LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample = L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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\SOMUTR100820WMA .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 1.363 3 7 22 rVB 680075 651204 94.54% 10.957%
2 1.495 42 48 53 rBv 28153 27719 4.02% 0.466%
3 1.527 53 58 67 rvB 48133 52698 7.65% 0.887%
4 1.597 70 80 95 rBv3 259192 417866 60.67% 7.031%
5 1.665 95 101 107 rVB 11657 12032 1.75% 0.202%
6 1.739 118 124 135 rVB 21705 24584 3.57% 0.414%
7 1.922 171 181 198 rvB2 70812 103059 14.96% 1.734%
8 2.006 198 207 220 rBv 20468 29051 4.22% 0.489%
9 2.167 246 257 265 rBV 61053 85628 12.43% 1.441%
10 2.218 265 273 290 rVvB4 31344 57616 8.36% 0.969%
11 2.327 299 307 314 rVB3 7555 9773 1.42% 0.164%
12 2.427 328 338 342 rBV2 10742 15261 2.22% 0.257%
13 2.466 343 350 365 rVB 33109 55758 8.09% 0.938%
14 2.578 374 385 402 rBV 118901 197753 28.71% 3.327%
15 2.993 504 514 525 rVB6 4947 10734 1.56% 0.181%
16 3.379 622 634 647 rVB5 3312 7273 1.06% 0.122%
17 3.607 690 705 719 rBV5 11185 26880 3.90% 0.452%
18 3.716 729 739 750 rVvB4 5149 11008 1.60% 0.185%

19 4.658 1015 1032 1076 rBV2 75398 281230 40.83% 4.732%
20 5.083 1148 1164 1186 rBvV2 102041 226069 32.82% 3.804%

21 5.742 1345 1369 1396 rBvV2 200704 533787 77.50% 8.981%
22 6.170 1485 1502 1517 rBV3 4512 13084 1.90% 0.220%
23 6.263 1517 1531 1551 rVvVv 158087 295996 42.97% 4_.980%
24 6.703 1653 1668 1689 rBvV 130985 255729 37.13% 4 _.303%
25 7.575 1927 1939 1955 rBV2 60431 106433 15.45% 1.791%

26 7.906 2028 2042 2058 rBV 224952 385263 55.93% 6.482%

27 8.186 2116 2129 2149 rVB2 40249 75128 10.91% 1.264%
28 8.642 2254 2271 2304 rBV 362958 688798 100.00% 11.589%
29 9.015 2377 2387 2397 rVB3 11956 19387 2.81% 0.326%

30 9.420 2498 2513 2538 rBvV 236463 394764 57.31% 6.642%
31 10.758 2916 2929 2947 rVB 102612 169166 24.56% 2.846%

32 11.809 3244 3256 3273 rBV 213459 338877 49.20% 5.702%
33 12.189 3362 3374 3390 rBV 226114 363813 52.82% 6.121%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample = L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 5943421
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101420\
Vu040701.D

14 Oct 2020 16:11

SY/MD

L4401-07

25_0mL/MSVOA U/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample : L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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.

1.36 11.00 ug/L 651204 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 45
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 6 (1.359 min): VU040701.D (-3) (-) m/z 41.10 100.00%
a
5000 j\
381144 LS R R U
|| sg 1.40 150 1.60 1.70 1.80
e Ay LA Ly LA AN LA A LA AR A REARS LSS AN KL AR A m/z 39.10 79.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
4
5000 27 LA L R I L
1.40 150 1.60 1.70 1.80
3 m/z 42.10 61.98%
1 121519 24 24
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
140 150 160 1.70 1.80
5000 27 m/z 40.10 25.43%
o 2 121 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- T .#,\.. e ARAR
42 1.40 150 1.60 1.70 1.80
m/z 38.05 19.95%
5000
27 39
o 121919 247 31 36 /|/l45 53 6871
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample : L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 3

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

2.17 1.45 ug/L 85628 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene 70 C5H10 000109-68-2 86
2 2-Pentene. (2)- 70 C5H10 000627-20-3 86
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 86
4 1-Pentene 70 C5H10 000109-67-1 68
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64

Abundance Scan 258 (2.170 min): VU040701.D (-246) (-) m/z 42.10 100.00%
ap
55
5000 39 70
1 50 | 63 67 1.80 2.00 2.20 2.40 2.600
O e e e e m/z 55.10 72.71%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #552: 2-Pentene
55
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 41.10 53.39%
0 15 26 ‘ 36 “ 45 51, | 6063 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 42 20 m/z 39.05 44 _91%
29 39
ol 15 26 | 32 36 51 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #577: Cyclopropane, ethyl-
42 1.80 2.00 2.20 2.40 2.60
55 m/z 70.10 44 _21%
5000 39
27 70
o i 1, L ol 62 67
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample : L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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: Straight-Chai... Concentration Rank 4

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

2.22 0.97 ug/L 57616 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 43

Abundance Scan 274 (2.221 min): VU040701.D (-265) (-) m/z 43.10 100.00%
43
5000 39 55
70 1.80 2.00 2.20 2.40 2.60
50 65 : : : : :
o - 1 .',....;:..':,:!..,....i....,|.!..,....,.. m/z 41.10 66.17%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #708: Pentane
43
5000 27
1.80 2.00 2.20 2.40 2.60
39 m/z 42.10 64 .23%
57 72
o 2 1! \ 1180 . 5053 |
miz--> 5210 15 % 25 30 95 40 45 % 55 80 65 70 78 8
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 55.10 48.98%
27 39 57 -
0 15 30 5053 6265 69
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #709: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.05 41 _.84%
5000
27
39 57 72
0 15 ‘éo | |||, 5053, | 626569
m/z--> 0 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\VU101420\
Data File : VU040701.D

Aca On : 14 Oct 2020 16:11

Operator : SY/MD

Sample : L4401-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Propane, 2-chloro- Concentration Rank 5

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

2.47 0.94 ug/L 55758 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 72
3 Propane. 2-chloro- 78 C3H7CI 000075-29-6 64
4 Hvdroaen azide 43 HN3 007782-79-8 4
5 (S)-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 4

Abundance Scan 351 (2.469 min): VU040701.D (-343) (-) m/z 43.10 100.00%
43
5000
39 % ? 220 2.40 2.60 2.80
3 49 : : : :
O'W”“P”W“”P”W””P“WﬁdP'W””P”W““PJA””P”W“LP“W””I m/z 41.05 32.09%
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 63.00 19.35%
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
220 240 260 280
5000 m/z 78.10 18.79%
27
39 63 78
o 15 36 49 60 66 81
T T T T T e e e e e
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 39.00 18.69%
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 85 220 240 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101420\
Data File : VU040701.D

Acq On : 14 Oct 2020 16:11

Operator : SY/MD

Sample - L4401-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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... 1.36 11.0 ug/L 651204 1 6.26 295996 5.0
(DEL) Alkane: Str... 2.17 1.5 ug/L 85628 1 6.26 295996 5.0
(DEL) Alkane: Str... 2.22 1.0 ug/L 57616 1 6.26 295996 5.0
Propane, 2-chloro- 2.47 0.9 ug/L 55758 1 6.26 295996 5.0
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