LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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

1.315 63 70 86 rvB 39863 49004 4._.44% 1.003%
1.405 91 98 115 rBV2 11307 24171 2.19% 0.495%
165 rVB 34501 40030 3.62% 0.819%
2.129 314 323 335 rBV 77868 114416 10.36% 2.341%
2.482 423 433 468 rVB 63003 165948 15.02% 3.395%
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6 3.154 633 642 655 rVvB3 8841 17225 1.56% 0.352%
7 3.859 849 861 878 rvVB5 4975 13138 1.19% 0.269%
8 3.994 884 903 936 rBV 20432 93682 8.48% 1.917%
9 4.164 944 956 973 rVB 8358 22936 2.08% 0.469%
10 4.408 1015 1032 1054 rBVZ2 55751 153146 13.87% 3.133%
11 4.579 1070 1085 1106 rBV2 14824 40490 3.67% 0.828%
12 5.097 1228 1246 1269 rBV2 131664 293794 26.60% 6.011%
13 5.270 1276 1300 1331 rBV3 12018 82792 7.50% 1.694%
14 5.666 1410 1423 1440 rVB 107484 203916 18.46% 4.172%
15 5.849 1465 1480 1495 rBV3 8321 17666 1.60% 0.361%
16 5.968 1499 1517 1519 rBV6 5531 12705 1.15% 0.260%

17 6.122 1555 1565 1591 rVB 76877 162824 14.74% 3.331%
18 6.415 1648 1656 1679 rVB 64131 126529 11.46% 2.589%

19 6.666 1725 1734 1751 rVB2 15175 28711 2.60% 0.587%
20 7.035 1834 1849 1867 rVB 33284 59567 5.39% 1.219%
21 7.363 1937 1951 1966 rBV 152538 259686 23.51% 5.313%
22 7.669 2033 2046 2056 rBvV 20242 37476 3.39% 0.767%
23 7.775 2075 2079 2100 rVB6 4729 11395 1.03% 0.233%

24 7.997 2134 2148 2182 rBV4 39319 145912 13.21% 2.985%
25 8.145 2183 2194 2225 rVB 165903 319698 28.94% 6.541%

26 8.293 2231 2240 2253 rVB4 13800 23019 2.08% 0.471%
27 8.495 2292 2303 2316 rBV2 15969 27176 2.46% 0.556%
28 8.900 2416 2429 2453 rVB 157564 252551 22.87% 5.167%
29 9.534 2613 2626 2665 rBV 550108 1104524 100.00% 22.597%

30 9.752 2688 2694 2709 rVB2 7309 11404 1.03% 0.233%
31 9.977 2753 2764 2783 rBV 61793 91635 8.30% 1.875%
32 10.267 2843 2854 2868 rVB2 53714 83246 7.54% 1.703%
33 10.865 3029 3040 3055 rBvV 72624 128719 11.65% 2.633%
34 10.929 3055 3060 3075 rVB6 6894 12355 1.12% 0.253%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 11.299 3157 3175 3191 rVB 170417 275108 24.91% 5.628%

36 11.579 3252 3262 3281 rBV3 32819 59349 5.37% 1.214%

37 11.675 3281 3292 3310 rVB 164802 256339 23.21% 5.244%

38 12.058 3399 3411 3430 rBvV 35688 65662 5.94% 1.343%
Sum of corrected areas: 4887944
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample - J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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

Abundance TIC: VV007935.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 13

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

4.16 0.56 ug/L 22936 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 83
2 Ethvl Acetate 88 C4H802 000141-78-6 83
3 Ethvl Acetate 88 C4H802 000141-78-6 83
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9

Abundance Scan 955 (4.161 min): VV007935.D (-944) (-) m/z 42.95 100.00%
43
5000
| 6|1 70 - 380 400 420 4.40
o . m/z 44.90 16.66%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2017: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
29 m/z 61.00 15.56%
15 | 61 70 88
0 I| || 1 1
LI LR FUELLELN SR UL LRI LA SURLL N AU U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
380 400 420 4.40
5000 m/z 69.90 10.23%
29 61 70
SN NNt N - s S O
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate R e R,
43 3.80 4.00 4.20 4.40
m/z 41.90 7.45%
5000
29 61 4o
0 1\5 \“ l “ 55 ‘ | 83 8\8
m/z--> 10 20 30 40 50 60 70 80 90 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 : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 3 Methyl propionate Concentration Rank 10

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

4.58 0.99 ug/L 40490 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl propionate 88 C4H802 000554-12-1 90
2 Methvl propionate 88 C4H802 000554-12-1 90
3 Methvl propionate 88 C4H802 000554-12-1 80
4 Methvl propionate 88 C4H802 000554-12-1 72
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 1085 (4.579 min): VV007935.D (-1070) (-) m/z 57.00 100.00%
g7
5000
88
40 45 420 4.40 4.60 4.80 5.00
O B A e € e e e B m/z 59.00 33.94%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2027: Methyl| propionate
20
57
5000
420 4.40 4.60 4.80 5.00
88 m/z 88.00 32.94%
o 24|, 39 4 ,,,| 74
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2028: Methyl| propionate
20 57
420 4.40 4.60 4.80 5.00
5000 m/z 54.90 7.31%
88
Ly 39 4 ]
e S L L S UL L UL S IS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2030: Methy! propionate A R aa e
57 420 4.40 4.60 4.80 5.00
29 m/z 44_.90 6.05%
5000
88
15
0 ‘ \“ | 39 45 1y 71 78 L
m/z--> 10 20 30 40 50 60 70 80 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA_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 1-Propanol, 2-methyl- Concentration Rank 5

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

5.27 2.03 ug/L 82792 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 72
3 Butane. 2-methvl- 72 C5H12 000078-78-4 59
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 50
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 50

Abundance Scan 1300 (5.270 min): VVV007935.D (-1276) (-) m/z 43.00 100.00%
43
5000 39
50 95 59 74 5.00 520 5.40 5.60
T PSS i S B— m/z 41.00 82.32%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #853: 1-Propanol, 2-methyl-
43
5000
31 39 5.00 520 540 5.60
27 - 74 m/z 42.00 61.12%
o 1519 .|.| 4 |‘| 146 50 |||5|9 71.|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #855: 1-Propanol, 2-methyl-
43
33 5.00 5.20 5.40 5.60
5000 m/z 39.00 35.68%
27
39 55 59 4
) S - 11 B
| T I T I I I I [ [ T I I I [ I I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2-methyl- o R
43 5.00 5.20 5.40 5.60
m/z 73.90 10.71%
57
5000 21
39
15
0 2 12 1] 0 ! \ 5053 7\2 f\ 0
miz--> i g 500 520 540 560
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 Acetic acid Concentration Rank 2

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

6.41 3.10 ug/L 126529 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Acetic acid 60 C2H402 000064-19-7 90
3 Acetic acid 60 C2H402 000064-19-7 90
4 Acetic acid 60 C2H402 000064-19-7 78
5 Acetic acid 60 C2H402 000064-19-7 78

Abundance Scan 1655 (6.412 min): VV007935.D (-1648) (-) m/z 43.00 100.00%
ile]
60
5000

6.00 6.20 6.40 6.60 6.80

36 4q|||p6 57

Obrrprrrr e e e e e e b || M7z 45.00  95.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #263: Acetic acid
43
60
5000

6.00 6.20 6.40 6.60 6.80
m/z 60.00 63 .58%

29
1218 25 9 40| 16
e o S B R o = N SO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #261: Acetic acid
43
IR B o S
60 6.00 6.20 6.40 6.60 6.80
5000 15 m/z 42.00 17.10%
s 29
\‘\‘1\ 26| 32 40 ||, #6
e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #262: Acetic acid
43 6.00 6.20 6.40 6.60 6.80
m/z 44.00 11.85%
60
5000
15
29
o 12 |, 25 || 32 36 40| 46 55
R R R o R AN B s e o s S R a e R R R R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 6 Butanoic acid, methyl ester Concentration Rank 11

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

6.67 0.70 ug/L 28711 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 78
2 Butanoic acid. methvl ester 102 C5H1002 000623-42-7 74
3 Methvl valerate 116 C6H1202 000624-24-8 28
4 Methvl valerate 116 C6H1202 000624-24-8 28
5 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 25

Abundance Scan 1735 (6.669 min): VV007935.D (-1725) (-) m/z 74.00 100.00%
43 2
5000
59 87 . )
| 6.40 6.60 6.80 7.00
O e e et e e e e m/z 43.00 95.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4305: Butanoic acid, methyl ester
43
74
5000 27 IERSE RAREE RN R L
15 6.40 6.60 6.80 7.00
59 87 m/z 71.00 71.66%
0 ...,..“,..:!h@?.J;!m.,??LJ,..?ﬁ....,..J.,”..}9?..,...w...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4300: Butanoic acid, methyl ester
43
“ R S R L
6.40 6.60 6.80 7.00
5000 m/z 40.95 40.59%
5 59 87
”'P'“I”'W'”'I'”I”'W'”'P ARAARREANRSSSRARE BRRES SRR
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #8073: Methyl valerate
74 6.40 6.60 6.80 7.00
m/z 87.00 30.22%
5000 29 B
85
0 ‘ 3ﬁ 51 \‘ 68 |, . 101 116
m/z--> 10 20 30 I0 0 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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-Pentanol Concentration Rank 3

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

8.00 2.89 ug/L 145912 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 72
2 1-Pentene 70 C5H10 000109-67-1 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 1-Pentanol 88 C5H120 000071-41-0 72
5 1-Pentanol 88 C5H120 000071-41-0 59

Abundance Scan 2149 (8.000 min): VV007935.D (-2134) (-) m/z 42.00 100.00%
55
5000 70
101 207 7.60 7.80 8.00 8.20 8.40
o SRS S O m/z 55.00 86.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2088: 1-Pentanol
5000 70
31 7.60 7.80 8.00 8.20 8.40
m/z 41.00 75.58%
ol 15 L 87
URIEURILELES S UL AL BRI DRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
ily)
55 7.60 7.80 8.00 820 8.40
5000 0 m/z 70.00 50.35%
29
0"'1'5|"''|""|""|""|""|""|""|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #553: 1-Pentene LSS BLELLELE BN B L N
ily) 7.60 7.80 8.00 8.20 8.40
m/z 39.00 29.77%
55
5000
27 70
15
0|||||‘|||“|||‘ﬁ||||||||||||||||||||||||||||||||
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 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 : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 Methyl valerate Concentration Rank 14

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

8.50 0.54 ug/L 27176 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl valerate 116 C6H1202 000624-24-8 83
2 Methvl valerate 116 C6H1202 000624-24-8 78
3 Methvl valerate 116 C6H1202 000624-24-8 72
4 Methvl valerate 116 C6H1202 000624-24-8 64
5 Propanoic acid 74 C3H602 000079-09-4 23

Abundance Scan 2305 (8.502 min): VV\V007935.D (-2292) (-) m/z 74.00 100.00%
7]
5000 57 g5
|‘| 51| 8.20 8.40 8.60 8.80
o.n,n.w.”.“.”,”.w.”.“.”q.hwu”.“.”,”.w.”.“.. m/z 57.00 36.52%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #8072: Methyl valerate
74
5000 57 85
43 8.20 8.40 8.60 8.80
m/z 85.00 34.87%
0 15 || 3n‘ 51| | 67 101 116
mz-> 10 % 30 4 50 60 70 80 90 100 110 120
Abundance #8074: Methyl valerate
74
820 840 8.60 880
0
5000 43 57 o m/z 87.00 33.83%
29
15
o ] M“ 37\‘_ sul| er || 101w
RN I IULL IULIUL UL UL UL UL I B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8075: Methyl valerate R R EmmE
74 8.20 8.40 8.60 8.80
m/z 41.00 31.86%
85
5000 29
43 57
15 ‘
o | \msﬂ‘ sl o | 100w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

SOMVTR092718WMA .M Fri Sep 28 16:30:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 10 1-Hexanol Concentration Rank 1

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

9.53 21.87 ug/L 1104520 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 90
2 1-Hexanol 102 C6H140 000111-27-3 83
3 1-Hexanol 102 C6H140 000111-27-3 78
4 1-Hexanol 102 C6H140 000111-27-3 78
5 1-Hexanol 102 C6H140 000111-27-3 78

Abundance Scan 2625 (9.530 min): VV007935.D (-2613) (-) m/z 56.00 100.00%
56
43
5000
69
84 9.20 9.40 9.60 9.80
0 ..,....,....,..?7.|;.!-..5,°.-: L8l O 0L "m/z 43.00 57.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4413: 1-Hexanol
56
43
5000 SRR SRR NRARE

9.20 9.40 9.60 9.80
31 69 m/z 55.00 55.42%

84
0 18 |.|| 37|H.50. 63| | 101
L B o i e o e e e B N M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4414: 1-Hexanol
56

9.20 9.40 9.60 9.80

5000 43 m/z 41.00 50.36%
69
31
0 15 | 371l s0 |l e3 77 84 101
L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4412: 1-Hexanol BB EEE R e
56 9.20 9.40 9.60 9.80

m/z 42.00 39.87%

43
5000
a1 69
84
0 18 \ﬂ‘ 37| 50 ||| 63 | 77 |

m/z--> 10 20 30 40 50 60 70 80 90 100 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 11 Hexanoic acid, methyl ester Concentration Rank 6

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

9.98 1.81 ug/L 91635 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 90
2 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 78
3 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 72
4 Pentanoic acid. 3-methvl-. methy... 130 C7H1402 002177-78-8 59
5 Methyl valerate 116 C6H1202 000624-24-8 53

Abundance Scan 2765 (9.981 min): VV007935.D (-2753) (-) m/z 74.00 100.00%
!
5000 43
87
59 99 D N —
9.60 9.80 10.00 10.20
o..,....,....,....,.:..?%.'.'.|,..‘??';'.~'..,...:,....,'....,....,....,...., m/z 43.00 46.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13460: Hexanoic acid, methyl ester
74
A
5000 R N RN B
a8 87 o 9.60 9.80 10.00 10.20
m/z 87.00 34 .63%
L1 2 ]| s T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13471: Hexanoic acid, methyl ester
74
0.60 9.80 10.00 10.20
5000 43 m/z 59.00 24 .08%
27 5o 87
o | 34 \‘ 51, ‘ 67, \‘ 115 130
s T B a0 B 8 b B 9 16 110 1o 1%
Abundance #13472: Hexanoic acid, methy! ester /\, A AT
74 9.60 9.80 10.00 10.20
m/z 41.00 22.72%
5000
43 87
15 29 59 ‘
0 "|'J“l"'k“""nk"'?%ﬂ'jl"q?""' ""I"'J”"" }lﬁl"'%?g"'l RS RARRUBSUNARRE
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV092718\
Data File : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 12 1-Heptanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.34 ug/L 128719 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 86
3 1-Heptanol 116 C7H160 000111-70-6 72
4 Formic acid. heptvl ester 144 C8H1602 000112-23-2 72
5 Formic acid, heptyl ester 144 C8H1602 000112-23-2 64
Abundance Scan 3039 (10.862 min): VV007935.D (-3029) (-) m/z 70.00 100.00%
4 56 n
5000
T
83 10.60 10.80 11.00 11.20
98
0 ..,....,....,....|;.!-.??.'!.|.,...'I b el it e M7z 56.00  83.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8324: 1-Heptanol
a1 56 70
5000 st
10.60 10.80 11.00 11.20
m/z 40.95 82.67%
0 | 11N 5(.)II| 63.|I 7783 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8319: 1-Heptanol
56 70
41
10.60 10.80 11.00 11.20
5000 m/z 54.95 76 .84%
0 15 ‘H \ . \\ ‘ 63 \‘ | " 8‘3 98 115
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #8311: 1-Heptanol
56 70 10.60 10.80 11.00 11.20
43 m/z 43.00 61.15%
5000
29
oL 18 | s 63 |, 775 %
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 : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 13 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.08 ug/L 59349 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 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 53
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 3262 (11.579 min): VV007935.D (-3252) (-) m/z 57.00 100.00%
57
5000 41
‘ 70 83
98 11.20 11.40 11.60 11.80
51 112
o...,....,....,....|,!...,~.':l',....|!!.?7.,....,...!....,....,. m/z 41.00  46.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.20 11.40 11.60 11.80
29 ! 83 m/z 55.00 36.91%
o 15 ] ||‘ 51 | 63 || 77 .| B 1w
miz--> 5% % 40 w0 6 70 8 % 100 10 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80
5000 m/z 43.00 36.49%
43
70 83
01851637798“2
m/z--> 10 20 40 50 60 70 8 90 100 110 120
Abundance #13661: 1-Hexanol, Z-Ethyl- BRI BRI BN B R E ]
57 11.20 11.40 11.60 11.80
m/z 56.00 24 _.11%
5000 41
29
70 83
oL 15 H\ s1l es || 77 [, %8 112
m/z--> 10 20 30 40 50 60 70 8 90 100 1io 120 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 : VV007935.D

Aca On : 28 Sep 2018 04:02

Operator : SY/MD

Sample = J5062-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 48 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 14 1-Octanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.06 1.19 ug/L 65662 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 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 Formic acid. octvl ester 158 C9H1802 000112-32-3 90
5 1-Octanol 130 C8H180 000111-87-5 86
Abundance Scan 3412 (12.061 min): VV007935.D (-3399) (-) m/z 55.00 100.00%
g5
69
84
5000

11.80 12.00 12.20 12.40

97
I || Y ,”,,1,12,, m/z 56.00  98.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13638: 1-Octanol
56
41
70
5000 84

29 11.80 12.00 12.20 12.40
m/z 41.00 96.07%

ol 15 ||| L, 63 I 77 |‘ or 112 129
R R b B R I BARAEEERERREEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13630: 1-Octanol

41 56

29 70 o 1180 12.00 1220 12.40
5000 m/z 43.00 74.76%
1\5 Al ‘\ T L 77 i, o7 112
Y SN A AT N AT R e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13637: 1-Octanol R e e
56 11.80 12.00 12.20 12.40
41 70 m/z 69.00 66.07%
5000 84
o \‘ 63/ 77, 97 112 129
”.“.”,”.w.”.“”.... A1 T CEE
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40

SOMVTR092718WMA .M Fri Sep 28 16:30:29 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV092718\
Data File : VV007935.D

Acq On : 28 Sep 2018 04:02

Operator : SY/MD

Sample - J5062-05

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 48 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]
Ethyl Acetate 4.16 0.6 ug/L 22936 1 5.67 203916 5.0
Methyl propionate 4.58 1.0 ug/L 40490 1 5.67 203916 5.0
1-Propanol, 2-met... 5.27 2.0 ug/L 82792 1 5.67 203916 5.0
Acetic acid 6.41 3.1 ug/L 126529 1 5.67 203916 5.0
Butanoic acid, me... 6.67 0.7 ug/L 28711 1 5.67 203916 5.0
1-Pentanol 8.00 2.9 ug/L 145912 2 8.90 252551 5.0
Methyl valerate 8.50 0.5 ug/L 27176 2 8.90 252551 5.0
1-Hexanol 9.53 21.9 ug/L 1104520 2 8.90 252551 5.0
Hexanoic acid, me... 9.98 1.8 ug/L 91635 2 8.90 252551 5.0
1-Heptanol 10.86 2.3 ug/L 128719 3 11.30 275108 5.0
1-Hexanol, 2-ethyl- 11.58 1.1 ug/L 59349 3 11.30 275108 5.0
1-Octanol 12.06 1.2 ug/L 65662 3 11.30 275108 5.0
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