LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VWO22016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO20122SMA.M
Title : SFAMO1.0

Signal : TIC: VWO22016.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.227 47 53 54 rBvV3 598 1179 0.01% 0.006%
2 2.355 64 74 82 rBvV 43123 85567 0.87% 0.430%
3 2.501 93 98 104 rBV5 1449 2418 0.02% 0.012%
4 2.745 136 138 141 rVwV4 704 751 0.01% ©0.004%
5 2.885 154 161 173 rVB 25910 53055 0.54% 0.267%
6 3.087 193 194 196 rBV2 646 551 0.01% 0.003%
7 3.617 269 281 283 rBV3 3463 9307 0.09% 0.047%
8 3.904 322 328 331 rBV 251 436 0.00% 0.002%
9 4.019 336 347 356 rBV2 55151 152489 1.54% 0.766%
106 4.135 356 366 381 rVB 308996 907039 9.18% 4.558%
11 4.446 402 417 450 rVW 312369 1534284 15.52% 7.710%
12 4.916 488 494 503 rVV6 1800 5378 0.05% 0.027%
13  5.129 526 529 530 rBV3 502 587 0.01% 0.003%
14 5.196 530 540 541 rBV6 12611 26669 0.27% 0.134%
15 5.342 562 564 569 rVB3 612 567 0.01% 0.003%
16 5.391 569 572 576 rBv4 626 1036 0.01% 0.005%
17 5.793 634 638 640 rBvV3 435 663 0.01% 0.003%
18 5.934 657 661 662 rBv2 538 579 0.01% 0.003%
19 5.952 662 664 668 rvv3 470 547 0.01% 0.003%
20 6.470 746 749 751 rBvV2 391 509 0.01% 0.003%
21 6.897 810 819 830 rBvV3 4323 12652 0.13% 0.064%
22 7.092 842 851 855 rBV2 8709 24486 0.25% 0.123%
23 7.171 855 864 882 rVB 177530 486504 4.92% 2.445%
24 7.513 908 920 934 rBV 181349 522556 5.29% 2.626%
25 7.647 934 942 955 rVB 70179 179902 1.82% 0.904%
26 8.281 1035 1046 1059 rBV3 203101 573920 5.81% 2.884%
27 8.695 1110 1114 1116 rBV4 480 742 0.01% ©0.004%
28 8.842 1127 1138 1148 rBV 176102 341813  3.46% 1.718%
29 8.951 1153 1156 1159 rBV2 477 488 0.00% 0.002%
30 9.037 1159 1170 1180 rBV 450323 957194 9.68% 4.810%
31 9.281 1202 1210 1228 rVB 419882 826905 8.37% 4.155%
32 9.598 1255 1262 1278 rBV 30440 62630 0.63% 0.315%
33 9.957 1316 1321 1325 rBV6 1018 2239 0.02% 0.011%
34 10.037 1327 1334 1341 rVB 50850 90223 0.91% 0.453%
35 10.213 1353 1363 1374 rBV 6187150 9884331 100.00% 49.670%

36 10.323 1375 1381 1388 rVW 230262 419362 4.24%  2.107%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VWO22016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO20122SMA.M
Title : SFAMO1.0
37 10.390 1388 1392 1401 rVB 24321 43208 0.44% 0.217%
38 10.506 1406 1411 1415 rBV4 3293 5099 0.05% 0.026%
39 10.573 1415 1422 1433 rBV2 204641 355695 3.60% 1.787%
40 10.701 1439 1443 1448 rVB2 9836 16612 0.17% 0.083%
41 10.841 1463 1466 1471 rVB4 977 1452 0.01% 0.007%
42 10.927 1474 1480 1495 rVB 39868 70330 0.71% 0.353%
43 11.067 1495 1503 1513 rBV5 12680 26298 0.27% 0.132%
44 11.177 1519 1521 1526 rVB4 1583 1930 0.02% 0.010%
45 11.231 1526 1530 1534 rBV5 966 1496 ©0.02% 0.008%
46 11.341 1543 1548 1552 rVB5 1164 1811 0.02% 0.009%
47 11.433 1554 1563 1571 rVB3 8334 19585 0.20% 0.098%
48 11.506 1571 1575 1580 rBv4 1918 3085 0.03% 0.9016%
49 11.567 1582 1585 1587 rBv2 1162 1321 0.01% 0.007%
50 11.628 1587 1595 1605 rVV 241252 428298 4.33% 2.152%
51 11.731 1605 1612 1616 rvV 27597 48129 0.49% 0.242%
52 11.774 1616 1619 1623 rVV 7007 11234 0.11% 0.056%
53 11.835 1623 1629 1640 rVB 105510 195764 1.98%  0.984%
54 12.018 1653 1659 1666 rBV5 6044 12974 0.13% 0.065%
55 12.164 1676 1683 1689 rBV 41886 69967 0.71% ©.352%
56 12.231 1689 1694 1702 rVB 122758 182426 1.85% 0.917%
57 12.317 1702 1708 1713 rBV 12590 22058 ©0.22% 0.111%
58 12.457 1726 1731 1735 rBV5 3610 6600 0.97% 0.033%
59 12.603 1749 1755 1761 rVB2 56694 95379 0.96% 0.479%
60 12.689 1763 1769 1776 rVB 68727 117559 1.19% 0.591%
61 12.756 1776 1780 1784 rBV6 849 1226 0.01% 0.006%
62 12.798 1784 1787 1792 rVB3 2232 3171 0.03% 0.016%
63 12.865 1792 1798 1801 rBV 11047 18811 0.19% 0.095%
64 12.932 1805 1809 1816 rVV3 15868 30113 ©0.30% 0.151%
65 12.987 1816 1818 1821 rVB4 826 882 0.01% 0.004%
66 13.103 1832 1837 1843 rVB3 7587 14206 0.14% 0.071%
67 13.170 1844 1848 1849 rBV3 1256 1446 0.01% 0.007%
68 13.249 1855 1861 1865 rBV 28139 45523  0.46% 0.229%
69 13.292 1865 1868 1874 rVB3 10441 15698 0.16% 0.079%
70 13.371 1879 1881 1883 rBV3 717 749 0.01% 0.004%
71 13.402 1884 1886 1890 rBV3 937 1219 0.01% 0.006%
72 13.487 1896 1900 1902 rBVS5 1309 1790 0.02% 0.009%
73 13.554 1905 1911 1923 rW 258522 429605 4.35% 2.159%
74 13.640 1923 1925 1933 rVB3 2548 4150 0.04% 0.021%
75 13.755 1940 1944 1946 rBV4 3068 4555 0.05% 0.023%

76 13.853 1953 1960 1968 rBV 192979 326079 3.30% 1.639%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VWO22016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO20122SMA.M
Title : SFAM@1.0
77 14.011 1982 1986 1988 rBv4 1821 2861 ©0.03% 0.014%
78 14.066 1989 1995 2003 rVB 23916 44483 0.45% 0.224%
79 14.194 2013 2016 2019 rBvV4 935 1350 0.01% 0.007%
80 14.298 2027 2033 2036 rBV3 1691 2980 0.03% 0.015%
81 14.414 2050 2052 2055 rvv3 923 948 0.01% ©.005%
82 14.450 2055 2058 2063 rVB4 1902 2998 0.03% 0.015%
83 14.560 2074 2076 2081 rVB2 447 459 0.00% 0.002%
84 14.627 2083 2087 2090 rBv4 609 918 ©0.01% ©.005%
85 14.719 2098 2102 2106 rvv2 2697 3658 0.04% 0.018%
86 14.786 2109 2113 2120 rVB6 1281 2384 0.02% 0.012%
87 14.853 2120 2124 2128 rBV7 458 685 ©0.01% 0.003%
88 15.133 2166 2170 2172 rVB2 827 935 0.01% ©0.005%
89 15.359 2197 2207 2212 rBvV4 1009 2538 0.03% 0.013%
990 15.432 2212 2219 2224 rVV2 9940 15764 0.16% 0.079%
91 15.487 2224 2228 2233 rVB2 1928 2808 0.03% 0.014%
92 15.548 2234 2238 2243 rVB4 1038 1850 0.02% 0.009%
93 15.627 2247 2251 2253 rBvV4 375 421 0.00% 0.002%
94 15.682 2253 2260 2262 rBV3 600 1093 0.91% 0.005%
95 15.749 2267 2271 2275 rBVS 465 800 0.01% 0.004%
96 15.840 2284 2286 2291 rVvVv4 333 541 0.01% 0.003%
97 15.950 2299 2304 2309 rBV3 549 807 0.01% 0.004%
98 16.462 2384 2388 2391 rBV3 449 742 0.01% 0.004%
99 16.651 2416 2419 2422 rBV3 247 451 0.00% 0.002%
100 16.737 2431 2433 2437 rVB2 547 572 0.01% 0.003%
Sum of corrected areas: 19900137
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViWe20122\

: VWe22016.D

: 01 Feb 2022 21:08

: SY/VA

: N1353-02

: 4.52g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VW022016.D\data.ms
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10.p13

9.037 9.281

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

porr it TP P aekPMel )\ oses owear) (YESANC uwiser aan vn suansiid s

I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VW022016.D\data.ms

13.554

‘12.‘01§?@§Q.4§2@gw;mmmgag.a@%ﬁiﬁf@msm@@ms 15,1331 S FARNIBFRBAEO50  16.46266513
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

SFAMWLMO20122SMA.M Fri Feb 04 13:24:05 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20122\
Data File : VW@22016.D

Acqg On : 01 Feb 2022 21:08

Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
. SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.446 112.22 ug/L 1534280 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 417 (4.446 min): VW022016.D\data.ms (-402) (-) m/z 45.05 100.00%

45.0
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39.0 4.20 4.40 4.60 4.80
Tl 530591

Ot e e e e m/z 43.00

21.13%
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45.0
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Abundance #343: Isopropyl Alcoho
45.0
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o
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s B e
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Abundance #346: Isopropyl Alcohol R AREEREEEEES SR
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VW022016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 3-Pentanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.196 1.95 ug/L 26669 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol 88 C5H120 000584-02-1 56
2 3-Pentanol 88 C5H120 000584-02-1 9
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9
4 3-Pentanol 88 C5H120 000584-02-1 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9

Abundance Scan 540 (5.196 min): VW022016.D\data.ms (-530) (-) m/z 59.05 100.00%
59.

0
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41.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 50.1 4.80 5.00 5.20 5.40 5.60
Ol 29wz al.ee  24.71%
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4.80 5.00 5.20 5.40 5.60
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O 15\.0 \“‘ ‘ \‘ \50'0\ “ Il 700 87'0
\\\‘\1\\‘\\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
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59.0
e
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5000 m/z 57.00 11.94%
31.0
41.0
0 L. s10, 700 870
ceepererp e e e TR S TR
miz--> 10 20 30 40 50 60 70 80 90
Abundance #5313: Propanoic acid, 2-hydroxy-2-methyl- “‘H““‘_““WH‘,‘
59.0 4.80 5.00 5.20 5.40 5.60
m/z 39.10 11.39%
5000 310 430
15.0
| Ll LIy 89.0
(O e L L B s s e
m/z--> 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VW022016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.513  38.22 ug/L 522556 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol 74 C4H100 000078-92-2 83
2 2-Butanol, (R)- 74 C4H100 014898-79-4 74
3 2-Butanol 74 C4H100 000078-92-2 74
4 2-Butanol, (R)- 74 C4H100 014898-79-4 64
5 2-Butanol 74 C4H100 000078-92-2 64

Abundance Scan 920 (7.513 min): VW022016.D\data.ms (-908) (-) m/z 45.00 100.00%

45.0
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59.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
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OHH‘HH‘\\M‘\H\‘H}!‘HH‘HH‘!}MMH‘\H\i\}H‘HH’HHZ%I\‘O\H\‘HH
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Abundance #965: 2-Butanol w#ﬁ%“‘_“‘,‘u““‘w
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20122\
Data File : VW@22016.D

Acqg On : 01 Feb 2022 21:08

Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
. SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Butanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.037 70.01 ug/L 957194  1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 90
2 1-Butanol 74 C4H1e0 000071-36-3 86
3 1-Butanol 74 C4H1e0 000071-36-3 86
4 1-Butanol 74 C4H1e0 000071-36-3 80
5 1-Butanol 74 C4Hl1le0 000071-36-3 49

Abundance Scan 1170 (9.037 min): VW022016.D\data.ms (-1159) () m/z 56.10 100.00%
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‘ 731 8.80 9.00 9.20 9.40
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5000 m/z 42.10 27.95%
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31.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VW022016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Pentanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.598 4.58 ug/L 62630 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol 88 C5H120 006032-29-7 78
2 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 78
3 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 78
4 2-Pentanol 88 C5H120 006032-29-7 78
5 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 72
Abundance Scan 1262 (9.598 min): VW022016.D\data.ms (-1255) () m/z 44.95 100.00%
45.0
5000
55.0
== —
‘ 73.1 86.0 9.50 10.00
Ok SR B8P myz ss.ee 28.99%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2353: 2-Pentanol
45.0
5000 \]L - =
9.50 10.00
27.0 55.0 m/z 43.00 26.06%
15.0
O\\\‘\\‘\\“\\}‘}“‘\\3\7\-9‘}‘\‘{\‘\\‘\\“6:\3;0\\‘7%\.0\\‘\\8\7;(‘)\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2367: (R)-(-)-2-Pentano
45.0
—= —
9.50 10.00
5000 m/z 73.10 13.55%
55.0
27.0 73.0
b2 Lo 37O | I 870
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2395: 2-Butanol, 3-methyl-, (S)- By - ‘ ‘“
45.0 9.50 10.00
m/z 44.00 10.53%
5000
55.0 73.0
27.0
ol 1902 szl I sro L —
m/z--> 10 20 30 40 50 60 70 80 90 9.50 10.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\

Data File : VW@22016.D

Library Search Compound Report

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample

Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2-Heptanone

R.T. EstConc

12.231  10.65 ug/L

Concentration Rank 4

Area Relative to ISTD R.T.

182426 Chlorobenzene-d5

000110-43-0 91
000110-43-0 91
000110-43-0 91
000110-43-0 91

Hit# of 5 Tentative ID MW MolForm
1 2-Heptanone 114 C7H140
2 2-Heptanone 114 C7H140
3 2-Heptanone 114 C7H140
4 2-Heptanone 114 C7H140
5 2-Heptanone 114 C7H140

Abundance Scan 1694 (12.231 min): VW022016.D\data.ms (-1689) (-
3.0

000110-43-0 83

m/z 43.00 100.00%

58.1
5000
71.1
“ | g5.0 99.0 1141 12.00 12.50
Ot rrrprrrrprrrr el e e e e m/z 58.10  66.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone
43.0
58.0
5000 —T —
12.00 12.50
m/z 71.10 19.39%
27.0 71.0
o T b T eso seo 1140
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone
43.0
e =
58.0 12.00 12.50 )
5000 m/z 41.05 13.10%
21.0 71.0
oL 140 U L .. I 850 890 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone s e
43.0 12.00 12.50
m/z 59.05 10.83%
58.0
5000
27.0 71.0
T || 850 990 1140 A
O trrrprrrrprrer e i e e e e e — e 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW020122\
Data File : VW022016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO20122SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2-Heptanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.317 1.29 ug/L 22058 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol 116 C7H160 000543-49-7 78
2 2-Heptanol 116 C7H160 000543-49-7 78
3 2-Heptanol 116 C7H160 000543-49-7 74
4 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 72
5 2-Octanol, (S)- 130 C8H180 006169-06-8 64

Abundance Scan 1708 (12.317 min): VW022016.D\data.ms (-1702)  m/z 45.00 100.00%

45.0
5000
s ey
m ‘ 70.0 830 933 12.00 12.50
Orrrprreeprreredldli L njz ss.es 23.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9444 2-Heptanol
45.0
5000 = AR
12.00 12.50
m/z 43.00 19.54%
290 1L, 700 52 580 s
OH\‘\H\‘\H\‘HH‘HH‘H\‘\‘HH“HH‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9438: 2-Heptanol
45.0
12.00 12.50
5000 ITI/Z 41.00 17.34%
27.0
83.0
e 240, Ll o 799,550 30301180,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9442: 2-Heptanol i I
45.0 12.00 12.50
m/z 42.00 13.98%
5000
27.0
83.0
o““1&‘9‘m\‘\_mu\“lH_‘Mu_Zﬂ?”_W?’?f?m_l‘se” o] W e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20122\
Data File : VWO22016.D

Acqg On : 01 Feb 2022 21:08
Operator : SY/VA

Sample : N1353-02

Misc : 4.52g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20122SMA.M
Quant Title : SFAM@1l.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 4 2 ug/L 1534280 1 8.842 341813 25.0
3-Pentanol 5 0 ug/L 26669 1 8.842 341813 25.0
2-Butanol 7 2 ug/L 522556 1 8.842 341813 25.0
1-Butanol 9.037 70.0 ug/L 957194 1 8.842 341813 25.0
2-Pentanol 9 6 ug/L 62630 1 8.842 341813 25.0
2-Heptanone 12. 7 ug/L 182426 2 1.628 428298 25.0
2-Heptanol 12 3 ug/L 22058 2 11.628 428298 25.0
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