
(DEL) Alkane: Cyc... 2.18 1.1 ug/L 159572 1 6.29 715029 5.0
(DEL) Alkane: Str... 2.23 1.6 ug/L 224595 1 6.29 715029 5.0
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