LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041919\
Data File : VU031333.D

Aca On : 19 Apr 2019 03:36

Operator : JC/SP

Sample : K2478-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 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 U\METHOD\SOMUTR041919WMA .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 1.180 22 28 37 rBv 25014 26500 2.24% 0.305%
2 1.395 87 95 107 rVB 136172 147438 12.44% 1.696%
3 1.476 112 120 140 rvVv 52503 74253 6.27% 0.854%
4 1.678 175 183 194 rBvV 117581 144802 12.22% 1.665%
5 2.270 356 367 378 rBV 231693 356790 30.11% 4.103%
6 2.334 378 387 408 rVB2 43162 93623 7.90% 1.077%
7 2.836 536 543 554 rVB4 8364 15743 1.33% 0.181%
8 4.196 950 966 1001 rBV 161480 517939 43.71% 5.956%
9 4.398 1019 1029 1046 rvVvB3 16956 43346 3.66% 0.498%
10 4.643 1087 1105 1129 rBvV 175157 424107 35.79% 4.877%

11 5.334 1298 1320 1341 rBV2 325535 942221 79.52% 10.835%
12 5.884 1477 1491 1512 rBV 287730 585184 49.39% 6.729%
13 6.328 1613 1629 1651 rBV2 224229 469087 39.59% 5.394%
14 7.228 1897 1909 1935 rBV2 91807 184104 15.54% 2.117%
15 7.562 2001 2013 2029 rBV 360109 658808 55.60% 7.576%

16 7.852 2093 2103 2121 rBV 55909 112169 9.47% 1.290%
17 8.173 2193 2203 2216 rVB3 16099 30057 2.54% 0.346%
18 8.312 2233 2246 2282 rBV 607177 1184940 100.00% 13.627%
19 8.466 2286 2294 2311 rVB3 64739 121393 10.24% 1.396%
20 9.086 2475 2487 2512 rBV 419401 735950 62.11% 8.463%

21 9.932 2740 2750 2760 rBV7 6784 13152 1.11% 0.151%
22 10.035 2772 2782 2791 rBV5 12891 22014 1.86% 0.253%
23 10.430 2893 2905 2928 rBV 180652 299123 25.24% 3.440%
24 10.604 2949 2959 2969 rBV3 22429 38033 3.21% 0.437%
25 11.376 3190 3199 3208 rBV10 13506 23228 1.96% 0.267%

26 11.482 3219 3232 3254 rBV 343166 573903 48.43% 6.600%
27 11.745 3301 3314 3337 rBV2 45960 108236 9.13% 1.245%
28 11.858 3337 3349 3373 rVB 349607 596147 50.31% 6.856%

29 12.479 3532 3542 3551 rBV2 11180 19623 1.66% 0.226%

30 12.572 3560 3571 3586 rBV3 41844 80381 6.78% 0.924%

31 12.897 3662 3672 3691 rBV4 26021 53532 4_.52% 0.616%
Sum of corrected areas: 8695826
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU041919\
Data File : VU031333.D

Aca On : 19 Apr 2019 03:36

Operator : JC/SP

Sample : K2478-04

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR041919WMA .M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU031333.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041919\
Data File : VU031333.D

Aca On : 19 Apr 2019 03:36

Operator : JC/SP

Sample : K2478-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041919WMA .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 Hexanal Concentration Rank 3

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

8.47 0.82 ug/L 121393 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 46

5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 37

Abundance Scan 2295 (8.469 min): VU031333.D (-2286) (-) m/z 44.05 100.00%
44.0
5000
721 T e
| 820 840 8.60 8.80
98.2
0 ,.'|.'-'..~i-l....,....,....,....,....,....,297.-9. m/z 56.10 85.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal
44.0
27.0
5000
8.20 8.40 8.60 8.80
720 m/z 41.05 82.29%
o Ml |
R B . B o e o SO ENO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3773: Hexanal
44.0
R e i Rt
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5000 m/z 43.05 70.52%
72.0
270
o 11 |
et T T e O B B B T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767: Hexanal
44.0 8.20 8.40 8.60 8.80
m/z 57.10 57.98%
5000
27.0
72.0
oo b Ml a0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041919\
Data File : VU031333.D

Aca On : 19 Apr 2019 03:36

Operator : JC/SP

Sample : K2478-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041919WMA .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-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 0.94 ug/L 108236 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3315 (11.749 min): VU031333.D (-3301) (-) m/z 57.10 100.00%
57.1
5000 41.0
70.0 AA L M
‘ | | ' 981 150 11.40 11.60 11.80 12.00
0...,....,....,....,.!..,.'!. ..., i .'.'..,..~.'.",....,:'...,... m/z 41.05 45.40%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #13669. 1-Hexanol, 2-ethyl-
57.0
5000 41.0
0.0 11.40 11.60 11.80 12.00
29.0 ‘ ‘ 0 830 m/z 55.10 40.61%
98.0
ool LML e
m/z--> 10 20 40 60 70 80 90 100 110 120
Abundance #13670. 1-Hexanol, 2-ethyl-
57.0
11.40 11.60 11.80 12.00
5000 m/z 43.10 37.73%
43.0
29.0 ‘ 70.0 83.0 56.0
0 "'I"%q P"'Mh“' ANARRAS: 'w'll"' Jf""l"l"l""}' "}}?:q'l"'
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0 11.40 11.60 11.80 12.00
m/z 70.05 26 .49%
5000 41.0
29.0
70.0 83.0
e B h h s & 'ic')c')' P 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041919\
Data File : VU031333.D

Aca On : 19 Apr 2019 03:36

Operator : JC/SP

Sample : K2478-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041919WMA .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 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 0.70 ug/L 80381 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 72
2 Nonanal 142 C9H180 000124-19-6 64
3 2-Hepten-1-ol. (B)- 114 C7H140 033467-76-4 43
4 2.3-Dimethvl-aziridine 71 CA4HO9N 002549-68-0 27
5 2-Decen-1-ol, (E)- 156 C10H200 018409-18-2 27
Abundance Scan 3570 (12.569 min): VU031333.D (-3560) (-) m/z 41.05 100.00%
41.0 57.0
5000 70.1
811 ooy
| h m”h m 124.2 12.20 12.40 12.60 12.80
O N m/z 57.05 95.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal
57.0
41.0
98.0
70.0
5000 29.0 82.0 12.20 12.40 12.60 12.80
m/z 56.10 75.32%
00
0 ”I'”'I”"P"L'J”IJL!I”:'J"'Ph:ﬁ"“h"”I'L'}%§2"}ﬁ¥9'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19919: Nonanal
410 570
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obtzo W U L Bt%use w20
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Abundance #7482: 2-Hepten-1-ol, (E)-
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m/z 43.10 64 .78%
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27.0 660 810
i
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU041919\
Data File : VU031333.D

Acq On : 19 Apr 2019 03:36

Operator : JC/SP

Sample . K2478-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041919WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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 8.47 0.8 ug/L 121393 2 9.09 735950 5.0
1-Hexanol, 2-ethyl- 11.75 0.9 ug/L 108236 3 11.48 573903 5.0
Nonanal 12.57 0.7 ug/L 80381 3 11.48 573903 5.0
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