LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VN122718\

Data File : VN053206.D

Acg On - 27 Dec 2018 12:23

Operator : MD\SY

Sample - J6571-04

Misg - 5.00mL/MSVOA_N/WATER S RS
ALS Vial : 9 Sample Multiplier: 28

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_N\METHODS\82N121818W .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 1.815 4 13 25 rBv2 169754 219967 1.22% 0.335%
2 2.317 157 169 191 rBV 1908491 3071081 17.08% 4.677%
3 3.265 445 464 496 rBV 664051 1565424 8.70% 2.384%
4 3.702 581 600 618 rBVY 288146 722458 4.02% 1.100%
5 3.815 619 635 655 rBY 673926 1738230 9.67% 2.647%
6 4_056 694 710 739 rvB2 76018 218965 1.22% 0.333%
7 6.024 1307 1322 1354 rVB3 124161 398327 2.21% 0.607%
8 6.548 1461 1485 1507 rBvV2 209890 643137 3.58% 0.980%
9 6.837 1546 1575 1595 rBV2 60087 190592 1.06% 0.290%
10 7.593 1790 1810 1821 rBV 602944 1511215 8.40% 2.302%

11 7.667 1821 1833 1856 rVB 1250941 2961113 16.47% 4_.510%
12 8.027 1922 1945 1967 rBV 687374 1655185 9.20% 2.521%
13 8.586 2103 2119 2141 rBV 1968947 4094028 22.77% 6.235%
14 8.783 2165 2180 2193 rBvV 277549 592917 3.30% 0.903%
15 9.168 2287 2300 2322 rVB 105472 217969 1.21% 0.332%

16 10.091 2569 2587 2600 rBV 2946366 5304984 29.50% 8.080%
17 10.799 2781 2807 2853 rBV 1240164 4015894 22.33% 6.116%
18 11.352 2968 2979 2985 rBV 179059 288474 1.60% 0.439%
19 11.406 2985 2996 3019 rVB 2543397 4446062 24.72% 6.772%
20 12.252 3251 3259 3274 rVB2 215977 380531 2.12% 0.580%

21 12.400 3292 3305 3321 rBV 2023303 3395285 18.88% 5.171%
22 12.827 3425 3438 3456 rBV 11619927 17983853 100.00% 27.391%
23 12.914 3456 3465 3485 rVB 271764 446557 2.48% 0.680%
24 13.075 3497 3515 3535 rBV 2202172 4020340 22.36% 6.123%
25 13.252 3561 3570 3586 rVB4 134768 246101 1.37% 0.375%

26 13.342 3586 3598 3612 rBV 2282876 3788642 21.07% 5.770%
27 13.448 3623 3631 3643 rVB 378970 580560 3.23% 0.884%
28 14.888 4069 4079 4092 rVB8 127355 254962 1.42% 0.388%
29 15.204 4163 4177 4190 rVB4 95676 220527 1.23% 0.336%
30 15.618 4293 4306 4327 rBV2 252385 483790 2.69% 0.737%

Sum of corrected areas: 65657170
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
VN053206.D

27 Dec 2018 12:23

MD\SY

J6571-04

5.00mL/MSVOA_N/WATER

9 Sample Multiplier: 28

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .M
SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07
8000000
6000000
4000000

2000000

1.82
04
Time--> 1.80 2.

TIC: VN053206.D

2.32

3.27 81
3700 406

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 6.40 6.60

6.02 6.55

Abundance

le+07
8000000
6000000
4000000

2000000

6.84

TIC: VN053206.D

10.09
11.41

10.80
9.17

0

Time--> 7.

T T T T T T
00 9.00 9.50 10.00 10.50 11.00

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: VN053206.D

12.40 13.08 1334

12.25 %-\91 J\Ezﬁl}\% 14.89 15.20 15.62
o R SU TR e .

Time-->

T
12.00

13.00 13.50

N T T T T T
12.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 2

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

2.32 51.86 ug/1 3071080 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
2 Ethylene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3H8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Carbon dioxide 44 CO2 000124-38-9 3

Abundance Scan 170 (2.320 min): VN053206.D (-157) (-) m/z 44.00 100.00%
5000

2.00 220 2.40 2.60

ol e e e S e e rea || M/z 42.95  55.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde
29
5000 LA L L L L L L LB L |
15 2.00 2.20 240 2.60
m/z 42.00 17.83%
0 “\ ly \“
e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
29
44 IIIIIIIIIIIIIIIIIIIIIII
15 2.00 2.20 240 2.60
5000 m/z 41.00 7.27%
O e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #79: Propane
29 2.00 2.20 240 2.60

m/z 45.05 2.44%

5000
oLt W

m/z--> 0 20 60 80 100 120 140 160 180 200 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 4

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

3.27 26.43 ug/1 1565420 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 74
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 466 (3.272 min): VN053206.D (-445) (-) m/z 45.00 100.00%
45 q
5000
| 207 3.00 3.20 3.40 3.60
o-----—--— m/z 46.10 39.32%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #94: Ethanol
31
5000 45
3.00 3.20 3.40 3.60
m/z 43.00 20.65%
1> \H ]
0"ﬂ1“H”I“'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
29
15 3.00 3.20 3.40 3.60
5000 m/z 42.00 7.41%
S L I S U S S B S S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso-
30 3.00 3.20 3.40 3.60
45 m/z 44.00 2.90%
- WK‘J\M,
15
0"“|'b“|W'“l"“l"“l"”l"”l"”l"“l"“l"“ RS RS RSN IR L
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 5

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

3.70 12.20 ug/Il 722458 Pentafluorobenzene 7.67
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 9
3 Propylene oxide 58 C3H60 000075-56-9 5
4 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 4
5 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 4

Abundance Scan 599 (3.699 min): VN053206.D (-581) (-) m/z 58.00 100.00%
58
5000 g {ﬁ
39 42 55 340 3.60 3.80 4.00
. N m/z 57.00 27.33%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #218: Propanal
29 58
5000
340 3.60 3.80 4.00
2 m/z 39.10 6.27%
0 1215 19 . 3304 52 55
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
28
340 3.60 3.80 4.00
5000 58 m/z 42.10 4.63%
o 1215 19 25 31 304 55
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #224: Propylene oxide
28 58 340 3.60 3.80 4.00
m/z 38.00 3.96%
5000
31 43
15
o 1218 2 3632 52 55 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 9

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

6.02 6.73 ug/l 398327 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 Allyl fluoride 60 C3H5F 000818-92-8 47
3 2-Fluoropropene 60 C3H5F 001184-60-7 43
4 Methanamine, N-hydroxy-N-methyl- 61 C2H7NO 005725-96-2 9
5 Acetaldoxime 59 C2H5NO 000107-29-9 7

Abundance Scan 1321 (6.021 min): VN053206.D (-1307) (- m/z 59.00 100.00%
59
42
5000
39
45 560 580 6.00 620 640
o.“.”,”.w”.w.”.“”.“.“3ﬁL:“lH”.w.”?ﬁH e || M/Z 42.10  77.00%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #291: 1-Propanol
31
5000

560 5.80 6.00 6.20 6.40
5 m/z 60.00 55.98%

27 42
(0 e B B LN B o o o B e e s e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
59

5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 45 _15Y%

39

27 33

15 19 24 30 | 36 42 56

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #287: 2-Fluoropropene
59 5.60 5.80 6.00 6.20 6.40
m/z 39.05 32.31%
39
5000
27 33 45
o 20 24 136|142 | 56, 62
.,....,....,....,....,....,....,....,....,....,....,...,....,....,.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 6

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

6.55 10.86 ug/Il 643137 Pentafluorobenzene 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43
4 Ethene, ethoxy- 72 C4H80 000109-92-2 42
5 Isobutylene epoxide 72 C4H80 000558-30-5 27

Abundance Scan 1486 (6.551 min): VN053206.D (-1461) (-) m/z 44.00 100.00%
a1
72
5000
4 57
rTTrTTTTT T T T T T T T T T
3 6.20 6.40 6.60 6.80
50 5
A 1 < T Y- B -y o ¥ R e 1
m/z--> 5 10 15 20 25 30 35 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
e
72
5000 29
57 6.20 6.40 6.60 6.80
m/z 41.05 83.53%
0 1519 28| 33 3 ‘ 50 54 6669, |,
miz> 5 10 15 2 25 3 35 40 45 9 55 80 65 70 75 80 B8 30
Abundance
43
72 6.20 6.40 6.60 6.80
5000 m/z 72.00 73.84%
27 39
o 15 24,31 36 5053 7 69
L R L) KAL) KA KA L) ALY KAL) KAL) KAL) KAL) KAL) KALLY KAL) ALy ALY AL Al
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #694: 1-Propene, 3-methoxy-
41 72 6.20 6.40 6.60 6.80
m/z 39.00 39.85%
5000 29 °
57
15
o 18 2§ 2 3 53 69,
m/z--> 5 10 15 20 25 30 35 Jo 45 50 §5 60 65 70 75 80 85 90 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 8

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

8.78 7.24 ug/l 592917 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 Butane, 1-chloro- 92 C4H9cCl 000109-69-3 45
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 38
4 3-Butenoic acid, 2-amino- 101 C4H7NO2 056512-51-7 9
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 9

Abundance Scan 2179 (8.779 min): VN053206.D (-2165) (-) m/z 56.10 100.00%
56
41
5000

|‘ 49 | 73 81 8.40 8.60 8.80 9.00 9.20
o O 11140 | - m/z 41.10 66.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #839: 1-Butanol
31 56
41
5000

8.40 8.60 8.80 9.00 9.20
m/z 43.10 54 .03%

15 L

149 || 73
O e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
41 8.40 8.60 8.80 9.00 9.20
5000 m/z 42.05 30.00%
27
15 49 63 g 92
O T T e e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56 8.40 8.60 8.80 9.00 9.20
41 m/z 55.10 17.80%
5000
0...“...,”:M,H.J,”.?9.Jn N v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 Propylene Glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.80 45.16 ug/1 4015890 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 80
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9
Abundance Scan 2807 (10.799 min): VN053206.D (-2781) (-) m/z 45.00 100.00%
45
5000 /\
61 10.40 10.60 10.80 11.00 11.20
o...,....,....,...??-.h:.,.“?“?.,'....,..7.6.,..5.‘?,....,....,..1.1.7,... m/z 43.00 20.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #938: Propylene Glycol
45

5000 e L LR R
1040 10. 60 1080 11. 00 11. 20

m/z 44.00 6.70%

29
19 ) 9] 558 7
O e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45

1040 1060 10.80 11.00 11.20
5000 m/z 61.00 6.31%

19 27 39 559
! NN S . UM

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #944: R-(-)-1,2-propanediol e e
45 10.40 10.60 10.80 11.00 11.20
m/z 41.95 3.95%

5000
6 2
61
12,7, 39‘\ 55 76
e el R R e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00 11.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.83 237.34 ug/Il 17983900 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 94
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64
3 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
4 5-Nonanone 142 C9H180 000502-56-7 59
5 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 3439 (12.831 min): VN053206.D (-3425) (-) m/z 57.05 100.00%
57 85
5000
41
T 5% 1280 1500 1950
Obrrrrrrrprrrr e 20t retp et prrre b b || M7z 85.00  89.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 RN AR IR RN
41 12.60 12.80 13.00 13.20
m/z 41.05 31.16%
o9 ,y 142
0 15 ‘ ‘ \‘ " 69 " l 1QO 109 1\ ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
85 R NN SR BN R
12.60 12.80 13.00 13.20
5000 m/z 58.10 25.60%
o9 41
o 71 10 g93 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19736: 2,4-Hexanedione, 5,5-dimethyl- B RN nae
85 12.60 12.80 13.00 13.20

m/z 43.05 16.07%

5000 43
57
142
\ \\ “ “\ 69 A 99 114 127 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. 60 12. 80 13. 00 13. 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 7

R.T. EstConc Area Relative to ISTD R.T.
13.45 7.66 ug/l 580560 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
3 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 42
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 40
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 39

Abundance Scan 3632 (13.451 min): VN053206.D (-3623) (-) m/z 57.10 100.00%
57
5000 a
‘ 70 g3
98 112 13.20 13.40 13.60 13.80
o/ S - ,..'|..,....,....,....,....,....,....,?95?. m/z 41.10 36.60%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #13670. 1-Hexanol, 2-ethyl-
57
5000
43 13.20 13.40 13.60 13.80
29 ‘ 70 g3 m/z 55.10 29.51%
98
0..:.[?.‘.“..‘“...‘."..“..|‘l...|.:.l-:!-2.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
13.20 13.40 13.60 13.80
5000 a1 m/z 43.05 28.83%
- 70
83
15 98 112
G L S U UL BRI WAL L L B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72872: Heptane, l,l'-OXybiS- LN B '|_{\' L L L
57 13.20 13.40 13.60 13.80
m/z 70.05 24 .38%
5000
43 70
29 ‘ ‘ 98
ol 15 ‘ J. 8 117 135148 171
m/z--> ﬁo 45 éo éo 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 D-Carvone Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.62 6.38 ug/Il 483790 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Carvone 150 C10H140 002244-16-8 95
2 Carvone 150 C10H140 000099-49-0 95
3 (-)-Carvone 150 C10H140 006485-40-1 94
4 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 47
5 1H-Imidazole, 2-methyl- 82 C4H6N2 000693-98-1 47

Abundance Scan 4307 (15.622 min): VN053206.D (-4293) (-) m/z 81.95 100.00%
8p
5000
o4 108 !
135150 15.40 15.60 15.80 16.00
0 ...,....L'. o S8 177191 207 283 | "m/z 54.10 38.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23673: D-Carvone
8
5000 54 LB B BN BN BN
108 15.40 15.60 15.80 16.00
39 m/z 92.95 33.27%
150
0 15,‘,‘,,,,13‘? e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82
' 15.40 15,60 15.80 16.00
5000 39 54 m/z 108.00 30.98%
108
. 68 122136+
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23682: (—)—Carvone LI L L B L L NI B
8 15.40 15.60 15.80 16.00
m/z 39.00 24 .80%
5000 54
39 108
0 .}ﬁ....k...,ﬁﬁ.,...w.... i e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN122718\
Data File : VN053206.D

Acq On : 27 Dec 2018 12:23

Operator : MD\SY

Sample : J6571-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 9 Sample Multiplier: 28

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N121818W .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 2.32 51.9 ug/1 3071080 1 7.67 2961110 50.0
Ethanol 3.27 26.4 ug/1 1565420 1 7.67 2961110 50.0
Propanal 3.70 12.2 ug/I1 722458 1 7.67 2961110 50.0
1-Propanol 6.02 6.7 ug/l 398327 1 7.67 2961110 50.0
Butanal 6.55 10.9 ug/I1 643137 1 7.67 2961110 50.0
1-Butanol 8.78 7.2 ug/l 592917 2 8.59 4094030 50.0
Propylene Glycol 10.80 45.2 ug/l 4015890 3 11.41 4446060 50.0
4-Heptanone, 2,6-... 12.83 237.3 ug/l 17983900 4 13.35 3788640 50.0
1-Hexanol, 2-ethyl- 13.45 7.7 ug/l 580560 4 13.35 3788640 50.0
D-Carvone 15.62 6.4 ug/Il 483790 4 13.35 3788640 50.0
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