LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 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\SOMUTR092920WMA .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 1.366 3 8 21 rVB 621635 599875 16.01% 6.660%
2 1.597 71 80 93 rBv3 224812 363986 9.71% 4.041%
3 1.922 172 181 198 rvB2 55771 79499 2.12% 0.883%
4 2.006 198 207 218 rVB 28336 39056 1.04% 0.434%
5 2.167 247 257 265 rBV 67607 92228 2.46% 1.024%
2.215 265 272 286 rVB2 38027 57346 1.53% 0.637%
rvB2 24043 39877 1.06% 0.443%

2.581 372 386 400 rBV 91828 150393 4.01% 1.670%
4.662 1016 1033 1077 rBV2 64730 240536 6.42% 2.670%
10 5.083 1149 1164 1182 rBV 83792 192825 5.15% 2.141%
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11 5.742 1349 1369 1388 rBV2 168386 438098 11.69% 4._.864%
12 6.263 1517 1531 1551 rBV 179117 338108 9.02% 3.754%
13 6.703 1652 1668 1685 rBv2 109158 212864 5.68% 2.363%
14 7.575 1926 1939 1952 rBV2 54101 96257 2.57% 1.069%
15 7.906 2026 2042 2057 rBV 191231 331882 8.86% 3.684%

16 8.186 2118 2129 2146 rBV2 35714 60683 1.62% 0.674%
17 8.559 2230 2245 2260 rBV 2205803 3746914 100.00% 41.597%
18 8.642 2260 2271 2303 rVB 322090 623082 16.63% 6.917%
19 9.420 2496 2513 2543 rBV 260322 433685 11.57% 4_.815%
20 10.755 2917 2928 2948 rVB2 86064 139207 3.72% 1.545%

21 11.809 3241 3256 3269 rBV 240598 386211 10.31% 4.288%
22 12.189 3361 3374 3388 rVB 210702 345147 9.21% 3.832%

Sum of corrected areas: 9007759
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
VU040495.D

03 Oct 2020 21:19

SY/MD

L4266-03

25_0mL/MSVOA U/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
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: Straight-Chai... Concentration Rank 1

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

1.37 8.87 ug/L 599875 1,4-Difluorobenzene 6.26
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 2-Oxetanone. 4-methvl- 86 C4H602 003068-88-0 9
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.369 min): VU040495.D (-3) (-) m/z 41.10 100.00%
4
5000 /\‘
3g |44 LR I L IR R
|| e 140 1.50 1.60 1.70 1.80
e LAy LA Ly LA LA LA R LA AR A REARS LSS LA LA AR LA m/z 39.10 81.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
41
5000 27 LR I R I R
1.40 1.50 1.60 1.70 1.80
3 m/z 42.10 59.68%
1 121519 24 || 44
Ay LA Ay LA LA LA R LA RSN A REARS LARR A KA AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
41
140 1.50 160 1.70 1.80
5000 27 m/z 43.10 24 .48%
o 2 1215 20
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #1671: 2-Oxetanone, 4-methyl-
42 1.40 1.50 1.60 1.70 1.80
m/z 40.10 24 .43%
5000
27 39
o 121919 247 31 36 /|/l45 53 6871
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 140 150 160 1.70 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
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 6

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

2.01 0.58 ug/L 39056 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 86
2 Butane. 2-methvl- 72 C5H12 000078-78-4 59
3 3-Buten-1-ol 72 C4H80 000627-27-0 47
4 Butane. 2-methvl- 72 C5H12 000078-78-4 43
5 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33

Abundance Scan 208 (2.009 min): VU040495.D (-198) (-) 43.05 100.00%
43
57
5000
39
72 1.60 1.80 2.00 2.20 2.40
51
0.......,....,....,....,....,....,....,....?.‘?.'!I...,.‘.".8.,:..-.,'.|.:.,....,....,.!..,....,.. m/z 41.05 88.08%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2-methyl-
43
57
5000 21
39 1.60 1.80 2.00 2.20 2.40
15 m/z 42.10 81.93%
2 12 1] 0 ! ! 5053 7\2
A LA LA R AAAA) Sk Rkt AR AAA) AARRS LS LA AASA R AL A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 67.17%
29 39
0 15 26 5053 g2 67 '
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #654. 3-Buten-1-ol R e R R
i) 1.60 1.80 2.00 2.20 2.40
31 m/z 39.00 30.95%
5000
39
27
o 121518 |, | 36 |[45 505357 69’2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 §5 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
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: Cyclic2.17 Concentration Rank 3

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

2.17 1.36 ug/L 92228 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 86
2 2-Pentene. (2)- 70 C5H10 000627-20-3 83
3 1-Pentene 70 C5H10 000109-67-1 70
4 1-Pentene 70 C5H10 000109-67-1 68
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 64

Abundance Scan 258 (2.170 min): VU040495.D (-247) (-) m/z 42.10 100.00%
i)
55
5000 39 70
A G
50 1.80 2.00 2.20 2.40 2.60
Obreprrreprrr e e e on A e M/Z 55.10  73.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #577: Cyclopropane, ethyl-
42
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 41.10 51.26%
1 1 ik oL | 62 67
G e R B S RS A LA RARRA RARAS RRARN AALA RABLA RARLN RRARN RSN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 42 0 m/z 39.10 45_26%
29 39
0 15 26 | 32 36 51 62 67
LR R AR RN R RARAS RARS RALAN RRARN RARRN RARRN RAREN RARL) RARRN RERRN RAREN RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #553: 1-Pentene
42 1.80 2.00 2.20 2.40 2.60
m/z 70.10 44 _50%
55
5000
27 39 70
0 121 1,803336,|(||, 4851 | 6063 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
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 4

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

2.21 0.85 ug/L 57346 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 42

Abundance Scan 271 (2.212 min): VU040495.D (-265) (-) m/z 43.10 100.00%
43
5000
39 57 2
1.80 2.00 220 2.40 2.60
36 48 53 64 78
0.......,....,....,....,....,....,....,....,...I;..!,....,..:.::.l..,....,....,.!..,....,....,.. m/z 41.10 56.11%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #708: Pentane
43
5000 27
1.80 2.00 2.20 2.40 2.60
39 m/z 42.10 54 _.66%
15 57 72
o 2 | 1130 ‘ 53 |
R L L A ARy Ay AL AL Y SR SRS L) AR AR AR AR AL AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
NARBSRARSE USRS AR
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.05 20.15%
27
39 57 72
ol 15 30 4953, 62 67
WWWWWWWWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #707: Pentane
43 1.80 2.00 220 2.40 2.60
m/z 57.15 13.57%
5000
27
39 57
0 2 15 30 N 2 o
miz--> 3 50 15 2 25 30 95 40 45 50 55 65 65 70 75 80 85 | | 180 200 2.0 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VU040495.D

Aca On : 03 Oct 2020 21:19

Operator : SY/MD

Sample : L4266-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
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 5 Propane, 2-chloro- Concentration Rank 5

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

2.47 0.59 ug/L 39877 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-chloro- 78 C3H7CI 000075-29-6 78
2 Propane. 2-chloro- 78 C3H7CI 000075-29-6 64
3 Propane. 2-chloro- 78 C3H7CI 000075-29-6 50
4 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 4
5 (S)-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 4

Abundance Scan 351 (2.469 min): VU040495.D (-343) (-) m/z 43.10 100.00%
43
5000
i 8 220 2.40 2.60 2.80
36 : : : -
0..,....,....,....,....,....,....,.!'.I :,..f‘.g,....,....,...~.|....,....,..I.,....,...., m/z 41.05 41.36%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1008: Propane, 2-chloro-
43
27
5000
39 220 2.40 2.60 2.80
63 78 m/z 63.10 25.37%
0 12! ‘ 24|/ 30 36||,|||, 4952 60“66 73 |81
miz> 8 10 15 2 25 30 35 40 45 50 95 60 65 70 75 80 85
Abundance
43
S RARES RS RS
220 2.40 2.60 2.80
5000 m/z 39.05 19.46%
27
39 63 78
o 15 36 49 60 66 81
) L L A KA AL AR LA AL RS KRR AL RAR) LRRAN AL ML) KRMA AL N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1009: Propane, 2-chloro-
43 220 2.40 2.60 2.80
m/z 78.10 17.96%
5000
27
63 78
39
0 121519 24 | 31 36| || 464952 5760 | 6669 73 | 81
m/z--> 5 10 15 20 55 35 35 40 45 50 55 60 65 70 75 80 85 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100320\
Data File : VU040495.D

Acq On : 03 Oct 2020 21:19

Operator : SY/MD

Sample - L4266-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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: Str... 1.37 8.9 ug/L 599875 1 6.26 338108 5.0
(DEL) Alkane: Str... 2.01 0.6 ug/L 39056 1 6.26 338108 5.0
(DEL) Alkane: Cyc... 2.17 1.4 ug/L 92228 1 6.26 338108 5.0
(DEL) Alkane: Str... 2.21 0.8 ug/L 57346 1 6.26 338108 5.0
Propane, 2-chloro- 2.47 0.6 ug/L 39877 1 6.26 338108 5.0
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