LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\METHOD\82X121818W.M

Title - SW846 8260

Signal > TIC

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

1.483 51 54 70 rBV 41454662 61851588 100.00% 51.647%
2.148 151 163 167 rBV 15232461 31557424 51.02% 26.351%
rBv 950862 2615844 4.23% 2.184%
4.696 571 581 597 rVB 773194 2152281 3.48% 1.797%
5.501 700 713 726 rBV 381067 1086235 1.76% 0.907%
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5.659 728 739 758 rvVB 690332 1946140 3.15% 1.625%
5.952 778 787 797 rBV 295342 771471 1.25% 0.644%
6.068 797 806 814 rBV 383911 960160 1.55% 0.802%
6.860 926 936 949 rBV 989837 2314556 3.74% 1.933%
7.317 1004 1011 1027 rBV 381014 785648 1.27% 0.656%

=
QO ~NO®

11 8.713 1233 1240 1247 rBV 2081695 3200706 5.17% 2.673%
12 10.110 1462 1469 1481 rVB 2057877 2808887 4._.54% 2.345%
13 10.366 1504 1511 1520 rBV2 878434 1243645 2.01% 1.038%
14 11.134 1632 1637 1643 rBV 1876853 2338751 3.78% 1.953%
15 12.079 1787 1792 1799 rVB 2272965 2854012 4.61% 2.383%

16 12.268 1817 1823 1834 rBV 822231 1270968 2.05% 1.061%

Sum of corrected areas: 119758316
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On - 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX006823.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 Ethanol Concentration Rank 2

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

2.15 810.77 ug/l 31557400 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 163 (2.148 min): VX006823.D (-151) (-) m/z 45.10 100.00%

45
5000

180 200 220 240

Obrrrrrrprrrr i O o 412 432149166 192210 228244261276 294 | "m/z  46.00  43.94%
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96: Ethanol
3
5000 LI L L L L L L L L LB L B

1.80 2.00 2.20 2.40
46 m/z 43.00 24.52%

15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98: Dimethyl ether
45
29

1.80 2.00 2.20 2.40

5000 m/z 41.95 9.88%
1
0 |
e e T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92: Methane, nitroso- B B B
30 180 200 220 2.40
45 m/z 44.00 2.82%
5000
IF |
Ol ey T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40

82X121818W.M Thu Dec 27 13:22:47 2018 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X121818W.M
Quant Title : SW846 8260

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 Butanal Concentration Rank 3

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

4_.35 67.21 ug/1 2615840 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene. ethoxv- 72 C4H80 000109-92-2 58
3 Propanal. 2-methvl- 72 C4H80 000078-84-2 58
4 1-Propene. 3-methoxv- 72 C4H80 000627-40-7 47
5 Isobutylene epoxide 72 C4H80 000558-30-5 35

Abundance Scan 524 (4.348 min): VX006823.D (-513) (-) m/z 44.00 100.00%
72
5000
A mmre s s e
4.00 420 4.40 4.60
o 89103 130 151 178 207 223239253 280 m/z 43.05 92 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #647: Butanal
72
5000 29
4.00 420 4.40 4.60
m/z 41.05 82.51%
0 15 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #678: Ethene, ethoxy-
44
. 4.00 420 440 460
5000 29 m/z 72.10 75.03%
0 1\5 I \‘ 58
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #685: Propanal, 2-methyl-
43 4.00 420 4.40 4.60
m/z 38.95 42 .73%
72
5000
27
0 13 M‘ \‘\ 57
m/z--> 20 45 eb 85 100 120 140 160 180 200 220 240 260 280 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 1,3-Dioxolane, 2-methyl- Concentration Rank 5

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

5.95 19.82 ug/I 771471 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 91
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 28
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 787 (5.952 min): VX006823.D (-778) (-) m/z 72.95 100.00%
7B
5000 43 /\
58 IIIIIIIIIIIIIIIIIIIII
87 5.60 5.80 6.00 6.20
) SNNS|J  W s J  SE L S — S L - m/z 42.95 47.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
5000 43 L I ----1ﬁ1\-|-
560 580 6.00 6.20
58 m/z 45.00 43.84%
29 | 87
ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy-
73
'w"“l'“'l“'/ﬁ*'w'
5.60 5.80 6.00 6.20
5000 m/z 58.00 24 .28%
45
29‘
0 ST - N L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #733: N-Ethylformamide R R o o AR
3 73 560 580 6.00 6.20
m/z 87.00 10.06%
5000
58
44
T B ‘VAVV“A*_V_'F
OIIII T I\III III\I T T T T T T T T T T
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 1-Butanol Concentration Rank 6

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

7.32 16.97 ug/Il 785648 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 Butane. 1-chloro- 92 C4H9ClI 000109-69-3 38
3 Propanenitrile. 2-hvdroxv- 71 C3HS5NO 000078-97-7 9
4 Oxetane. 2.3.4-trimethvl-. (2.al... 100 C6H120 032347-12-9 9
5 Methoxyacetonitrile 71 C3H5NO 001738-36-9 9

Abundance Scan 1011 (7.317 min): VX006823.D (-1004) (-) m/z 56.10 100.00%
56
41
5000
e
7.00 7.20 7.40 7.60
o 73 87 104118 158 177 196 234 252 n/z 41.10 69 . 19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #839: 1-Butanol
31 56
5000
7.00 7.20 7.40 7.60
m/z 43.05 53.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2436: Butane, 1-chloro-
56
41 7.00 7.20 7.40 7.60
5000 m/z 42.05 30.07%
27
0L 14 m |, 75 92
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #605: Propanenitrile, 2-hydroxy-
56 7.00 7.20 7.40 7.60
m/z 39.00 20.06%
5000 42
2
0”+w.].“.. j?,”.w.”.“.”,”...”..”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122618\
Data File : VX006823.D

Aca On : 26 Dec 2018 17:23

Operator : JC/MD

Sample : J6533-16

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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 1-Isobutoxy-2-ethylhexane Concentration Rank 4

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

12.27 22.27 ug/1 1270970 1,4-Dichlorobenzene-d4 12.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 78
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 Carbonic acid. butvl heptvl ester 216 C12H2403 1000314-63-4 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
Abundance Scan 1823 (12.268 min): VX006823.D (-1817) (-) m/z 57.10 100.00%

57
5000 a1
e 12.00 12.20 12.40 12.60
98 . . . )
o . ,|! A 12 128 143155168182 205 224 240 | 7z 41.05  37.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50341: 1-lsobutoxy-2-ethylhexane
57
42
5000

12.00 12.20 12.40 12.60
m/z 43.10 32.81%

4 98 112 155 143
mz--> 20 40 60 80 100 120 140 160 180 200 220 240

0!

Abundance #13661: 1-Hexanol, 2-ethyl-
57

12.00 12.20 12.40 12.60
5000 M m/z 55.10  28.43%

2 70 83
s [y || e
0 ,,,,H S
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #74066: Carbonic acid, butyl hepty! ester
57 12.00 12.20 12.40 12.60
m/z 56.05 22.04%
5000
41
70
98 119
0 H ‘\‘ ‘ H 83 | 159 217
,,,,,,, T T T T
m/z--> 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX122618\
Data File : VX006823.D

Acq On : 26 Dec 2018 17:23

Operator : JC/MD

Sample - J6533-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 17 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_M
SW846 8260

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]
Ethanol 2.15 810.8 ug/1 31557400 1 5.66 1946140 50.0
Butanal 4.35 67.2 ug/l 2615840 1 5.66 1946140 50.0
1,3-Dioxolane, 2-... 5.95 19.8 ug/I1 771471 1 5.66 1946140 50.0
1-Butanol 7.32 17.0 ug/I1 785648 2 6.86 2314560 50.0
1-Isobutoxy-2-eth... 12.27 22.3 ug/1 1270970 4 12.08 2854010 50.0
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