LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 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 V\METHOD\SOMVTR092718WMA .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 1.315 62 70 80 rvB 35697 39438 13.48% 1.106%
2 1.582 146 153 161 rVB 32816 34951 11.94% 0.981%
3 2.129 314 323 337 rBV 70677 99381 33.96% 2.788%
4 2.801 522 532 551 rBV2 9371 24261 8.29% 0.681%
5 3.994 883 903 939 rBV 21312 99079 33.85% 2.780%
6 4.161 941 955 993 rVB 40248 126879 43.35% 3.560%
7 4.405 1015 1031 1051 rvB 49073 118181 40.38% 3.316%
8 5.097 1230 1246 1269 rBv2 121203 272889 93.24% 7 .656%
9 5.666 1410 1423 1438 rBV 103718 200175 68.40% 5.616%
10 5.759 1438 1452 1455 rBvV4 2401 5920 2.02% 0.166%
11 5.962 1508 1515 1528 rVB6 2839 5293 1.81% 0.148%
12 6.122 1552 1565 1580 rvv2 66968 134005 45.79% 3.760%
13 6.454 1662 1668 1691 rVB3 6637 15336 5.24% 0.430%
14 7.032 1837 1848 1862 rBvV2 31223 54092 18.48% 1.518%
15 7.360 1937 1950 1964 rBV 141605 236996 80.98% 6.649%
16 7.431 1965 1972 1983 rVB2 3318 5337 1.82% 0.150%
17 7.669 2034 2046 2061 rBvY 18484 31630 10.81% 0.887%

18 7.997 2133 2148 2173 rBV3 35659 123189 42.09% 3.456%
19 8.145 2183 2194 2221 rVB 161043 292661 100.00% 8.211%
20 8.289 2231 2239 2250 rVB7 1915 4009 1.37% 0.112%

21 8.434 2273 2284 2288 rBV5 2142 4028 1.38% 0.113%
22 8.900 2414 2429 2442 rBV 157263 258898 88.46% 7.263%
23 9.534 2614 2626 2647 rBV 107404 231283 79.03% 6.489%

24 9.621 2647 2653 2669 rVB5 13636 24181 8.26% 0.678%
25 9.904 2731 2741 2752 rVB5 1326 2946 1.01% 0.083%
26 9.977 2756 2764 2774 rVB3 2883 4661 1.59% 0.131%
27 10.267 2843 2854 2865 rBV 49776 78265 26.74% 2.196%
28 10.424 2893 2903 2913 rVB2 4802 7837 2.68% 0.220%
29 10.865 3029 3040 3052 rBV2 31362 57289 19.58% 1.607%
30 10.929 3054 3060 3073 rVB5 8310 14139 4._.83% 0.397%

31 11.299 3163 3175 3196 rVB 165420 262655 89.75% 7.369%
32 11.579 3250 3262 3281 rBV2 116379 201987 69.02% 5.667%
33 11.675 3281 3292 3308 rVB 154478 246879 84.36% 6.926%
34 12.055 3400 3410 3437 rBV2 41928 78695 26.89% 2.208%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 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_V\METHOD\SOMVTR092718WMA .M
Title - TRACE VOA SOMO1.0

35 12.296 3478 3485 3497 rBV9 3088 5773 1.97% 0.162%
36 12.389 3502 3514 3521 rBV9 4874 10569 3.61% 0.297%
37 12.543 3553 3562 3573 rVB5 2084 3839 1.31% 0.108%
38 12.939 3679 3685 3694 rVB4 2782 3834 1.31% 0.108%
39 13.116 3731 3740 3755 rBV7 3319 7607 2.60% 0.213%
40 13.283 3781 3792 3797 rBVS 5188 9728 3.32% 0.273%
41 13.321 3798 3804 3808 rVV6 7811 12185 4.16% 0.342%
42 13.354 3810 3814 3822 rVV6 12743 19855 6.78% 0.557%
43 13.411 3823 3832 3848 rVB7 15253 38657 13.21% 1.085%
44 13.498 3850 3859 3869 rVV6 14255 25978 8.88% 0.729%
45 13.675 3905 3914 3930 rVB7 6530 13034 4._.45% 0.366%
46 13.781 3938 3947 3960 rVB6 5576 12223 4.18% 0.343%
47 14.161 4055 4065 4069 rBV5 2403 3673 1.26% 0.103%

Sum of corrected areas: 3564400
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample - J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VV007936.D
150000
5.10
5.67
100000
2.13 6.12
4.41
50000{ 1.32 158 4.16
3.99
2.80
T e e e T e e I Il e e e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV007936.D
8|14 8.90 11,30 11.68
150000 736
11.5
9.53
100000
50000 10.27 12.0¢
7.03 8.00 10.86
7.67 62 o
{idﬁ 8.2%8.43 0.8¢8 10.42 '
L e R e I A e I e T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV007936.D
150000
100000
50000
50
128354 12943135 136878 1, 16
O e B B I e e L L i R B S e e o e e e B e e e B I B e L i B S B
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 2-Propenenitrile Concentration Rank 9

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

2.80 0.61 ug/L 24261 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenenitrile 53 C3H3N 000107-13-1 90
2 2-Propenenitrile 53 C3H3N 000107-13-1 90
3 1-Buten-3-vne 52 C4H4 000689-97-4 23
4 1-Buten-3-vne 52 C4H4 000689-97-4 23
5 1-Buten-3-yne 52 C4H4 000689-97-4 9

Abundance Scan 532 (2.801 min): VV007936.D (-522) (-) m/z 52.95 100.00%

53
5000

3841 45 5 60 240 260 280 300 320

N . B 1 1 T A SN m/z 52.00 78.07%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #129: 2-Propenenitrile

5000 R EEERamEEmEm
240 260 280 300 320

m/z 50.95 35.99%

12 Al 32 38 5.4 .
O e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #130: 2-Propenenitrile
26 53

240 2.60 2.80 3.00 3.20

5000 m/z 49.90 10.01%
. o 3Baa )
B RN L n s b e L o R R AR SRR R R R
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #125: 1-Buten-3-yne
52 240 2.60 2.80 3.00 3.20

m/z 38.00 8.33%
5000

26 4
2 1215 \ 3740 \

N N 1 N ——

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Ethyl Acetate Concentration Rank 3

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

4.16 3.17 ug/L 126879 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 33

Abundance Scan 955 (4.161 min): VV007936.D (-941) (-) m/z 42.95 100.00%
43
5000 /\¥
0] | jl 70 88 380 400 420 440
0'I""I""I""I""I""I""I'"'I'!II""I""I""I""I""I"!'I""I""I"I'I""I"' m/z 61.00 14.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate /\
a3
5000 NSNS NARERA

380 4.00 4.20 4.40
m/z 44.95 13.76%

29 61

70
18 26| 87 | 174 83 88
A 2 N LA
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
48
3.80 4.00 4.20 4.40
5000 m/z 70.00 9.70%
15 2 61 70
| 10 28 ‘ 88
A s A8 112 e S e B
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate T =i S—
48 3.80 4.00 4.20 4.40
m/z 42.00 7.61%
5000
29 61 70
1519 26|33 || 58| 174 88
L e A x| e
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 1-Pentanol Concentration Rank 4

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

8.00 2.38 ug/L 123189 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 72
2 1-Pentanol 88 C5H120 000071-41-0 64
3 1-Pentene 70 C5H10 000109-67-1 58
4 2-Pentene. (E)- 70 C5H10 000646-04-8 53
5 1-Butanol, 3-methyl-, formate 116 C6H1202 000110-45-2 53

Abundance Scan 2149 (8.000 min): VV007936.D (-2133) (-) m/z 42.00 100.00%
55 h
70
5000
207
7.60 7.80 8.00 8.20 8.40
ol b L L m/z 55.00 85.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2091 1-Pentanol
i)
55
70
5000 31 SRR S SRR
7.60 7.80 8.00 8.20 8.40
m/z 41.00 81.12%
0 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2093: 1-Pentanol
Vi)
55 7.60 7.80 8.00 8.20 8.40
5000 31 70 m/z 70.00 54.95%
oL 15 L Ll | 87
LS UL IR SURELIS! SURJRIL SURILIS UURILELS SRR BRI S SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene e EEamaRaE SR
4 7.60 7.80 8.00 8.20 8.40
55 m/z 39.00 30.02%
5000 70
29
0'}?VH'W“'JH"'w"'w"'w"'w"'w"'w"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 5 Hexyl chloroformate Concentration Rank 1

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

9.53 4_.47 ug/L 231283 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvl chloroformate 164 C7H13CI02 006092-54-2 83
2 1-Hexanol 102 C6H140 000111-27-3 78
3 1-Hexanol 102 C6H140 000111-27-3 78
4 Formic acid. hexvl ester 130 C7H1402 000629-33-4 78
5 1-Hexanol 102 C6H140 000111-27-3 78

Abundance Scan 2625 (9.531 min): VV007936.D (-2614) (-) m/z 56.00 100.00%
56
43
5000
69
4 84 9.20 9.40 9.60 9.80
Obrrprrrr el e 77 e /2 43.00  58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #34018: Hexy| chloroformate
56
43
5000 IBUSARAUARARE SRR NRARE
69 9.20 9.40 9.60 9.80
29 84 m/z 55.00 57 .30%
ol 15 || 36 i |l 77 |, 91 107 121 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4411: 1-Hexanol
56
43 ESAEAUARARE SRR NRERE
31 9.20 9.40 9.60 9.80
5000 m/z 40.95 53.65%
69
84
oL !l ““ \ 77 101
UUNSRRA AR RS AR ARRRA LRSS ARRRA NRARA NARES SRRAN SRS LRARS SRARE AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4414 1-Hexanol LA L L N B B BRI |
56 9.20 9.40 9.60 9.80
m/z 42.00 40.12%
5000 43
69
oL 15 \H W k 77 84 101
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130 140 9020 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 6 1-Heptanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.86 1.09 ug/L 57289 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol 116 C7H160 000111-70-6 86
2 1-Heptanol 116 C7H160 000111-70-6 72
3 1-Heptanol 116 C7H160 000111-70-6 64
4 Formic acid. heptvl ester 144 C8H1602 000112-23-2 59
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 59
Abundance Scan 3038 (10.858 min): VV007936.D (-3029) (-) m/z 70.00 100.00%
56 70
41
5000 ]\4H
| = e 10,60 10.80 11.00 11.20
Ol e b el Tm/z 56.00 86.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8319: 1-Heptanol
56 70
41
5000
31 10.60 10.80 11.00 11.20
m/z 41.00 80.35%
ol 15 L y 50,,‘ 63 ||, 77 5 9? 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8324 1-Heptanol
a9 56 70
10.60 10.80 11.00 11.20
5000 31 m/z 55.00 73.05%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8311: 1-Heptanol
56 70 10.60 10.80 11.00 11.20
43 m/z 42.95 62.44%
5000
29
oL 18 I sl soll sil r % s
m/z--> 10 20 30 45 55 60 70 8 90 100 110 120 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
- TRACE VOA SOMO1.0

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 7 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.58 3.85 ug/L 201987 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 Oxalic acid. 2-ethvlhexvl octvl . 314 C18H3404 1000309-39-1 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3262 (11.579 min): VV007936.D (-3250) (-) m/z 57.00 100.00%
57
5000 41
70 g3 R L RN
98 112 11.20 11.40 11.60 11.80
0 i e | m/z 40.95  44.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.20 11.40 11.60 11.80
29 70 g3 m/z 42.95 34 .04%
98
0 20 N ﬂ"J!"'I'}%%I""I"" [rrrrfrrrproT
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80
5000 41 m/z 55.00 33.30%
29 ‘ 70 83 o
0...1.5|.m ——— |||||||||||:|I-:!-2||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl- R EmmmmEEER s E, ..
57 11,20 11.40 11.60 11.80
m/z 70.10 23.07%
5000 41
29
70 83
m/z--> 20 40 60 80 100 120 140 160 180 200 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 8 1-Octanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.50 ug/L 78695 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 1-Octanol 130 C8H180 000111-87-5 91
3 1-Octanol 130 C8H180 000111-87-5 91
4 1-Octanol 130 C8H180 000111-87-5 90
5 1-Nonanol 144 C9H200 000143-08-8 72
Abundance Scan 3409 (12.051 min): VV007936.D (-3400) (-) m/z 55.00 100.00%
4 55
70
84
5000

11.80 12.00 12.20 12.40

63||| 774, 97 112

Okl S Tl e Tm/z 40.95  97.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13630: 1-Octano
41 56
84
5000

11.80 12.00 12.20 12.40
m/z 56.00 92.30%

15 ‘

ol ML Wl sl e w2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13626: 1-Octanol
41 %6
70 11.80 12.00 12.20 12.40
5000 84 m/z 43.00 75.16%
29
0 15 ‘ ‘\ 1 1 63 ‘ " lin 97 112
B LI N L s o o e o e o R A NRRAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13638: 1-Octanol
56 11.80 12.00 12.20 12.40
41 m/z 70.00 66.56%
70
5000 84
29
ol 15 \H L 63l 77 |, 97 112 129
”.P.”,”.W.H.P”.... P e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007936.D

Aca On : 28 Sep 2018 04:30

Operator : SY/MD

Sample = J5062-06

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 9 1-Heptene, 6-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.41 0.74 ug/L 38657 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene. 6-methvl- 112 C8H16 005026-76-6 64
2 (2)-3-Heptene 98 C7H14 007642-10-6 50
3 (S)Y-(+)-3-Methvl-1-pentanol 102 C6H140 042072-39-9 47
4 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 43
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 38
Abundance Scan 3832 (13.411 min): VV007936.D (-3823) (-) m/z 57.00 100.00%
ST
41
5000
81 o 112 LRI RSN B SN
| I | | “”l 91 ||| | 13.00 13.20 13.40 13.60 13.80
o} 1 S 1| S N 1 ST | | m/z 56.00 83.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6677: 1-Heptene, 6-methyl-
43 56
69
5000
13.00 13.20 13.40 13.60 13.80
m/z 68.95 78.50%
84 97 112
OF e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3306: (2)-3-Heptene
a4
56 RIS RIS BN SN
69 13.00 13.20 13.40 13.60 13.80
5000 98 m/z 55.00 70.81%
27
15 50 \ 83
Y "I'*"'I"*'Il"'l""'i‘*H "I'""I""I""'I""‘I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4482: (S)—(+)—3—l\/|ethy|—l—pentan0| LSS BLELLELE BN LR N
56 69 13.00 13.20 13.40 13.60 13.80
m/z 40.95 63.71%
43
5000
29 ‘ 84
0 "|'%§'|' 'JJJ""H '”*F¥%' AABAREARS '|'“"|""1P}"'|""| ' LRI RSN B SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092718\
Data File : VV007936.D

Acq On : 28 Sep 2018 04:30

Operator : SY/MD

Sample - J5062-06

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
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]
2-Propenenitrile 2.80 0.6 ug/L 24261 1 5.67 200175 5.0
Ethyl Acetate 4.16 3.2 ug/L 126879 1 5.67 200175 5.0
1-Pentanol 8.00 2.4 ug/L 123189 2 8.90 258898 5.0
Hexyl chloroformate 9.53 4.5 ug/L 231283 2 8.90 258898 5.0
1-Heptanol 10.86 1.1 ug/L 57289 3 11.30 262655 5.0
1-Hexanol, 2-ethyl- 11.58 3.9 ug/L 201987 3 11.30 262655 5.0
1-Octanol 12.05 1.5 ug/L 78695 3 11.30 262655 5.0
1-Heptene, 6-methyl- 13.41 0.7 ug/L 38657 3 11.30 262655 5.0
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