LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021805.D

Acqg On : 21 Apr 2021 20:00
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X042021W.M

Title : SW846 8260

Signal : TIC: VX@21805.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.477 60 64 69 rBV 19622 22828 2.25% 0.403%
2 2.093 160 165 174 rVB 20545 31947 3.14% 0.564%
3 2.422 213 219 228 rVB 24424 39404 3.88% 0.696%
4 4.653 576 585 592 rBvV3 4452 13380 1.32% 0.236%
5 5.470 708 719 730 rBV2 87195 252935 24.88% 4.465%

6 5.629 735 745 760 rVB 150480 415365 40.86% 7

7 6.031 799 811 822 rBV 89495 232771 22.90% 4

8 6.830 932 942 954 rBV 229654 542499 53.37% 9.578%

9 8.695 1241 1248 1255 rBV 478634 747485 73.54% 13.
9.561 1383 1390 1396 rBV3 8242 11540 1.14% ©

11 10.092 1472 1477 1493 rVB 440603 620255 61.02% 10.950%

12 10.232 1495 1500 1504 rBV 33907 43251 4.25% 0.764%
13 10.341 1512 1518 1524 rBV 72116 96027 9.45% 1.695%
14 10.683 1568 1574 1578 rBV 46806 64825 6.38% 1.144%
15 11.122 1639 1646 1655 rBV 366118 483574 47.57%  8.537%
16 11.341 1678 1682 1686 rBV 10759 12678 1.25% 0.224%
17 11.414 1689 1694 1697 rBV 26380 41561 4.09% 0.734%
18 11.488 1703 1706 1714 rVB 30798 42401 4.17% ©.749%
19 11.652 1728 1733 1738 rVB 23216 28581 2.81% ©.505%
20 11.786 1751 1755 1762 rVB 70769 91625 9.01% 1.618%

21 12.061 1794 1800 1807 rVV 508336 624487 61.44% 11.025%

22 12.128 1807 1811 1815 rVB 29304 35540 3.50% 0.627%
23 12.250 1827 1831 1845 rBV 725495 1016494 100.00% 17.946%
24 12.359 1845 1849 1859 rVB5 17203 38990 3.84% 0.688%
25 12.579 1880 1885 1890 rvVv4 4800 10490 1.03% 0.185%
26 12.652 1894 1897 1900 rVB 11067 12419 1.22% 0.219%
27 12.890 1931 1936 1941 rvVv4 9432 13552 1.33% 0.239%
28 13.000 1951 1954 1958 rVB 10000 11341 1.12% 0.200%
29 13.329 2003 2008 2014 rVB2 16824 24707 2.43% 0.436%
30 13.634 2053 2058 2061 rBV3 12685 18283 1.80% 0.323%
31 13.816 2084 2088 2094 rVB 18004 23037 2.27% 0.407%
Sum of corrected areas: 5664272
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021805.D

Acqg On : 21 Apr 2021 20:00
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021805.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021805.D

Acqg On : 21 Apr 2021 20:00
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.250 81.39 ug/l 1016490 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47

Abundance Scan 1831 (12.250 min): VX021805.D\data.ms (-1827) (-
57.1

m/z 57.10 100.00%

5000 J\\
83.2 —— —
‘ ‘ 1192 12.00 12.50
e e 2071 7 4110 33.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 T 7
12.00 12.50
290 83.0 m/z 43.05 29.07%
W\“ ‘ d h  112.0
\\\‘\\\\‘\\\“\1‘\\“\\\\‘\\}\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
—— —
12.00 12.50
5000 ITI/Z 55.10 25.06%
29.0 83.0
\ | | 1120
e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72873: Heptane, 1,1'-oxybis- —— ——
57.0 12.00 12.50
m/z 70.15 22.60%
5000
97.0
H‘ ﬂ o 129.0 171.0
B A a L e  EAREEERaNEEE S o ]
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X042021W.M Thu Apr

22 17:32:26 2021

Page:



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021805.D

Acqg On : 21 Apr 2021 20:00
Operator : JC/MD

Sample : M2079-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

1-Hexanol, 2-et... 12.250 81.4 wug/l 1016490 4 12.061 624487 50.0
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