LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82X112018W_M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.483 51 54 68 rBV 7464605 9071221 25.07% 8.573%
2 2.154 151 164 168 rBV 7591889 16615473 45.92% 15.703%
3 2.355 192 197 206 rVV 1167595 1890619 5.22% 1.787%
4 2.446 206 212 228 rVB 1170886 1910206 5.28% 1.805%
5 2.855 273 279 293 rVB 270060 525247 1.45% 0.496%
6 3.068 301 314 325 rBY 670092 1535364  4.24% 1.451%
7 3.416 363 371 383 rBY 263037 608890 1.68% 0.575%
8 4.019 459 470 479 rBV 619129 1602503 4._43% 1.514%
9 4.354 513 525 538 rBV 1562269 4344580 12.01% 4.106%
10 4.702 571 582 599 rBVY 554144 1556825 4_30% 1.471%

11 5.501 703 713 727 rVB 188087 532747 1.47% 0.503%
12 5.665 727 740 755 rBV 324305 907996 2.51% 0.858%
13 6.068 796 806 819 rBvV2 204836 548097 1.51% 0.518%
14 6.263 826 838 852 rBvV 169163 448298 1.24% 0.424%
15 6.860 925 936 951 rBV 480334 1168634 3.23% 1.104%

16 7.336 1004 1014 1026 rBV 2049985 4147225 11.46% 3.919%
17 7.665 1060 1068 1075 rBV 864367 1593318 4._.40% 1.506%
18 8.713 1234 1240 1247 rBV 984549 1555322 4_30% 1.470%
19 9.305 1331 1337 1345 rBvV 326347 510379 1.41% 0.482%
20 10.061 1454 1461 1465 rBV 164499 387998 1.07% 0.367%

21 10.116 1465 1470 1481 rVV 1059863 1742331 4.82% 1.647%
22 10.213 1481 1486 1497 rVvV 700913 993567 2.75% 0.939%
23 10.689 1559 1564 1568 rVVv 389962 595266 1.65% 0.563%
24 10.737 1568 1572 1578 rVV 2344219 2923608 8.08% 2.763%
25 10.823 1578 1586 1592 rVB2 629987 1271533 3.51% 1.202%

26 11.140 1632 1638 1643 rBV 877402 1179681 3.26% 1.115%
27 11.475 1688 1693 1698 rBV 516295 651195 1.80% 0.615%
28 11.664 1721 1724 1730 rVB3 352846 552362 1.53% 0.522%
29 12.079 1788 1792 1800 rVB 1173078 1424643 3.94% 1.346%
30 12.286 1819 1826 1836 rBV 27172989 36185409 100.00% 34.198%

31 12.621 1875 1881 1891 rBV4 231409 502630 1.39% 0.475%

32 13.231 1972 1981 1991 rBV 3410122 5886893 16.27% 5.564%
33 13.310 1991 1994 2007 rVB 304869 441767 1.22% 0.418%

82X112018W.M Tue Nov 27 17:33:48 2018 RPT1 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\METHOD\82X112018W.M
SW846 8260

Sum of corrected areas: 105811827
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
VX006176.D

26 Nov 2018 15:38

JC/MD

J6044-03

5.0mL/MSVOA_X/WATER

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W.M
SW846 8260

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

(o]

TIC: VX006176.D

1.48 2.15

2.3645 a00 3

2.85 3.07

3.42

4.70

5.505.67 6.07 6.26

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
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2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VX006176.D

9.30

10.74

21 82 11.14

o
Time-->

L
9.00 9.50

T
10.00 10.50 11.00
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2.5e+07

2e+07

1.5e+07

le+07

5000000

11.66
02y

TIC: VX006176.D

13.23

A3.31

12.08
N

k‘ 12.62

Time-->
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 1 Acetaldehyde Concentration Rank 3

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

1.48 499.52 ug/1 9071220 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3HS8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Ethyne, fluoro- 44 C2HF 002713-09-9 3

Abundance Scan 54 (1.483 min): VX006176.D (-51) (-) m/z 44.05 100.00%
5000 J\L
o 140 160 180
0 ot 2 91 106119 146160 185 285 'm/z 43.05 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72: Acetaldehyde
29
44
5000 LB L L L
15 140 1.60 1.80
m/z 42.10 19.63%
0'““|“'wt'“|'“'w"w"“l'“'w"w"“l“"w"w"“l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
29
140 160 180
5000 m/z 41.00 8.12%
44
15
e R S U R B L S BN LR LN SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75: Ethylene oxide L B e
29 140 1.60 1.80
a4 m/z 45.05 2.76%
| ﬂ¥
5000
0'”MIM'WL'”I'”'P"W"”I'”'P"W"”I”"P"W"”I' UL S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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.

2.15 914.95 ug/Il 16615500 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl 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): VX006176.D (-151) (-) m/z 45.10 100.00%
5000 A
o 180 200 220 240
o 83 115 133148 167 185200 236252 281 m/z 46.10 40 72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96: Ethanol
31
5000 IR S L R
1.80 2.00 2.20 2.40
6 m/z 43.05 22.17%
15 ‘
e L A R R R AN S B LARAN LAY LSS BN RARAN SARAN LA
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
2 AR R L R
1.80 2.00 2.20 2.40
5000 m/z 42.10 8.73%
14
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92: Methane, nitroso-
30 1.80 2.00 2.20 2.40
45 m/z 44.05 2.52%
5000
15
S e
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 3 Propanal Concentration Rank 7

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

2.35 104.11 ug/l 1890620 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 56
3 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 9
4 Propylene oxide 58 C3H60 000075-56-9 7
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 196 (2.349 min): VX006176.D (-192) (-) m/z 58.10 100.00%
58
5000 /\]\
e A e e
39 2.00 2.20 2.40 2.60
Olrrrrrrrr it f e 9103118 141189 201 20 25 m/z 57.05 28.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #218: Propanal
29 58
5000 L AN I L UL B
2.00 2.20 2.40 2.60
m/z 39.05 7.69%
ol 15 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
28
2.00 2.20 2.40 2.60
5000 58 m/z 42.05 5.98%
0 14 42
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67638: Quinolin-2(1H)-one, 3,4,5,6,7,8-hexahydro-3-dimeth...
58 2.00 2.20 2.40 2.60
m/z 38.05 4_.91%
5000
0 42 | 77 91106121135149164 187 208
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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-Propanol Concentration Rank 8

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

4.02 88.24 ug/1 1602500 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 59
2 2-Fluoropropene 60 C3H5F 001184-60-7 52
3 Allyl fTluoride 60 C3H5F 000818-92-8 38
4 Cyclopropane 42 C3H6 000075-19-4 25
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 10

Abundance Scan 470 (4.019 min): VX006176.D (-459) (-) m/z 59.10 100.00%
42 9P
5000
3.60 3.80 4.00 4.20 4.40
ol 74 86 105 129 161 207 239 m/z  47.05 8429
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #291: 1-Propanol
il
5000 [T e T
3.60 3.80 4.00 4.20 4.40
59 m/z 41.10 56 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
3.60 3.80 4.00 4.20 4.40
5000 m/z 60.10 52.77%
39
27
14
O T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #285: Allyl fluoride e
59 3.60 3.80 4.00 4.20 4.40
m/z 39.10 41.22%
5000
m/z--> 60 80 100 120 140 160 180 200 220 240 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 Butanal Concentration Rank 4

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

4.35 239.24 ug/Il 4344580 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Ethene, ethoxy- 72 C4H80 000109-92-2 52
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 52
4 Isobutylene epoxide 72 C4H80 000558-30-5 22
5 Propane, l-nitro- 89 C3H7NO2 000108-03-2 12

Abundance Scan 524 (4.348 min): VX006176.D (-513) (-) m/z 44.05 100.00%
44
72
5000
rrprTrTyTTTr T T T T T T
4.00 4.20 4.40 4.60
o 87 103 121136 153168 207 298 mn/z 43.10 93 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #647: Butanal
44
72
5000 29
4.00 4.20 4.40 4.60
m/z 41.10 83.38%
ol 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
44
72 4.00 4.20 4.40 4.60
5000 29 m/z 72.10 65.83%

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #685: Propanal, 2-methyl-
43 4.00 4.20 4.40 4.60
m/z 39.10 43.00%
72
5000
27
O e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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-Butanol Concentration Rank 6

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

7.34 177.44 ug/l 4147230 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 9
3 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 9
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 1015 (7.342 min): VX006176.D (-1004) (-) m/z 56.05 100.00%
56
41
5000
7.00 7.20 7.40 7.60
ol 73 88 112 132 177 249 /72 41.05 21 _35%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #839: 1-Butanol
31 56
5000 NN "'I""I/\T'I'
7.00 7.20 7.40 7.60
m/z 43.05 57 .45%
0.,”}ﬁ.”w.”.Z%“.”“.”,”.w”...”..”...”“.”,””
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
56
41 7.00 7.20 7.40 7.60
5000 m/z 42.10 30.94%
27
69
o1 14 84
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3967: Oxetane, 2,3,4-trimethyl-, (2.alpha.,3.alpha.,4.beta.)
56 7.00 7.20 7.40 7.60
M m/z 39.10 19.66%
5000
27
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 7 Pentanal Concentration Rank 9

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

7.66 68.17 ug/l 1593320 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 38
4 Glycidol 74 C3H602 000556-52-5 36
5 2-Propanamine 59 C3HSN 000075-31-0 9

Abundance Scan 1067 (7.659 min): VX006176.D (-1060) (-) m/z 44.05 100.00%

-

5000 58
7.40 7.60 7.80 8.00
ol 72 86 110 127 151 173 209 242 278 m/z 41.10 44 . 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1704: Pentanal
29
5000 LI L L L L L L
58 7.40 7.60 7.80 8.00
m/z 58.10 37.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
58 7.40 7.60 7.80 8.00
5000 m/z 57.05 29.07%
29
72 86

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #692: Cyclopropy! carbinol

-

7.40 7.60 7.80 8.00
m/z 43.10 26.26%

5000

69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00

-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 8 2-Heptanone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.82 36.49 ug/1 1271530 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Heptanone 114 C7H140 000110-43-0 80
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
3 2-Hexanone 100 C6H120 000591-78-6 42
4 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 39
5 Propanamide, N,2-dimethyl- 101 C5H11NO 002675-88-9 36
Abundance Scan 1586 (10.823 min): VX006176.D (-1578) (-) m/z 43.10 100.00%

a3
58
5000
71 10.60 10.80 11.00 11.20
99 114 : : : :
ob e 3 STl ] 7885 92 99 Mionazs 1 Teg o8 5y 75y
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7431: 2-Heptanone
43
58
5000

10.60 10.80 11.00 11.20
m/z 55.10 23.47%

27 71
0 |1 34 || 51, ] | 8 92 99 114
R e o S e e R REAREREEss
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
10.60 10.80 11.00 11.20
5000 m/z 71.10 15.85%
58
27 71
0 20 34 51 81l 91 99 114
R o e o e L B o e R e e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3780: 2-Hexanone
43 10.60 10.80 11.00 11.20
m/z 73.05 14 .90%
58
5000
100
29 n 85
ow.n,nﬂm.nﬁu:”,”uq.”.ﬂ.”,”hw.”.“.”,”.w.”.“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_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 9 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.29 1269.98 ug/Il 36185400 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
Abundance Scan 1827 (12.292 min): VX006176.D (-1819) (-) m/z 57.10 100.00%
57
5000 a1
70 83 USRI SRR BN B
98 12.00 12.20 12.40 12.60
0 112 129143 170 226 265 m/z 41.10  37.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 LI IS SN LN S
0 12,00 12.20 12,40 12.60
70 83 m/z 43.05 30.95%
T L] s
0..WJN.M.Nu.h.ﬁ.”n”.w.”.“....”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
20 12.00 12.20 12,40 12.60
5000 m/z 55.05 28.26%
41
8 112
o2 97 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13668: 2-Propyl-1-pentanol T
57 12.00 12.20 12.40 12.60
m/z 70.10 24 .23%
5000 a1
70
2 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X112018W.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 10 Hexanoic acid, 2-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.23 206.61 ug/l 5886890  1,4-Dichlorobenzene-d4  12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 91
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 42

3 Methyl 2,3,4-tri

4 Methyl-4-deoxy-2,
5 Octanoic acid, 2-

-0-methyl-6-deox. .. 220 C10H2005
3-di-O-methyl.b... 218 C9H1406
methyl-, methyl... 172 C10H2002

072983-16-5 40
1000312-09-9 40
002177-86-8 38

Abundance Scan 1981 (13.231 min): VX006176.D (-1972) (-)
78 88
5000
41 57
116
o lil L L | 1b2 | 130144 166 203 219 235250 281
R R R R e AR TE.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 41 57
2 ‘ 116
N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73 88
5000
41 55
I 102 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88
5000
7
45
0 59 | | 102119 145 176
R A A == R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z

73.00 100.00%

13.00 13.20 13.40 13.60

m/z

88.05 92.71%

13.00 13.20 13.40 13.60

m/z

41.10 36.16%

13.00 13.20 13.40 13.60

m/z

57.10 31.01%

13.00 13.20 13.40 13.60

m/z

55.05 23.14%

13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX112618\
Data File : VX006176.D

Acq On : 26 Nov 2018 15:38

Operator : JC/MD

Sample - J6044-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X112018W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetaldehyde 1.48 499.5 ug/l 9071220 1 5.67 907996 50.0
Ethanol 2.15 915.0 ug/1 16615500 1 5.67 907996 50.0
Propanal 2.35 104.1 ug/1 1890620 1 5.67 907996 50.0
1-Propanol 4.02 88.2 ug/1 1602500 1 5.67 907996 50.0
Butanal 4.35 239.2 ug/l 4344580 1 5.67 907996 50.0
1-Butanol 7.34 177.4 ug/l 4147230 2 6.86 1168630 50.0
Pentanal 7.66 68.2 ug/1 1593320 2 6.86 1168630 50.0
2-Heptanone 10.82 36.5 ug/1 1271530 3 10.12 1742330 50.0
1-Hexanol, 2-ethyl- 12.29 1270.0 ug/l1 36185400 4 12.08 1424640 50.0

4

Hexanoic acid, 2-... 13.23 206.6 ug/l 5886890 12.08 1424640 50.0
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