LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 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 - 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\SOMUTR021219WMA .M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.183 21 29 50 rBV 8521366 7725315 100.00% 37.326%
2 1.302 55 66 88 rBV 1444204 1722698 22.30% 8.323%
3 1.399 89 96 107 rBV 2840283 2885725 37.35% 13.943%
4 1.679 177 183 192 rBvY 68777 83431 1.08% 0.403%
5 1.756 199 207 230 rVB 417031 568745 7.36% 2.748%

1.945 257 266 281 rVB 296358 402813 5.21% 1.946%
2.273 358 368 382 rBV 152519 244436 3.16% 1.181%
2.444 413 421 439 rVB 60593 109350 1.42% 0.528%
2.788 519 528 546 rVB 110086 209257 2.71% 1.011%
10 2.981 578 588 608 rVvB3 71425 153415 1.99% 0.741%

©oo~NO®

11 4.084 913 931 952 rBV2 74644 198590 2.57% 0.960%
12 4.222 952 974 1010 rBV2 627505 1701462 22.02% 8.221%
13 4.646 1090 1106 1126 rBV 94518 222717 2.88% 1.076%
14 4.987 1193 1212 1230 rBV 96346 234861 3.04% 1.135%
15 5.334 1301 1320 1348 rVB2 186247 526446 6.81% 2.544%

16 5.884 1477 1491 1515 rBV 209155 408514 5.29% 1.974%
17 6.328 1616 1629 1642 rBV 120260 242929 3.14% 1.174%
18 6.408 1642 1654 1668 rVB 71512 154531 2.00% 0.747%
19 7.225 1897 1908 1933 rBvV 63922 121629 1.57% 0.588%
20 7.563 1991 2013 2032 rBV 262202 468154 6.06% 2.262%

21 8.312 2234 2246 2288 rBV 365427 655154 8.48% 3.165%
22 9.087 2475 2487 2509 rBvV 301007 502440 6.50% 2.428%
23 10.431 2893 2905 2918 rBV 110045 178646 2.31% 0.863%
24 11.482 3218 3232 3256 rBV 311290 517049 6.69% 2.498%
25 11.858 3337 3349 3372 rBV 275433 458720 5.94% 2.216%

Sum of corrected areas: 20697027
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Vu029477.D

14 Feb 2019 23:53

JC/SP

K1438-16

25_0mL/MSVOA_U/WATER

34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR021219WMA.M

Quant Title

TIC Library

- 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\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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: Straight-Chai... Concentration Rank 1

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

1.18 94 .55 ug/L 7725320 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 45
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Acetaldehyde 44 C2H40 000075-07-0 5

Abundance Scan 28 (1.180 min): VU029477.D (-21) (-) m/z 44.05 100.00%
4
39
5000
3q| | 51 1.20 1.30 1.40 1.50 1.60
ok e e e e e e e e e e .| M7z 43.100 94 .25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #78: Propane
20
5000
1.20 1.30 1.40 1.50 1.60
m/z 39.00 69 .68%
0 12 1|5 20 2 | | | |
“'”'“I”'W'”'P'“I”'W'”'P"I”'W'”'"”I”'W'“'P'”I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #79: Propane
20
1.20 1.30 1.40 1.50 1.60
5000 m/z 41.10 51.61%
44
) 39
o 1 1215 20 7 36| |
R L R R LR AR LR AR RN AR RS RARRS AR RARAS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #80: Propane
29 1.20 1.30 1.40 1.50 1.60
m/z 38.00 21.43%
5000
39 44
15 2
0 2 12, 19 | ‘
HARARS RN R IR IR UL IR LR I I LR LR IR I AR RN AR UL I R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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 2

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

1.30 21.08 ug/L 1722700 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 59
4 Isobutane 58 C4H10 000075-28-5 53
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 65 (1.299 min): VU029477.D (-55) (-) m/z 43.05 100.00%
a3
5000
i " VIR
36 4851545760 : :
Ob e e e e m/z 41.00 49.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #236: Isobutane
43
5000 L
o7 120 1.40  1.60
39 m/z 42.10 32.62%
0 1 1219 19 30 36| 515457
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #235: Isobutane
43
A L R
120 140 160
5000 m/z 38.95 22.61%
27
39
0 12t ‘ 19 30 36||||], 505357
miz--> 5T 15 %0 25 30 3 40 45 %0 55 60 68 70
Abundance #237: Isobutane T = -/|\- UL L |
43 120 140  1.60
m/z 63.95 7.27%
5000
27 39
0 2 12 \ 1, . 5053 57
LARRARS RARES AALA SN UARS) RARS RAREE RERAN RAARS ARARA RAARS RARR) RARRA AARKE NARAN SR AL T Tt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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: Straight-Chai... Concentration Rank 3

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

1.76 6.96 ug/L 568745 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Butane, 2-methyl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 208 (1.759 min): VU029477.D (-199) (-) m/z 43.05 100.00%
43
57
5000
72 207 1.40 1.60 1.80 2.00
(o} m/z 41.05 88.22%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 m/z 42.05 85.56%
72
0 w"}a"'i"ﬂL"4w"'w"'w"“l"“ [rrrrprrrrprrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl-
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 77 .40%
J Bl |7
L UL SULLLS UL UL WL IR S I I S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 39.00 31.48%
57
5000 27
15 ‘
0 'ﬁ"'l”"i'”'l'Z%I"”I"'W""P"' [rrrrprrrrpTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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 4

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

1.95 4.93 ug/L 402813 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 53

Abundance Scan 267 (1.949 min): VU029477.D (-257) (-) m/z 43.05 100.00%
43
5000
57
7|2 207 1.60 1.80 2.00 2.20
O o L B o S S m/z 42.05 59.58%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43
5000

1.60 1.80 2.00 2.20
27 57 m/z 41.05  53.50%

72
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane ]L
43

1.60 1.80 2.00 2.20

o

5000 m/z 39.00 19.60%
27
57
o 35 | | 7
-+t

T T f T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #708: Pentane

43 1.60 1.80 2.00 2.20

m/z 57.05 18.25%

5000 27

57
15 ‘ 72
2 | ‘ | \

UMM L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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 5 Isopropyl Alcohol Concentration Rank 8

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

2.44 1.34 ug/L 109350 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 80
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 50
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 420 (2.441 min): VU029477.D (-413) (-) m/z 45.00 100.00%
45
5000 /\\
AR R e
59 220 240 2.60 2.80
o! e e || M7z 43.00 20 38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000
220 240 2.60 2.80
m/z 41.00 7.59%
15| 2|T| I| 5|9
O b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2112: Propane, 2-ethoxy-
45
220 240 2.60 2.80
5000 m/z 39.00 7.36%
73
7w | e
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #296: Isopropy! Alcohol
45 220 240 2.60 2.80
m/z 42.00 5.40%
5000
15 27
o...hkwhuuﬂ..??.”.,...w....,”..,...w....,”..,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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 6 (DEL) Alkane: Cyclic2.79 Concentration Rank 5

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

2.79 2.56 ug/L 209257 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclopentane 70 C5H10 000287-92-3 78
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
4 1-Pentene 70 C5H10 000109-67-1 64
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 56

Abundance Scan 529 (2.791 min): VU029477.D (-519) (-) m/z 42.05 100.00%
4
5000 55 70 JL
e
240 260 2.80 3.00 3.20
0 ...,....,....,....,..3.6:|| A0l 82l T8 % m/z 55.10 48.75%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #555: Cyclopentane
ap
5000
55 70 240 260 2.80 3.00 3.20
m/z 70.10 41_76%
0 15 2? LI, 49 63
LIS NI SURLELS SIS SURLLEL UL SO SURLIL SULILL SULL UL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #556: Cyclopentane
ap
240 260 280 3.00 3.0
5000 m/z 41.00 35.77%
55 70
27
o 1 5 ],33 ‘M 49 63
LIS NI SURLELLS SURLEL SURLLEL UL SO SURLEL SR SULL UL S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #575: Cyclobutane, methyl- L LI L e B
a4 240 260 2.80 3.00 3.20
m/z 39.00 25.33%
5000
27 > 70
0 ---|----|----|--l‘ﬁ‘|--3-63‘l ‘--‘-1?--‘--|6-2---l----|----|----|-- L LI i i e B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_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 7 (DEL) Alkane: Cyclic4.08 Concentration Rank 6

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

4.08 2.43 ug/L 198590 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53

Abundance Scan 930 (4.080 min): VU029477.D (-913) (-) 56.05 100.00%
56 ?
5000 41 69
84 007 3.80 4.00 4.20 4.40
ol b e e e raae | M/z 6910 46.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69 L S UL R

3.80 4.00 4.20 4.40
m/z 41.10 46.73%

84
15 |
(o — et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56
27

3.80 4.00 4.20 4.40

5000 m/z 55.00 25.17%
42
‘ ‘ 84
0 i 1l ‘
T S e = L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1458: Cyclohexane e B
% 380 4.00 420 4.40
84 m/z 39.00 22.18%
5000 4l
69
7
o.??“W.ﬂp.w‘“u..NM..,”..,”..,.”.,.”.,.”.,.”. DD -S U
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VU029477.D

Acq On : 14 Feb 2019 23:53

Operator : JC/SP

Sample - K1438-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA_M
Quant Title : TRACE VOA SOMO1.0

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: Str... 1.18 94.5 ug/L 7725320 1 5.88 408514 5.0
(DEL) Alkane: Str... 1.30 21.1 ug/L 1722700 1 5.88 408514 5.0
(DEL) Alkane: Str... 1.76 7.0 ug/L 568745 1 5.88 408514 5.0
(DEL) Alkane: Str... 1.95 4.9 ug/L 402813 1 5.88 408514 5.0
Isopropyl Alcohol 2.44 1.3 ug/L 109350 1 5.88 408514 5.0
(DEL) Alkane: Cyc... 2.79 2.6 ug/L 209257 1 5.88 408514 5.0
(DEL) Alkane: Cyc... 4.08 2.4 ug/L 198590 1 5.88 408514 5.0
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