LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 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 D\METHOD\82D080520S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.220 48 51 55 rvB3 1435 1672 4 _.39% 0.421%
2 2.462 88 92 95 rvB3 2619 3892 10.23% 0.981%
3 2.497 95 98 100 rBvV2 1257 1718 4_.51% 0.433%
4 2.520 100 102 104 rvv2 1323 1340 3.52% 0.338%
5 2.550 105 107 109 rvv2 1244 1359 3.57% 0.342%
6 2.603 113 116 119 rBvV2 1295 1859 4 .89% 0.468%
7 2.632 119 121 125 rvv2 1609 1867 4.91% 0.470%
8 2.685 129 130 133 rvB2 1895 1723 4_.53% 0.434%
9 2.715 133 135 137 rBv 1098 1187 3.12% 0.299%
10 2.791 143 148 152 rvVB2 1608 2003 5.26% 0.505%
11 2.844 152 157 158 rvB2 1686 2314 6.08% 0.583%
12 3.132 202 206 209 rVB2 881 1326 3.48% 0.334%
13 3.556 274 278 280 rBV 1136 1171 3.08% 0.295%
14 3.726 305 307 310 rBV2 1355 1434 3.77% 0.361%
15 4.138 370 377 386 rBV5 5392 13525 35.54% 3.407%
16 4.544 443 446 449 rVB2 1695 1847 4 .85% 0.465%
17 4.826 492 494 497 rvv2 1318 1483 3.90% 0.374%
18 4.938 508 513 514 rBV3 1116 1745 4 _.59% 0.440%
19 4.956 514 516 517 rVvVv 1592 1241 3.26% 0.313%
20 4.979 517 520 523 rvVv4 1614 2166 5.69% 0.546%
21 5.109 540 542 543 rVV2 1632 1361 3.58% 0.343%
22 5.179 551 554 557 rVvv2 1137 1528 4.02% 0.385%
23 5.485 601 606 608 rBV 1082 2002 5.26% 0.504%
24 5.567 618 620 624 rVB3 860 1206 3.17% 0.304%
25 5.673 636 638 641 rBV3 1336 1612 4.24% 0.406%
26 5.791 655 658 661 rBV3 1321 1699 4_47% 0.428%
27 6.214 727 730 731 rBV 1215 1123 2.95% 0.283%
28 6.238 731 734 737 rVV3 722 1163 3.06% 0.293%
29 6.350 749 753 754 rVvv2 1004 1210 3.18% 0.305%
30 6.403 758 762 764 rVB2 1378 1586 4.17% 0.400%
31 6.467 770 773 775 rBV2 947 1361 3.58% 0.343%
32 7.055 870 873 876 rBV 999 1255 3.30% 0.316%
33 7.308 914 916 918 rBV 1598 1184 3.11% 0.298%
34 7.532 952 954 959 rVB 1694 1480 3.89% 0.373%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 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_D\METHOD\82D080520S .M

Title : SW846 8260

35 7.861 1009 1010 1012 rBV 1243 1232 3.24% 0.310%
36 7.902 1014 1017 1018 rvv2 1850 1508 3.96% 0.380%
37 7.914 1018 1019 1022 rVVv3 2309 2221 5.84% 0.560%
38 7.973 1023 1029 1034 rVB6 5270 11506 30.24% 2.899%
39 8.061 1040 1044 1047 rBV3 1579 2370 6.23% 0.597%
40 8.191 1059 1066 1071 rVB5 4697 10915 28.69% 2.750%
41 8.320 1083 1088 1095 rvVB4 3544 8856 23.27% 2.231%
42 8.438 1104 1108 1109 rBV2 1909 2137 5.62% 0.538%
43 8.597 1132 1135 1138 rVvv2 1071 1371 3.60% 0.345%
44 8.720 1151 1156 1163 rVB4 4676 9605 25.24% 2.420%
45 8§.861 1175 1180 1185 rVv4 6537 10534 27.68% 2.654%
46 9.226 1238 1242 1245 rBV2 657 1239 3.26% 0.312%
47 9.349 1259 1263 1264 rBV2 2501 3076 8.08% 0.775%
48 9.491 1286 1287 1291 rBV2 1728 1829 4.81% 0.461%
49 9.526 1291 1293 1296 rVB3 1570 1600 4._.20% 0.403%
50 9.649 1313 1314 1318 rBV2 1473 1806 4._75% 0.455%
51 9.761 1330 1333 1335 rBvV2 1788 1817 4.78% 0.458%
52 9.814 1340 1342 1344 rBV3 1136 1196 3.14% 0.301%
53 9.891 1353 1355 1358 rBV3 1219 1440 3.78% 0.363%
54 9.967 1366 1368 1370 rvv2 1248 1155 3.04% 0.291%
55 10.008 1373 1375 1380 rVB3 1104 1702 4._47% 0.429%
56 10.120 1391 1394 1396 rVB3 1306 1443 3.79% 0.364%
57 10.167 1400 1402 1405 rBVZ2 1132 1380 3.63% 0.348%
58 10.226 1409 1412 1414 rVB3 1971 2096 5.51% 0.528%
59 10.344 1425 1432 1435 rBvV4 10154 20014 52.60% 5.042%
60 10.396 1437 1441 1448 rVB 21179 38051 100.00% 9.587%
61 10.526 1458 1463 1464 rBV3 2163 3517 9.24% 0.886%
62 10.585 1470 1473 1476 rBv4 2315 3428 9.01% 0.864%
63 10.661 1484 1486 1489 rBV3 1749 2440 6.41% 0.615%
64 10.732 1495 1498 1500 rBV2 1167 1504 3.95% 0.379%
65 10.761 1500 1503 1504 rBVZ2 2319 2150 5.65% 0.542%
66 10.861 1517 1520 1522 rVVZ2 2362 2394 6.29% 0.603%
67 10.914 1527 1529 1530 rBV2 1768 1536 4._.04% 0.387%
68 10.955 1535 1536 1541 rVvv4 2124 2648 6.96% 0.667%
69 11.061 1552 1554 1556 rBV3 1524 1166 3.06% 0.294%
70 11.238 1582 1584 1586 rBV3 1704 1450 3.81% 0.365%
71 11.326 1598 1599 1601 rBV2 2647 1242 3.26% 0.313%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 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_D\METHOD\82D080520S .M
Title : SW846 8260
72 11.349 1601 1603 1606 rBV3 1668 1983 5.21% 0.500%
73 11.443 1617 1619 1621 rVB3 2500 1754 4.61% 0.442%
74 11.643 1649 1653 1657 rVvV 10744 15717 41.31% 3.960%
75 11.743 1667 1670 1673 rBV5 2889 3894 10.23% 0.981%
76 11.814 1679 1682 1684 rBV4 2940 3641 9.57% 0.917%
77 11.861 1688 1690 1692 rVB3 4626 3334 8.76% 0.840%
78 12.138 1735 1737 1738 rBV2 2559 1667 4_.38% 0.420%
79 12.173 1741 1743 1744 rBV2 2564 2144 5.63% 0.540%
80 12.638 1817 1822 1826 rBV6 10401 15388 40.44% 3.877%
81 12.779 1844 1846 1847 rBV2 3681 2592 6.81% 0.653%
82 12.879 1861 1863 1864 rBV2 2573 1889 4._.96% 0.476%
83 12.996 1881 1883 1885 rBV2 4283 4640 12.19% 1.169%
84 13.185 1913 1915 1916 rBV2 4311 2084 5.48% 0.525%
85 13.579 1979 1982 1990 rVB9 8969 16692 43.87% 4_.205%
86 13.761 2011 2013 2014 rBV 3715 2155 5.66% 0.543%
87 13.902 2035 2037 2038 rBV2 4332 2650 6.96% 0.668%
88 14.043 2059 2061 2062 rBV2 4446 2880 7.57% 0.726%
89 14.237 2091 2094 2098 rVB3 6637 8023 21.08% 2.021%
90 14.296 2098 2104 2105 rBv4 9222 13636 35.84% 3.435%
91 14.561 2147 2149 2150 rBVZ2 4451 2824 7.42% 0.711%
92 14.826 2189 2194 2201 rBVS8 9179 23691 62.26% 5.969%
93 15.026 2226 2228 2232 rVB4 4386 4494 11.81% 1.132%
94 15.143 2247 2248 2251 rBV2 3619 4034 10.60% 1.016%
95 15.337 2279 2281 2283 rBV3 2780 2423 6.37% 0.610%
96 15.414 2290 2294 2302 rVB3 7251 15193 39.93% 3.828%
97 16.255 2435 2437 2438 rVV2 1753 1325 3.48% 0.334%
98 16.296 2442 2444 2446 rVB2 2809 1570 4._.13% 0.396%
99 16.426 2464 2466 2467 rBV2 1230 1223 3.21% 0.308%
100 16.731 2517 2518 2520 rVB 2470 1163 3.06% 0.293%

Sum of corrected areas: 396919
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD066140.D
25000

20000
15000

10000
4.14

2.46
2.23
5000 f!' 3.13 3.56 3.73 ‘ 454 4 8FIOENG o ooy 65.79 6226 380
d I“ L"h‘u A ey 0 h.m ‘h YLy TN

Time-->  2.00 2.20 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 640 6.60 6.80

Abundance TIC: VD066140.D
25000 10140

20000 11.64

15000 10.54

1 ‘1
10000 8.86 11.44 I |
8.19 872 10.763%38 dll i ‘
10.5 ')'-u’fﬂh ‘iﬂ

8.32
7.31 7.53 7 ' 80 84486 ‘! 94533 85 ‘1!.‘ “

5000 7.06

0 i Y il

I I I I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VD066140.D
25000

20000 12.64 13.58
.86 14.04 14 30 14.83

12.78 13.0013/18 1%0 1503 1541
15000 1456

l l 37 1514
12117
12.44 ‘

10000 |
l

‘.l

5000

T I I T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path :

Data File : VD066140.D

Aca On : 06 Aug 2020 17:49
Operator : VA/SY

Sample : L3555-01

Misc . 6.32G/5.00mI/MSVOA D/SOIL
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown8.19

R.T. EstConc Area

10915

1 Cvclobutanone. 2.2-dimethvl-

2 1-Pentanol. 2-methvl-

3 1-Butanol. 2-ethvl-

4 n-Butvric acid 2-ethvlhexvl ester
5 Bromoacetic acid, heptyl ester

Concentration Rank 2

Relative to ISTD R.T.
Pentafluorobenzene 7.98
MW  MolForm CAS# Qual
98 C6H100 001192-14-9 35
102 C6H140 000105-30-6 33
102 C6H140 000097-95-0 28

025415-84-3 23
018991-99-6 17

200 C12H2402
236 CO9H17Br02

m/z 43.10 100.00%

7.80 8.00 8.20 8.40 8.60

m/z

7.80 8.00 8.20 8.40 8.60

40.90

67 .49%

m/z

71.10

53.71%

7.80 8.00 8.20 8.40 8.60

m/z

70.20

W

52 .64%

7.80 8.00 8.20 8.40 8.60

m/z 207.00

45_.32%

Abundance Scan 1066 (8.191 min): VD066140.D (-1059) (-)
71
5000 207
98
/ 260
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3257: Cyclobutanone, 2,2-dimethyl-
41
56 70
5000 28
98
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
5000
29 71
56 84
A 101
LB I i e e o S e S RERRER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4438: 1-Butanol, 2-ethyl-
43
5000 70
28
6 84
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Heptane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

8.72 45.59 ug/1 9605 1,4-Difluorobenzene 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 50
2 Oxetane. 2-propvl- 100 C6H120 004468-64-8 38
3 1-Heptene 98 C7H14 000592-76-7 37
4 1-Hexene 84 C6H12 000592-41-6 32
5 Cyclopropane, butyl- 98 C7H14 000930-57-4 28

Abundance Scan 1156 (8.720 min): VD066140.D (-1151) (-) m/z 43.00 100.00%
43
s 1
5000
100
‘ | 207 8.40 8.60 8.80 9.00
R o I e s s m/z 71.10 71.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3973: Heptane
43
57
5000 & U SRR AR
8.40 8.60 8.80 9.00
29 100 m/z 56.10 63.90%
‘ - “ 85
S S S L SR UL I L L B WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 43 8.40 8.60 880 9.00
5000 71 m/z 57.10 57 .40%
G S S L S UL I L L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3297: 1-Heptene
41 56 8.40 8.60 8.80 9.00
m/z 41.00 55.48%
29
5000 70
98
83
0'}?w"'w'"w"'w'"w"'w"'w"'w"'w"'w"'
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

82D080520S-M Fri Aug 07 14:21:17 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown9.35 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.35 14.60 ug/Il 3076 1,4-Difluorobenzene 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanone. 2-ethvl- 98 C6H100 010374-14-8 32
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 25
3 1.5-Pentanediol. 3-methvl- 118 C6H1402 004457-71-0 25
4 6-Dodecene. (E)- 168 Cl12H24 007206-17-9 17
5 1-Dodecanol, 3,7,1l1-trimethyl- 228 C15H320 006750-34-1 17

Abundance Scan 1263 (9.349 min): VD066140.D (-1259) (-) m/z 83.10 100.00%
55 8B
41 69 95
5000
207 9.00 9.20 9.40 9.60
ittt m/z 55.10 83.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3205: Cyclobutanone, 2-ethyl-
41 55
70
5000 27
98 9.00 9.20 9.40 9.60
m/z 41.10 64 .51%
0'”'I'L'lt”hI'M'ﬁi"l”"l”"l”"l”"I”"I”"
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
41 69
55 9.00 9.20 9.40 9.60
5000 - m/z 69.00 62.63%
98
15 83
L L L U S S W S L WL
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8844: 1,5-Pentanediol, 3-methyl-
41 55 9.00 9.20 9.40 9.60
67 m/z 95.10 61.17%
5000 2
82
0"”I'"W""P"'P"??”"I”"I'”'I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl13.00 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.00 13.90 ug/Il 4640 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 43
2 Ethanone. 1-(2-thienvl)-. oxime 141 C6H7NOS 001956-45-2 9
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 9
4 A(1H)-Pvrimidinone. 2.5.6-triamino- 141 C4H7N50 001004-75-7 9
5 4-Hydroxylamino-6-methylpyrimidi... 141 C5H7N302 006220-22-0 9

Abundance Scan 1884 (13.002 min): VD066140.D (-1881) (-) m/z 155.00 100.00%
6 96 128 185
°° 83 e 141
39
5000 103
12.60 12.80 13.00 13.20 13.40
o A e m/z 127 .90 98.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
12.60 12.80 13.00 13.20 13.40
115 150 m/z 69.20 91.82%
76
s @R T e |y
m/z--> 20 40 80 100 120 140 160 180
Abundance
141
84
12.60 12.80 13.00 13.20 13.40
5000 39 m/z 96.10 89.49%
109
124
58 69 97
e L L L S B UL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28762: 2-Thiophenecarboxylic acid, 5-ethyl-
141 12.60 12.80 13.00 13.20 13.40
m/z 111.20 73.83%
5000 156
111
N ) \ srer7r ST | 124 |
m/z--> 20 4'0 ' 80 100 120 140 160 180 12.60 12.80 13.00 13.20 13.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
VD066140.D

06 Aug 2020 17:49

VA/SY

L3555-01

6.32G/5.00mI/MSVOA D/SOIL

13 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

7 unknownl4.24

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.24 24 .03 ug/1 8023 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(2-pvridinvlamino)- 148 C8H8N20 068970-82-1 27
2 Bicvclol3.1.1Theptane. 6-methvl-... 204 C15H24 055123-21-2 10
3 Imidazoll.2-alpvrimidine 119 C6H5N3 000274-95-3 9
4 Acetonitrile. bromo- 119 C2H2BrN 000590-17-0 9
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 9

Abundance Scan 2094 (14.237 min): VD066140.D (-2091) (-) m/z 119.10 100.00%
119
5000 44
148
55 ™ 43 105 135
|| | | ‘ 1] | Il || | O
OW”'W””I””Ph'P“W'JW””J”“P'”P“W'”W””I””P'”P”W m/z 44.00 43.45%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23173: 2-Propenal, 3-(2-pyridinylamino)-
119
5000 8 R SUML SRS B
14.00 14.20 14.40 14.60
51 148 m/z 148.20 31.03%
39 | 67 ‘ 94 105 131
Ow'“w'HM”“ﬁ““W'Mw'“w'“w‘“w'“w'“d'“w”“'v“Tv“'v“w
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
93
a1 14.00 14.20 14.40 14.60
5000 m/z 79.00 28.65%
69
55 79 107
27 133 161
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9095: Imidazo[1,2-a]pyrimidine
119 14.00 14.20 14.40 14.60
m/z 117.10 26.71%
5000
40 65 92
|
Ow'“w'Jwt“w'“M'Lw'““'“w'“w'“w'“”'“w'“'v“'v“'v“w
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl14.30 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.30 40.85 ug/1 13636 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. 4-... 208 C11H1204 023038-61-1 22
2 2.4.5-Trimethvilphenvl isothiocva... 177 C10H11NS 019241-18-0 14
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 12
4 4a.7-Methano-4aH-naphthl1.8a-blo... 220 C15H240 067999-56-8 11
5 Quinazolin-4(3H)-one, 1,2,5,6,7,... 220 C13H20N20 030152-60-4 10
Abundance Scan 2105 (14.302 min): VD066140.D (-2098) (-) m/z 177.00 100.00%
40 177
57 135
5000 77 o1 105 119 148 163
208220
M ‘“| ‘" ‘ h | 14.00 14.20 14.40 14.60
Ob O A s H m/z 40.05 96.97%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #67349: 1,3 Benzenedmarboxylic acid, 4-methyl-, dimethyl ...
177
5000 89 U AR SRR B SRR
149 14. 00 14. 20 14.40 14.60
63 77 117 208 m/z 41.05 71.17%
o/ .‘ﬁ;l.‘,“l‘. -‘-‘. . .H. Illf)ISI -‘”.‘ .“. Ll |1|6|3| ”\I . .1?:.3, S
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
177
162 14.00 14.20 14.40 1460
5000 a9 119 144 m/z 135.10 65.24Y%
. 51 77 91
63
15 103 130
e L U S S W B S S A SRR N
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 14.00 14.20 14.40 14.60
220 m/z 56.90 63.45%
41
5000
67
135 149 163 205
95 107 121 ‘ ‘ 192
Ouuulu‘uuui‘u‘ ‘M ;\ H‘ H “H “\\I\H ol H\ ‘:‘:‘::lu‘uuul‘uu
m/z--> 20 40 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 1

Peak Number 9 unknownl14.83

R.T. EstConc Area Relative to ISTD R.T.
14.83 70.97 ug/1 23691 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9.9-Tetramethvl-2-methvlene-... 190 C14H22 1000186-71-7 43
2 6.7-Dimethvl-3.5.8.8a-tetrahvdro... 164 C11H160 110028-10-9 37
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 32
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 32
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 32

Abundance Scan 2195 (14.832 min): VD066140.D (-2189) (-) m/z 119.00 100.00%
119
134
69
5000 w0 57 9% 148 207
79 109 168
14.60 14.80 15.00 15.20
o} m/z 134.00 64.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53196: 1,5,9,9-Tetramethyl-2-methylene-spiro[3.5]non-5-ene
119
5000
M 105 134 14.60 14.80 15.00 15.20
147 1% 190 m/z 133.10 61.58%
v sl M
Olu‘l‘uu‘i“lu‘u‘ H H ‘:l‘:‘:‘l“uﬁ”u‘il‘u“luu|‘|||=|||“|||||||
m/z--> 20 40 120 140 160 180 200
Abundance
119
91 14.60 14.80 15.00 15.20
5000 134 m/z 69.10 53.45%
41 77 105
51 65 149 164
R L S S L UL L B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- T
119 14.60 14.80 15.00 15.20
m/z 95.90 49_.21%
134
5000
21 %% 51 g5 77 N s AA
0,...JL.U.“M..,”..,”.UI.HM,.”.,..”,..”,.... AN
m/z--> 20 40 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080620\
Data File : VD066140.D

Aca On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl15.03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.03 13.46 ug/Il 4494 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(3-HvdroxvphenvDurea 152 C7H8N202 000701-82-6 43
2 3.4-Diaminobenzoic acid 152 C7H8N202 000619-05-6 38
3 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 000529-00-0 23
4 1-(2-Pvrazinvl)-1-ethanol 124 C6H8N20 094777-52-3 12
5 Phenol, 2-amino-4-nitro- 154 C6H6N203 000099-57-0 12
Abundance Scan 2229 (15.032 min): VD066140.D (-2226) (-) m/z 40.00 100.00%
40 153
96
5000 - 82 | 107 15° 170
69 119 e
|| | |‘ | ‘ | || H| | 14.80 15.00 15.20 15.40
O e e e e A e e e e m/z 153.00 83.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25674: 1-(3-Hydroxyphenylyurea
109
5000
80 14.80 15.00 15.20 15.40
43 135 2 m/z 95.90 54.81%
o...%6,?K.th.?ﬁ,wﬁS.nﬁ.?}.,.lh.f%% | N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152
14.80 15.00 15.20 15.40
5000 g 107 P m/z 151.40 53.71%
53
41 67 96 119
e L L S S L W B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25248: Cyclohexanone, 5-methyl-2-(1-methylethenyl)-
81 14.80 15.00 15.20 15.40
67 m/z 152.00 50.82%
152
5000 4l 109
53 95 137
0----.----‘l‘--“l“‘-.-“H--“l‘---“-.-‘-‘--llz-g’---“.---‘-.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40

82D080520S-M Fri Aug 07 14:21:23 2020 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD080620\
Data File : VD066140.D

Acq On : 06 Aug 2020 17:49

Operator : VA/SY

Sample - L3555-01

Misc : 6.32G/5.00mI/MSVOA_D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080520S .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown8.19 8.19 47 .4 ug/1 10915 1 7.98 11506 50.0
Heptane 8.72 45.6 ug/1 9605 2 8.86 10534 50.0
unknown9 .35 9.35 14.6 ug/I1 3076 2 8.86 10534 50.0
unknown13.00 13.00 13.9 ug/I1 4640 4 13.58 16692 50.0
unknownl14 .24 14.24 24_0 ug/I1 8023 4 13.58 16692 50.0
unknownl14 .30 14.30 40.9 ug/1 13636 4 13.58 16692 50.0
unknownl14 .83 14.83 71.0 ug/l 23691 4 13.58 16692 50.0

4

unknown15.03 15.03 13.5 ug/I 4494
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