LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWO24498.D

Acqg On : 30 Aug 2022 18:24
Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/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\SFAMWLMO82622SMA .M
Title : SFAMO1.0

Signal : TIC: VWO24498.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.337 66 71 81 rVB 189062 309976 26.82% 4.307%
2 2.873 153 159 171 rVB 113934 247354 21.40% 3.437%
3  3.623 281 282 285 rBV3 1241 1176 0.10% 0.016%
4 3,739 298 301 303 rBV4 1241 1518 0.13% 0.021%
5 3.897 326 327 329 rvB2 1023 646 0.06% ©0.009%
6 4.001 335 344 360 rBV 122590 362350 31.35% 5.035%
7 4.245 380 384 387 rBV6 1896 2703 0.23% 0.038%
8 4.269 387 388 391 rBV3 1434 1213 0.10% 0.017%
9 4.416 406 412 418 rVB6 3942 9515 0.82% 0.132%
10 4.586 439 440 442 rVB2 1573 743 0.06% 0.010%
11 4.635 446 448 450 rBvV3 839 1034 0.09% 0.014%
12 4.733 462 464 466 rBv3 1518 1264 0.11% 0.018%
13 4.909 481 493 508 rVV2 30835 106035 9.18% 1.473%
14 5.293 554 556 558 rBV3 1041 933 0.08% 0.013%
15 5.318 558 560 563 rVB4 1428 1783 0.15% 0.025%
16 5.361 563 567 569 rBV5 1596 1917 0.17% 0.027%
17 5.379 569 570 571 rBV2 1352 754 0.07% ©0.010%
18 5.397 571 573 574 rVW2 1769 1252  0.11% 0.017%
19 5.415 574 576 581 rVVv6 1959 2877 0.25% 0.040%
20 5.476 584 586 587 rVB2 1774 992 0.09% 0.014%
21 5.501 587 590 591 rBV3 620 615 ©0.05% 0.009%
22 5.592 602 605 606 rBV3 1125 962 0.08% 0.013%
23 5.635 609 612 613 rBvV3 1031 853 0.07% 0.012%
24 5.684 618 620 621 rBvV2 990 863 0.07% 0.012%
25 5.787 635 637 639 rVB3 1256 871 0.08% 0.012%
26 5.842 644 646 648 rBvV3 1062 955 ©0.08% 0.013%
27 5.873 649 651 654 rBv4 1064 1416 0.12% ©0.020%
28 5.934 654 661 667 rVBl1eo 5137 15112 1.31% ©0.210%
29 6.104 687 689 692 rBV4 900 873 0.08% 0.012%
30 6.135 692 694 697 rVB4 1234 804 0.07% 0.011%
31 6.220 706 708 710 rBvV3 1158 1312 0.11% ©0.018%
32 6.299 719 721 723 rVB3 1710 1164 0.10% 0.016%
33 6.348 727 729 731 rBV3 1644 1232 0.11% 0.017%
34 6.373 731 733 734 rBV2 1044 945 0.08% 0.013%
35 6.683 781 784 785 rBv2 1140 1360 0.11% ©0.018%
36 6.805 802 804 805 rBv2 1624 1408 0.12% 0.020%

SFAMWLMO82622SMA.M Wed Aug 31 16:13:14 2022 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWO24498.D

Acqg On : 30 Aug 2022 18:24
Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/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\SFAMWLMO82622SMA .M
Title : SFAMO1.0
37 6.824 805 807 810 rvv4 922 1391 0.12% 0.019%
38 6.909 818 821 822 rBvV3 1040 910 ©0.08% 0.013%
39 6.927 822 824 825 rBV2 1410 954 0.08% 0.013%
40 6.982 831 833 836 rVB3 813 698 0.06% 0.010%
41 7.086 842 850 854 rBvV2 30904 79872 6.91% 1.110%
42 7.506 918 919 921 rBV2 2039 1265 0.11% 0.018%
43 7.641 932 941 951 rBV 218718 539990 46.73% 7.504%
44  7.769 961 962 964 rBvV2 1095 753 0.07% 0.010%
45 7.878 979 980 983 rBV3 1021 654 0.06% ©0.009%
46 7.927 986 988 992 rBV5 1624 1777 0.15% 0.025%
47  8.073 1011 1012 1014 rVB2 1411 668 0.06% ©0.009%
48 8.183 1029 1030 1031 rBV 1452 765 0.07% 0.011%
49 8.269 1035 1044 1060 rVV2 368425 1155675 100.00% 16.059%
50 8.653 1106 1107 1109 rBvV2 979 764 0.07% 0.011%
51 8.720 1117 1118 1121 rVB3 1254 1006 0.09% 0.014%
52 8.842 1130 1138 1148 rBV 244366 482247 41.73% 6.701%
53 9.092 1172 1179 1189 rVB 123540 251950 21.80% 3.501%
54 9.274 1199 1209 1219 rBV 280585 581458 50.31% 8.080%
55 9.695 1277 1278 1283 rBV5 1075 1701 0.15% 0.024%
56 9.860 1301 1305 1306 rBV4 1134 1348 0.12% 0.019%
57 9.988 1323 1326 1327 rBV3 1907 2102 0.18% 0.029%
58 10.030 1327 1333 1342 rVB2 116874 217210 18.80% 3.018%
59 10.207 1360 1362 1364 rBv2 1890 2177 0.19% 0.030%
60 10.244 1366 1368 1371 rBv4 1231 922 0.08% 0.013%

61 10.323 1374 1381 1388 rBV 441174 775123 67.07% 10.771%

62 10.512 1408 1412 1413 rBV4 1356 1734 0.15% 0.024%
63 10.573 1416 1422 1429 rVV 70427 122411 10.59% 1.701%
64 10.701 1438 1443 1448 rBV 25602 40863 3.54% ©.568%
65 10.860 1462 1469 1475 rBV 94357 165132 14.29%  2.295%
66 10.927 1475 1480 1493 rVV 120364 239521 20.73%  3.328%
67 11.061 1497 1502 1516 rVB2 38469 74658 6.46% 1.037%
68 11.170 1516 1520 1527 rBV9 2470 6576 ©.57% ©0.091%
69 11.433 1560 1563 1570 rVB2 13821 23799 2.06% 0.331%
70 11.628 1588 1595 1604 rBV 252155 428824 37.11%  5.959%
71 11.835 1624 1629 1636 rVB8 6174 11830 1.02% ©.164%
72 12.158 1676 1682 1688 rBV2 15073 29120 2.52% 0.405%
73 12.371 1715 1717 1721 rVB5 820 726 0.06% 0.010%
74 12.469 1728 1733 1739 rVV8 3967 7132 0.62% 0.099%
75 12.603 1751 1755 1762 rVB3 21836 38380 3.32% ©.533%

76 12.688 1762 1769 1776 rBV 195631 327786 28.36% 4.555%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWO24498.D

Acqg On : 30 Aug 2022 18:24
Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/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\SFAMWLMO82622SMA .M
Title : SFAM@1.0
77 13.286 1863 1867 1872 rBV7 5776 10484 ©0.91% 0.146%
78 13.554 1905 1911 1921 rVB 109507 176650 15.29%  2.455%
79 13.853 1953 1960 1972 rVWV 145424 249825 21.62% 3.472%
80 13.938 1972 1974 1976 rVV3 2685 2616 0.23% 0.036%
81 13.987 1979 1982 1983 rBV3 1551 1713 0.15% 0.024%
82 14.194 2015 2016 2018 rVB2 1979 814 0.07% 0.011%
83 14.627 2084 2087 2089 rVB3 1903 1668 0.14% 0.023%
84 14.658 2089 2092 2095 rBVS5 1392 1727 0.15% 0.024%
85 14.719 2095 2102 2104 rBV6 3872 6641 ©.57% 0.092%
86 14.877 2126 2128 2129 rBV2 1020 695 0.06% 0.010%
87 14.938 2136 2138 2143 rVB6 1932 2688 0.23% 0.037%
88 15.048 2151 2156 2157 rBVS 1330 2326 0.20% 0.032%
89 15.103 2163 2165 2168 rBV4 1460 1220 0.11% 0.017%
990 15.158 2173 2174 2175 rBV 1188 641 0.06% 0.009%
91 15.389 2210 2212 2213 rBV2 1540 874 0.08% 0.012%
92 15.426 2213 2218 2223 rBVe6 8467 14497 1.25% 0.201%
93 15.676 2257 2259 2261 rBV3 1785 1606 0.14% 0.022%
94 15.834 2282 2285 2289 rBV5 1823 3641 ©0.32% ©0.051%
95 15.981 2307 2309 2310 rBV2 1498 930 0.08% 0.013%
96 16.017 2313 2315 2316 rBV2 2458 1845 0.16% 0.026%
97 16.151 2335 2337 2341 rBV5 742 774 0.07% 0.011%
98 16.182 2341 2342 2343 rBV 1258 736 0.06% 0.010%
99 16.340 2365 2368 2369 rBV3 1402 1484 0.13% 0.021%
100 16.554 2400 2403 2405 rBvV4 1282 1653 ©0.14% 0.023%
Sum of corrected areas: 7196334
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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_W\Data\ViWe82922\

: VWe24498.D

: 30 Aug 2022 18:24

: SY/VA

: N4440-04

: 4.60g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA .M

. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VW024498.D\data.ms
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4.909
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Time-->
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TIC: VW024498.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VW024498.D

Acqg On : 30 Aug 2022 18:24
Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA .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 3-Heptanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.158 1.70 ug/L 29120  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone 114 C7H140 000106-35-4 58
2 3-Heptanone 114 C7H140 000106-35-4 47
3 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 46
4 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 46
5 3-Heptanone 114 C7H140 000106-35-4 38

Abundance Scan 1682 (12.158 min): VW024498.D\data.ms (-1676) ( m/z 57.05 100.00%
54

.0
5000
85.0
Pla NI JASYA fm\f”

14.2 ‘
| ‘ ]W | 160.1 - 12.00 12.50

h"- m/z 84.95  36.44%

m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #8420: 3-Heptanone
57.0
5000 290

85.0 12.00 12.50
m/z 91.10 26.76%

‘ ‘ ‘ 114.0
‘Hw“}H‘\“H““\‘H‘\“*H\H“‘\"H\H‘w‘Hw”w””w”w”w
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #8428: 3-Heptanone
57.0
29.0

o

o

12.00 12.50
5000 ITI/Z 41.10 23.98%
85.0
‘ ‘ 114.0
0‘Hu‘“!H““m‘:“_m‘HH‘m“_‘H‘H‘“‘HWuwm“m_uw
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #8499: 3-Hexanone, 5-methyl- e R
57.0 12.00 12.50
m/z 38.95 18.28%
5000{ 29.0
85.0
‘ ‘ ‘ 114.0
0\u‘\‘\‘1uwu\‘1“\\1\‘mm‘u\‘\‘\\u‘u\\‘\u\‘\m‘\m‘\m‘uu‘\ e T
m/z--> 20 40 60 80 100120140160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VW@24498.D

Acqg On : 30 Aug 2022 18:24

Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA.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 7 Pyrido[2,3-d]pyrimidine, 4-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.286 1.48 ug/L 10484 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrido[2,3-d]pyrimidine, 4-phenyl- 207 C13H9N3 028732-75-4 50
2 1,1,1,3,5,5,5-Heptamethyltrisilo... 222 C7H2202Si3 001873-88-7 50
3 (E)-3-(3,4-Dimethoxyphenyl)prop-... 207 C11H13NO3 130973-10-3 46
4 Carvacrol, TMS derivative 222 C13H220Si 1000367-02-2 43
5 Thymol, TBDMS derivative 264 C16H280Si 330455-64-6 40

Abundance Scan 1867 (13.286 min): VW024498.D\data.ms (-1863) ( m/z 207.00 100.00%
73.2 207.0
5000
39.9 295.:
‘ 110.8 147.0 13.00 13.50
- b Bl e L nz 7315 e9.00%
miz--> 50 100 150 200 250
Abundance #83984: Pyrido[2,3-d]pyrimidine, 4-phenyl-
207.0
5000
13.00 13.50
77.0 m/z 295.10 24.46%
‘ 152.0 ‘
O T \““\”\ ‘i“h\ \‘H‘\ T "H‘\ i “\ LA B B
miz--> 50 100 150 200 250
Abundance #102314: 1,1,1,3,5,5,5-Heptamethyltrisiloxane
73.0 207.0 M
v P
13.00 13.50
5000 ITI/Z 207.90 23.33%
28.0 133.0
0 | I
mfz--> 50 100 150 200 250 ﬂ n m
Abundance #83611: (E)-3-(3,4-Dimethoxyphenyl)prop-2-enamide e ——
207.0 13.00 13.50
m/z 191.10 23.23%
5000
o 7" a0l TR
NS T B | 10
miz--> 50 100 150 200 250 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWO24498.D

Acqg On : 30 Aug 2022 18:24
Operator : SY/VA

Sample : N4440-04

Misc : 4.60g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO82622SMA .M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Heptanone 12.158 1.7 ug/L 29120 2 11.628 428824 25.0
Pyrido[2,3-d]py... 13.286 1.5 ug/L 10484 3 13.554 176650 25.0
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