LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101819\
Data File : VV013205.D

Acq On : 18 Oct 2019 16:23

Operator : SY/MD

Sample : K5321-04

Misc : 25_.00ML/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMVTR101819WMA _M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.116 5 8 34 rvB2 95500 167945 7.47% 0.850%
2 1.315 62 70 90 rvB 357090 432015 19.22% 2.187%
3 1.579 145 152 164 rVB 269685 298211 13.27% 1.510%
4 2.126 312 322 340 rVB 534947 785184 34.94% 3.975%
5 2.528 444 447 463 rVB 16196 31685 1.41% 0.160%
6 3.978 880 898 935 rBv2 111098 653013 29.06% 3.306%
7 4.402 1012 1030 1058 rBvV3 484453 1642367 73.08% 8.314%
8 5.090 1225 1244 1273 rBV2 945470 2247342 100.00% 11.377%
9 5.656 1406 1420 1443 rBV 528636 1054266 46.91% 5.337%
10 5.949 1499 1511 1524 rBV 11514 27957 1.24% 0.142%

11 6.113 1546 1562 1591 rBvV2 518997 1082183 48.15% 5.478%
12 6.556 1687 1700 1711 rBV3 16841 33555 1.49% 0.170%
13 7.026 1834 1846 1867 rBV 248751 446213 19.86% 2.259%
14 7.354 1936 1948 1965 rBV 1064920 1828123 81.35% 9.255%
15 7.659 2031 2043 2061 rBV 145825 268844 11.96% 1.361%

16 8.013 2132 2153 2169 rBvV 324839 558667 24.86% 2.828%
17 8.135 2178 2191 2232 rBV2 894244 2009961 89.44% 10.175%
18 8.891 2413 2426 2442 rBV 859332 1408509 62.67% 7.130%
19 10.257 2836 2851 2864 rBV 365109 584834 26.02% 2.961%
20 11.222 3145 3151 3160 rVB5 15289 24935 1.11% 0.126%

21 11.289 3160 3172 3188 rBV 901343 1385683 61.66% 7.015%
22 11.572 3248 3260 3278 rBV 585022 1036053 46.10% 5.245%
23 11.666 3278 3289 3308 rVB 1015441 1627649 72.43% 8.240%

24 12.688 3596 3607 3624 rBV6 14922 29776 1.32% 0.151%

25 13.309 3790 3800 3813 rVB5 22462 38457 1.71% 0.195%

26 13.556 3866 3877 3890 rBV2 9996 23713 1.06% 0.120%

27 13.788 3941 3949 3960 rBV7 15252 26238 1.17% 0.133%
Sum of corrected areas: 19753378
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101819\
VV013205.D

18 Oct 2019 16:23

SY/MD

K5321-04

25_00ML/MSVOA_V/WATER

10 Sample Multiplier: 1

d : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101819WMA.M
- TRACE VOA SOM01.0

- C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101819\
Data File : VV013205.D

Acq On : 18 Oct 2019 16:23

Operator : SY/MD

Sample : K5321-04

Misc : 25_.00ML/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101819WMA_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 1 2-Butenal Concentration Rank 3

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

1.12 0.80 ug/L 167945 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal 70 C4H60 004170-30-3 64
2 2-Butenal, (E)- 70 C4H60 000123-73-9 64
3 3-Butenoic acid 86 C4H602 000625-38-7 64
4 1-Propyne, 3-chloro- 74 C3H3CI 000624-65-7 50
5 Dimethylketene 70 C4H60 000598-26-5 43

Abundance Scan 9 (1.119 min): VV013205.D (-5) (-) m/z 39.00 100.00%
5000
1.20 1.30 1.40 1.50
...,....,1....1,0.2..1.1,9....1,45?.. 09 207220 | 250 m/z 41.10 97.81%
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
41 70
5000
1.20 1.30 1.40 1.50
27 m/z 43.10 68.71%
14 55
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #529: 2-Butenal, (E)-
1.20 1.30 1.40 1.50
5000 m/z 42.05 58.34%
miz--> '"'"'"s'o"'iéé"iz'é"iid"ieb"isé"éoé"ééé"éié"'
Abundance #1659: 3-Butenoic acid
1.20 1.30 1.40 1.50
m/z 38.00 21.10%
5000
"W'YEI”"P"W"“I“""” RABY SRERY SRR B RS A U IR IR I
m/z--> 20 80 100 120 140 160 180 200 220 240 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101819\
Data File : VV013205.D

Acq On : 18 Oct 2019 16:23

Operator : SY/MD

Sample : K5321-04

Misc : 25_.00ML/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101819WMA_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 3 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.57 3.74 ug/L 1036050 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3259 (11.569 min): VV013205.D (-3248) (-) m/z 57.05 100.00%

5000 j\\

98 112 11:20 11.40 11.60 11.80
126 159 191 207 234 253 77 A1.10 43 91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57

5000 41 s e RS
11.20 11.40 11.60 11.80

70 83 m/z 55.05 36.32%

27
98 112
B LI B o o e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13670: 1-Hexanol, 2-ethyl-
57

11.20 11.40 11.60 11.80

5000 m/z 43.10 32.76%
43
29 ‘ 70 83 o8
B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13667: 1-Hexanol, 2-ethyl- T T
57 11. 20 11. 40 11. 60 11. 80

m/z 70.10 26 .88%

5000 "
70 83
Tl L g
| 1 | | 130

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101819\
Data File : VV013205.D

Acq On : 18 Oct 2019 16:23

Operator : SY/MD

Sample : K5321-04

Misc : 25_.00ML/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR101819WMA_M
Quant Title : TRACE VOA SOM01.0

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-Butenal 1.12 0.8 ug/L 167945 1 5.66 1054270 5.0
1-Hexanol, 2-ethyl- 11.57 3.7 ug/L 1036050 3 11.29 1385680 5.0
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