LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040619\
Data File : VR026479.D

Aca On : 6 Apr 2019 17:40

Operator : SY/MD

Sample : K2248-05

Misc : 25mL/MSVOA R/WATER

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 R\METHODS\SOMRTR040319WMA_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 2.141 69 76 92 rvB 85839 271942 15.28% 1.985%
2 2.628 144 156 164 rBV 108686 288889 16.23% 2.108%
3 3.607 307 317 327 rBV3 231592 832658 46.79% 6.077%
4 3.936 363 371 376 rBV5 20071 55326 3.11% 0.404%
5 6.588 796 807 818 rBV 101384 313099 17.59% 2.285%

7.197 898 907 918 rVB 356487 857933 48.21% 6.261%
7.854 1005 1015 1030 rBV2 640005 1779615 100.00% 12.988%
8.456 1105 1114 1124 rBV 789179 1443068 81.09% 10.532%
1178 1186 1194 rBV 413555 820124 46.08% 5.985%
9.679 1308 1315 1323 rBV2 117556 212858 11.96% 1.553%

=
QO ~NO®
o0}
o0}
(e}
N

11 9.971 1356 1363 1371 rBV 965258 1497622 84.15% 10.930%
12 10.032 1371 1373 1380 rVB3 23371 35552 2.00% 0.259%
13 10.232 1400 1406 1411 rBV2 67215 110131 6.19% 0.804%
14 10.591 1457 1465 1474 rBV 568644 874801 49.16% 6.384%
15 11.285 1573 1579 1588 rBV 1065697 1554866 87.37% 11.348%

16 11.388 1592 1596 1601 rBvV4 19427 36720 2.06% 0.268%
17 11.498 1609 1614 1620 rVB 26445 48987 2.75% 0.358%
18 11.826 1664 1668 1674 rBV3 36050 55903 3.14% 0.408%
19 12.362 1750 1756 1762 rBV 160866 236338 13.28% 1.725%
20 12.921 1842 1848 1851 rBV 31085 45346 2.55% 0.331%

21 13.219 1890 1897 1906 rBV 816867 1172690 65.90% 8.558%
22 13.329 1909 1915 1924 rBV 159273 276055 15.51% 2.015%
23 13.511 1940 1945 1957 rVB 602069 881654 49.54% 6.434%

Sum of corrected areas: 13702177
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040619\
Data File : VR026479.D

Aca On 6 Apr 2019 17:40

Operator : SY/MD

Sample . K2248-05

Misc - 25mL/MSVOA R/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VR026479.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR040619\
Data File : VR026479.D

Aca On : 6 Apr 2019 17:40

Operator : SY/MD

Sample : K2248-05

Misc : 25mL/MSVOA R/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA _M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Cyclicl3.33 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.33 1.18 ug/L 276055 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. (BE)- 112 C8H16 013389-42-9 60
2 Cvcloheptane. methvl- 112 C8H16 004126-78-7 58
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 55
4 6-Oxabicvclol3.1.0Thexane 84 C5H80 000285-67-6 52
5 4-Pentenal 84 C5H80 002100-17-6 49

Abundance Scan 1915 (13.329 min): VR026479.D (-1909) (-) m/z 57.05 100.00%

5000

112 13.00 13.20 13.40 13.60

139 163180195 213229244258 281297

0 m/z 41.05 88.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6647: 2-Octene, (E)-
5
5000 70
29 112 13.00 13.20 13.40 13.60
m/z 55.05 76.78%
0 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 97
13.00 13.20 13.40 13.60
5000 39 m/z 43.05 41.81%
70
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6698: Cycloheptane, methyl-
5 13.00 13.20 13.40 13.60
97 m/z 39.10 38.42%
5000
70
s 112
(0} 2
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR040619\
Data File : VR026479.D

Acq On : 6 Apr 2019 17:40

Operator : SY/MD

Sample - K2248-05

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR040319WMA _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]

(DEL) Alkane: Cyc... 13.33 1.2 ug/L 276055 3 13.23 1172690 5.0
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