LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019469.D

Acqg On : 09 Sep 2024 16:43
Operator : SY/MD

Sample : P3892-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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_Y\methods\82Y090924S.M

Title : SW846 8260

Signal : TIC: VYQ19469.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.098 51 62 64 rBv8 19602 63819 28.01% 5.018%
2 3.787 336 339 345 rBV8 1699 3160 1.39% 0.248%
3 4.037 378 380 383 rVB4 2098 2362 1.04% 0.186%
4 4.604 468 473 475 rBV6 2170 3013  1.32% 0.237%
5 4.805 501 506 507 rBV5 1489 2412  1.06% 0.190%
6 5.348 593 595 599 rBV5 1790 2436 1.07% 0.192%
7 6.140 721 725 728 rVB6 2493 3609 1.58% 0.284%
8 6.226 736 739 745 rBvV8 1792 3219 1.41% 0.253%
9 6.787 827 831 835 rBV6 2238 3570 1.57% 0.281%
106 6.982 857 863 864 rBV5 1929 2505 1.10% ©.197%
11  7.628 963 969 975 rVv2 28355 72522 31.83% 5.702%
12 7.707 975 982 992 rW2 60405 144807 63.55% 11.386%
13 8.061 1032 1040 1047 rBV 25189 59001 25.89% 4.639%
14  8.238 1067 1069 1072 rBV4 1893 2454 1.08% 0.193%
15 8.610 1124 1130 1139 rBV 88212 178388 78.29% 14.026%
16 8.811 1159 1163 1166 rBV6 1343 2333  1.02% 0.183%
17 9.164 1217 1221 1223 rVB4 1818 2653 1.16% 0.209%
18 10.103 1368 1375 1383 rBV 126717 227859 100.00% 17.916%
19 10.158 1383 1384 1392 rVV7 2791 6081 2.67% 0.478%
20 10.237 1392 1397 1399 rVB6 1235 2438 1.07% 0.192%
21 10.731 1474 1478 1480 rBV5S 1945 2731  1.20% 0.215%
22 11.414 1583 1590 1596 rVvV 98781 165307 72.55% 12.998%
23 11.639 1621 1627 1634 rVB8 5518 11004 4.83% 0.865%
24 11.707 1634 1638 1641 rBV6 1774 2916 1.28% ©.229%
25 11.883 1661 1667 1668 rBV5 2629 3266 1.43% 0.257%
26 12.176 1713 1715 1718 rVB3 2081 2542 1.12% 0.200%
27 12.213 1718 1721 1723 rBV4 1681 2507 1.10% ©.197%
28 12.316 1733 1738 1739 rBV5S 1369 2361 1.04% 0.186%
29 12.408 1746 1753 1759 rVB 60435 95262 41.81% 7.490%
30 12.651 1790 1793 1797 rBV6 2821 5167 2.27% 0.406%
31 12.694 1797 1800 1802 rVvVv4 2353 3345 1.47% 0.263%
32 12.731 1802 1806 1811 rVB6 8493 15036 6.60% 1.182%
33 12.895 1831 1833 1839 rVVve6 2523 3729 1.64% 0.293%
34 12.950 1839 1842 1849 rvv8 1761 3519 1.54% 0.277%
35 13.042 1853 1857 1863 rBV7 4143 8356 3.67% 0.657%
36 13.286 1895 1897 1900 rBV4 2815 3474 1.52% 0.273%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019469.D

Acqg On : 09 Sep 2024 16:43
Operator : SY/MD

Sample : P3892-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 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_Y\methods\82Y090924S.M
Title : SW846 8260
37 13.346 1901 1907 1917 rVB 61278 104102 45.69%  8.185%
38 13.676 1958 1961 1964 rVB5 3821 5790 2.54%  ©.455%
39 13.743 1970 1972 1976 rVB5S 2393 2710 1.19% 0.213%
40 13.852 1986 1990 1992 rBvV4 2298 3101 1.36% 0.244%
41 13.993 2008 2013 2014 rBV5 2081 2494 1.09% 0.196%
42 14.121 2032 2034 2036 rBV3 1960 2474 1.09% 0.195%
43 14.395 2077 2079 2084 rVB5 2460 3578 1.57% 0.281%
44 14.852 2151 2154 2155 rBvV3 2022 2481 1.09% ©.195%
45 14.871 2155 2157 2159 rvv3 3366 2529 1.11% 0.199%
46 14.919 2162 2165 2168 rBVS5 2933 3624 1.59% 0.285%
47 15.029 2178 2183 2185 rBV5 1444 2465 1.08% 0.194%
48 15.212 2210 2213 2214 rBV3 2892 2958 1.30% ©0.233%
49 15.291 2222 2226 2227 rBV4 1630 2312 1.01% 0.182%
50 15.474 2253 2256 2258 rBv4 1664 2297 1.01% 0.181%
51 15.883 2321 2323 2329 rVB7 2900 4255 1.87% ©.335%
52 15.992 2339 2341 2344 rVB4 2489 2394 1.05% 0.188%
53 16.773 2465 2469 2471 rBVS 1832 3102 1.36% 0.244%
Sum of corrected areas: 1271829
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\

: VY019469.D

: 09 Sep 2024 16:43

: SY/MD

: P3892-01

: 5.05g/5.0mL/MSVOA_Y/SOIL/A
: 17  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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TIC: VY019469.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019469.D

Acqg On : 09 Sep 2024 16:43
Operator : SY/MD

Sample : P3892-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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 unknown2.098 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.098 22.04 ug/l 63819 Pentafluorobenzene 7.707

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Methoxy-1-ribofuranosyl-4-imid... 273 C10H15N306 1000129-57-7 38
2 1H-Pyrrole, 2,5-dihydro-1-nitroso- 98 C4H6N20 010552-94-0 37
3 Norephedrine, (.+/-.)- 151 C9H13NO 014838-15-4 35
4 2-Amino-1-(o-methoxyphenyl)propane 165 C10H15NO 015402-84-3 35
5 3-Methoxy,3-(methylamino)-2-prop... 145 C6H11NO3 1000223-03-4 35

Abundance  Scan 62 (2.098 min): VY019469.D\data.ms (-51) (-) m/z 44.05 100.00%

44.0

5000 69.0
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1188 14401654 2071 1.80 2.00 220 2.40
0 Pl e m/z 41,00 67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #164177: N-Methoxy-1-ribofuranosyl-4-imidazolecarboxy

3

44.0
5000 (NI NI LA N B N
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68.0 .
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O TTTT ‘ ‘\ T \‘H“\“\MN‘\ i‘%?.\q“ \].\]-ﬁ"o\ \]\-3\?.\0\ \]-\6‘2\.\0\ T ‘ TTTT ‘ L
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Abundance #3426: 1H-Pyrrole, 2,5-dihydro-1-nitroso-
41.0
R SR RRRRARRRRRRRRE
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5000 98.0 ITI/Z 69.00 38.02%
67.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28929: Norephedrine, (.+/-.)- e
44.0 1.80 2.00 2.20 2.40
m/z 39.10 35.13%
5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019469.D

Acqg On : 09 Sep 2024 16:43
Operator : SY/MD

Sample : P3892-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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 unknownl12.731 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.731 7.22 ug/1 15036 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octen-1-0l1, 3,7-dimethyl-, iso... 226 C14H2602 1000132-45-6 47
2 Nonane 128 C9H20 000111-84-2 47
3 Nonane, 2,5-dimethyl- 156 C1l1H24 017302-27-1 43
4 Decane 142 C1eH22 000124-18-5 43
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 35

Abundance Scan 1806 (12.731 min): VY019469.D\data.ms (-1802) (- m/z 57.05 100.00%
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— ‘m“‘”m‘u‘_‘Jw‘mwmwwww m/z 43.00  96.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106970: 2-Octen-1-ol, 3,7-dimethyl-, isobutyrate, (2)-
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5000 — e
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Abundance #14521: Nonane
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Abundance #33096: Nonane, 2,5-dimethyl- ” ;
57.0 12. 50 13 00
m/z . 41.21%
5000
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0"”\w‘w””ww‘”\M‘w%}ﬁg‘”\%éﬁg”‘M‘”\”‘w‘”‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019469.D

Acqg On : 09 Sep 2024 16:43
Operator : SY/MD

Sample : P3892-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S .M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.098 2.098 22.0 ug/l 63819 1 7.707 144807 50.0
unknownl12.731 12.731 7.2 ug/l 15036 4 13.347 104102 50.0
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