LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071519\
Data File : VV011886.D

Aca On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA V/WATER

ALS Vial : 6 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\SOMVTRO71219WMA .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 1.116 3 8 16 rVvB2 20627 21310 3.31% 0.324%
2 1.319 62 71 90 rvB 92204 100532 15.61% 1.527%
3 1.582 145 153 168 rVB 77920 93030 14.44% 1.413%
4 2.132 311 324 333 rBV 128375 176203 27 .36% 2.677%
5 2.193 333 343 361 rVB 119110 191803 29.78% 2.913%
6 2.309 375 379 393 rVB3 5215 9046 1.40% 0.137%
7 2.534 441 449 458 rBvV8 5030 9039 1.40% 0.137%
8 3.942 870 887 903 rBV 85346 230261 35.75% 3.498%
9 4.029 904 914 946 rVB2 49983 140527 21.82% 2.135%
10 4.399 1011 1029 1057 rBv2 197249 505451 78.47% 7.678%

11 5.097 1227 1246 1265 rBV2 266596 644109 100.00% 9.784%
12 5.666 1407 1423 1442 rBV 220070 437018 67.85% 6.638%

13 5.949 1495 1511 1526 rBV2 15904 33926 5.27% 0.515%
14 6.119 1550 1564 1585 rBV 150863 308004 47.82% 4.679%
15 6.338 1623 1632 1643 rBv4 6995 13578 2.11% 0.206%
16 7.029 1828 1847 1867 rBV 69482 130230 20.22% 1.978%
17 7.277 1913 1924 1936 rBV2 21407 40113 6.23% 0.609%
18 7.360 1937 1950 1967 rvVv 304522 528241 82.01% 8.024%
19 7.666 2034 2045 2062 rBvV 41831 73070 11.34% 1.110%
20 7.978 2132 2142 2162 rBV 5144 13229 2.05% 0.201%
21 8.135 2179 2191 2221 rBV2 294588 600942 93.30% 9.128%
22 8.286 2229 2238 2249 rBV3 40258 65545 10.18% 0.996%
23 8.894 2414 2427 2449 rBvV 325976 544407 84.52% 8.270%
24 9.055 2469 2477 2487 rBV3 5091 8520 1.32% 0.129%
25 9.180 2509 2516 2524 rBVS8 5069 7814 1.21% 0.119%
26 9.855 2718 2726 2736 rBV10 5497 9683 1.50% 0.147%
27 10.061 2781 2790 2803 rBV6 8164 15050 2.34% 0.229%
28 10.260 2831 2852 2863 rBV2 80903 134343 20.86% 2.041%
29 10.421 2892 2902 2909 rBvV4 5830 9405 1.46% 0.143%
30 10.965 3062 3071 3092 rVB4 11226 23834 3.70% 0.362%
31 11.199 3137 3144 3161 rVB4 5762 11589 1.80% 0.176%

32 11.293 3161 3173 3192 rBV 321603 518609 80.52% 7.878%
33 11.579 3248 3262 3279 rBV 64433 123588 19.19% 1.877%
34 11.669 3279 3290 3306 rVB 289467 478932 74.36% 7.275%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071519\
Data File : VV011886.D

Aca On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA V/WATER

ALS Vial : 6 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\SOMVTRO71219WMA .M
Title - TRACE VOA SOMO1.0

35 12.058 3397 3411 3428 rVBS8 10422 25880 4.02% 0.393%
36 12.360 3499 3505 3508 rVVv3 5728 7244 1.12% 0.110%
37 12.392 3509 3515 3522 rVV5 15205 24814 3.85% 0.377%
38 12.447 3524 3532 3544 rVV3 22338 46986 7.29% 0.714%
39 12.511 3544 3552 3563 rVB 29441 45447 7.06% 0.690%
40 12.775 3622 3634 3650 rVB6 11578 26898 4.18% 0.409%
41 12.926 3672 3681 3693 rVB3 42035 67831 10.53% 1.030%
42 13.003 3697 3705 3713 rVB10 5551 7888 1.22% 0.120%
43 13.321 3792 3804 3807 rBV10 5089 8563 1.33% 0.130%
44 13.550 3865 3875 3889 rBVY 43134 70747 10.98% 1.075%

Sum of corrected areas: 6583279
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071519\
VvV011886.D

15 Jul 2019 14:30

SY/MD

K3772-20

25ML/MSVOA V/WATER

6 Sample Multiplier: 1

TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71219WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071519\
Data File : VV011886.D

Aca On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71219WMA _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 Hexanal Concentration Rank 5

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

8.29 0.60 ug/L 65545 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 50
5 Butanal 72 C4H80 000123-72-8 27

Abundance Scan 2239 (8.290 min): VV011886.D (-2229) (-) m/z 43.95 100.00%
4a 56
5000
72
‘ 8 800 820 840 860
37 51| LU
0..,....,....,...-:',!|..','.'! !,..‘?‘E-N....-,-I...,...9.8,...., m/z 41.00 99.11%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3767 Hexanal
44 56
5000
27 8.00 8.20 8.40 8.60
72 e m/z 56.00 98.40%
0 15 32 3$ \ 50 ||| 65 | \ 100
miz--> 10 20 3'0 4 50 60 70 8 9 100
Abundance
44 56
8.00 8.20 8.40 8.60
5000 - m/z 56.95 66.02%
2 g
O |"'%8|""59"" |'§§' R I "|'q4'}?q T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3772: Hexanal
44 8.00 8.20 8.40 8.60
56 m/z 43.00 64.94%
27
5000
72 82
0"|“"|“"w'?ﬂw LFR”'lw'ﬂ'm"'ﬁ"'w"'w"'l T T T T T T T T
m/z--> 10 20 30 40 50 60 70 8 90 100 8.00 8.20 8.40 8.60

SOMVTRO71219WMA .M Tue Jul 16 14:27:26 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV071519\
Data File : VV011886.D

Aca On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71219WMA _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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.19 ug/L 123588 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 56
Abundance Scan 3262 (11.579 min): VV011886.D (-3248) (-) m/z 57.00 100.00%
57
5000 41
| 7|° T e 1250 110 1100 1rag T
112 : - - -
o...,....,....,....,!...?].1-..:‘??.n:','!.??,.h..9,1...!,....,..1.1.?... m/z 41.00 46.60%
m/z--> 10 20 30 40 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
83 m/z 43.00 36.30%
015%637798“2
m/z--> 10 20 40 60 70 80 90 100 110 120
Abundance
57
11.20 11.40 11.60 11.80
5000 a1 m/z 55.00 34 .43%
29
70 83
o 15 51 | 63 77 98 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80
m/z 70.00 25.63%
5000
43
29 ‘ 70 83
0 18 “\ | 51‘ | 63 “ " ‘\ 9\8 112
m/z--> 10 20 30 40 50 60 70 80 90 100 ﬁo 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\VV071519\
Data File : VV011886.D

Aca On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71219WMA _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 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.93 0.65 ug/L 67831 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 60
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 60
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 60
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 60
5 o-Cymene 134 C10H14 000527-84-4 60

Abundance Scan 3682 (12.929 min): VV011886.D (-3672) (-) m/z 119.00 100.00%
119
5000 134
91 LV -
39 51465 q7 | 103 ‘ 127|| 12.60 12.80 13.00 13.20
Obrrprrrr e e el A et et e m/z 117.00 69.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119
5000 A/\'l""l" T T
12.60 12.80 13.00 13.20
., 3 134 m/z 134.00 41.63%
oL 15 28 39 Sleg® | | g% ] 157
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12:60 12,80 13.00 13.20
5000 m/z 115.00 33.04%
134
91
ol 15 27 41 51 58 65 77 103 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.60 12.80 13.00 13.20
m/z 132.00 24 .12%
5000
01 134
7 105
oLo15 27 39 Sleg® | | og\ " ||| 127 | : A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV071519\
Data File : VV011886.D

Acq On 15 Jul 2019 14:30

Operator : SY/MD

Sample : K3772-20

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO71219WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanal 8.29 0.6 ug/L 65545 2 8.90 544407 5.0
1-Hexanol, 2-ethyl- 11.58 1.2 ug/L 123588 3 11.29 518609 5.0
Benzene, l-ethyl-_.. 12.93 0.7 ug/L 67831 3 11.29 518609 5.0
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