LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32921\
Data File : VD0O68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  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 D\Method\82D031921S.M

Title : SW846 8260

Signal : TIC: VDO68716.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.344 61 72 78 rBV 121531 205799 3.77% 0.286%
2 3.038 180 190 204 rBV 599148 1352180 24.76% 1.878%
3 3.409 244 253 269 rVB2 260897 717006 13.13% 0.996%
4 3.615 278 288 297 rBV 106531 255044  4.67%  0.354%
5 3.785 307 317 325 rBV2 49128 123480 2.26% 0.171%
6 3.885 325 334 348 rVB2 185499 500631 9.17% 0.695%
7 4.138 366 377 389 rBV5 37401 126621 2.32% 0.176%
8 4.832 482 495 503 rBV3 29710 109847 2.01% 0.153%
9 4.956 504 516 518 rVV3 149213 414859 7.60% 0.576%
10 5.014 520 526 558 rVB4 272469 1161173 21.26% 1.613%
11 5.491 593 607 621 rBV3 224747 790238 14.47%  1.098%
12 5.809 648 661 664 rBv4 39219 102605 1.88% 0.143%
13 5.997 680 693 705 rBvV2 207081 638111 11.68% ©.886%
14 6.156 710 720 730 rBV3 35717 109188 2.00% 0.152%
15 6.285 730 742 746 rBV4 49753 155056 2.84% 0.215%
16 6.344 747 752 763 rVB 80952 229931 4.21% 0.319%
17 6.491 765 777 784 rBV3 43260 131958 2.42% 0.183%
18 6.608 795 797 815 rVB5 26560 84935 1.56% ©0.118%
19 6.779 815 826 839 rVB4 85494 252847 4.63% 0.351%
20 6.926 839 851 860 rBV2 173064 525606 9.62% 0.730%
21 7.032 860 869 878 rBV 192175 531961 9.74% 0.739%
22 7.732 980 988 998 rVB2 115483 281287 5.15% 0.391%
23 7.920 1009 1020 1024 rBV 520134 1342960 24.59% 1.865%
24 7.979 1024 1030 1038 rVV2 1113106 2868262 52.52%  3.984%
25 8.067 1038 1045 1056 rVB 339899 873813 16.00% 1.214%
26 8.185 1056 1065 1075 rBV2 345997 804619 14.73% 1.117%
27 8.338 1082 1091 1104 rBV2 572337 1626974 29.79%  2.260%
28 8.508 1104 1120 1131 rBV 2121329 5461412 100.00%  7.585%
29 8.602 1131 1136 1145 rVB4 78870 196663 3.60% 0.273%
30 8.720 1147 1156 1171 rVB 315209 728113 13.33% 1.011%
31 8.867 1171 1181 1194 rBV 1503714 3237657 59.28% 4.497%
32 9.020 1202 1207 1214 rVB2 37424 70175 1.28% 0.097%
33 9.132 1214 1226 1241 rVB6 42968 184093 3.37% 0.256%
34 9.355 1248 1264 1269 rBV 575999 1338013 24.50% 1.858%
35 9.408 1269 1273 1281 rVV 349854 670421 12.28% 0.931%

36 9.491 1281 1287 1292 rVV 117531 262039 4.80% 0.364%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32921\
Data File : VD0O68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  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 D\Method\82D031921S.M
Title : SW846 8260
37 9.538 1292 1295 1301 rwV 63422 110288 2.02% 0.153%
38 9.632 1301 1311 1318 rVB5 43568 115821 2.12% 0.161%
39 9.779 1328 1336 1346 rBV 1156401 2288001 41.89% 3.178%
40 9.914 1346 1359 1366 rBV 1404707 3068624 56.19% 4.262%
41  9.979 1366 1370 1374 rBV 178002 274287 5.02% 0.381%
42 10.114 1384 1393 1404 rBV 285142 676332 12.38% 0.939%
43 10.220 1406 1411 1414 rVV2 27353 55460 1.02% 0.077%
44 10.267 1414 1419 1425 rW 377772 694013 12.71% 0.964%
45 10.338 1425 1431 1437 rVV 2227660 4160037 76.17% 5.778%
46 10.402 1437 1442 1455 rVV 2683480 4811847 88.11% 6.683%
47 10.520 1455 1462 1469 rVB2 287185 563669 10.32% 0.783%
48 10.785 1498 1507 1515 rVV6 97204 266374  4.88% 0.370%
49 10.867 1516 1521 1526 rVB3 49913 89116 1.63% 0.124%
50 10.955 1526 1536 1541 rBV3 53053 110894 2.03% 0.154%
51 11.e55 1548 1553 1560 rVvB2 65592 132810 2.43% 0.184%
52 11.355 1599 1604 1608 rBvV3 39765 69536 1.27% 0.097%
53 11.426 1608 1616 1626 rVB3 166964 391517 7.17% 0.544%
54 11.526 1628 1633 1641 rBV 125964 216433 3.96% 0.301%
55 11.643 1645 1653 1661 rBV 2123528 3686807 67.51% 5.120%
56 11.743 1663 1670 1680 rVV 864759 1522156 27.87% 2.114%
57 11.849 1680 1688 1700 rVB 2604924 4936426 90.39% 6.856%
58 12.179 1735 1744 1752 rVV 831945 1465900 26.84% 2.036%
59 12.479 1790 1795 1800 rBV 67282 124258 2.28% 0.173%
60 12.632 1810 1821 1830 rVB 2003157 3728678 68.27% 5.178%
61 12.732 1831 1838 1839 rBV6 38608 76571 1.40% 0.106%
62 12.814 1848 1852 1858 rVB 205595 350766 6.42% 0.487%
63 12.879 1858 1863 1867 rVV 573649 997734 18.27%  1.386%
64 12.914 1867 1869 1872 rVV 275227 360047 6.59% 0.500%
65 12.955 1872 1876 1890 rVB 338732 628252 11.50% ©.873%
66 13.120 1898 1904 1909 rBV 169131 278269 5.10% 0.386%
67 13.208 1916 1919 1922 rVB 45926 58160 1.06% ©0.081%
68 13.267 1922 1929 1934 rBV 838782 1301555 23.83% 1.808%
69 13.426 1944 1956 1960 rBV7 80747 223200 4.09% 0.310%
70 13.573 1973 1981 2003 rVB 2218171 4153091 76.04% 5.768%
71 13.738 2004 2009 2010 rBV2 44752 66706 1.22% ©0.093%
72 13.773 2010 2015 2018 rVvV2 176928 364526 6.67% 0.506%
73 13.808 2018 2021 2032 rVB4 192610 433828 7.94% 0.603%
74 13.967 2043 2048 2053 rBV2 37530 77311 1.42% 0.107%
75 14.026 2054 2058 2061 rBV 46793 66933 1.23% 0.093%

76 14.114 2067 2073 2078 rBV2 95822 182800 3.35% ©.254%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32921\
Data File : VD0O68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  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 D\Method\82D031921S.M

Title : SW846 8260

77 14.220 2087 2091 2096 rVB3 42737 62954 1.15% ©.087%
78 14.473 2132 2134 2138 rVB2 49172 56559 1.04% 0.079%
79 14.708 2169 2174 2178 rBV5 29926 58021 1.06% 0.081%

80 14.820 2187 2193 2200 rBV5 43067 113268 2.07% 0.157%

81 16.484 2470 2476 2483 rBV5 29372 67677 1.24% ©.094%

Sum of corrected areas: 72003089
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\

: VDO68716.D

: 29 Mar 2021 23:40

: VA/SY

: M1836-07

: 10.08G/5.00m1/MSVOA_D/SOIL
: 21 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
. SW846 8260

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: VD068716.D\data.ms

3.038

3.409 3.885 49

2.344 3615 788 4138 483

5.491 5.997
5.809 /\ 6.1568896 491508 17

TIC: VD068716.D\data.ms

8.508

8.867

7.979

2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

Time-->

82D031921S .M

9.020132
‘ e
7.00 7.50 8.00 8.50 9.00

TIC: VD068716.D\data.ms

13.573

12.632

12.879

16.484

T ‘ T T ‘
12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.038 23.57 ug/l 1352180  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 42
3 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 22
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 17
Abundance Scan 190 (3.038 min): VD068716.D\data.ms (-180) (-) m/z 42.95 100.00%
43.0
5000 /\\
o AREEEEEEE SRR
‘ ‘ 72.1 2.80 3.00 3.20 3.40
C
Ol 149 2068 o 41,95 83.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0

5000 H““H“‘H“‘H“‘H
2.80 3.00 3.20 3.40

m/z 57.00  81.59%

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #707: Pentane
43.0

280300320340

90, | 70 /k
O e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: 1,3-Dimethyldiaziridine mwm‘mwm‘m
42.0 2.80 3.00 3.20 3.40

m/z 56.00  28.17%

5000 710

m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.409 12.50 ug/l 717006  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Propane, 1-chloro-2-methyl- 92 C4HoCl 000513-36-0 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
5 Tetrahydrofuran 72 C4H80 000109-99-9 37
Abundance Scan 253 (3.409 min): VD068716.D\data.ms (-244) (-) m/z 43.05 100.00%
43.0
5000
571 721 R e e
‘ ‘ ‘ 3.00 3.20 3.40 3.60 3.80
0“‘_“‘_‘“_“w‘1‘quwlw“‘q“‘w“‘w“u“ m/z 41.95 58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #709: Pentane
43.0
5000 IR RN N
3.00 3.20 3.40 3.60 3.80
27.0 57.0 720 m/z 41.00 56.13%
O\\\‘:\L\S\.O\‘\\\‘\‘“\\\\‘i1\\‘\\w‘\‘\\\\‘!\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #673: Oxirane, ethyl-
42.0
3.00 3.20 3.40 3.60 3.80
5000 m/z 39.00 20.48%
27.0 72.0
57.0
e
O\H‘\;‘H‘HH‘\HM et e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2437: Propane, 1-chloro-2-methyl- T T AT
43.0 3.00 3.20 3.40 3.60 3.80
m/z 57.10 18.92%
5000
27.0
o150 | |l 580 770 g0
e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown5.014 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.014 20.24 ug/l 1161170 Pentafluorobenzene 7.979
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 33
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 28
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 28
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 28
5 Pyrrolidine 71 C4HSN 000123-75-1 28
Abundance Scan 526 (5.014 min): VD068716.D\data.ms (-520) (-) m/z 43.00 100.00%

43.0
71.0
5000
57.0

‘ 4.60 4.80 5.00 5.20 5.40

‘H_HwHH_HwHH_:‘wH‘!‘wHH_mﬁ?;ﬂwwww m/z 71.00  65.58%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1810: Furan, tetrahydro-2-methyl-
71.0
41.0

5000 e
27.0 460480500520540

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0

71.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 41.00 37.46%

o

o

82D031921S.M Tue Mar 30 17

27.0 57.0
0 L ‘ 114.0
‘H_H‘_HW‘HWH‘WHH‘HH_‘H_HW‘HWH‘WHH‘HH_
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3984: Pentane, 3,3-dimethyl- PR e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 70.05 18.74%
71.0
5000
29 0 85.0
oL L0 150 I Y
Hw‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H“ REE S AT, N
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.60 4.80 5.00 5.20 5.40

:45:17 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40

Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pentane, 3-methyl- Concentration Rank 8

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

5.491 13.78 ug/l 790238  Pentafluorobenzene 7.979
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 59
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 53
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 50

Abundance Scan 607 (5.491 min): VD068716.D\data.ms (-593) (-) m/z 57.00 100.00%
57.0

5000 /\
R RARRCARREEESRE SRR
H | 86.0 5.20 5.40 5.60 5.80
Ol el 2070 /7 s6.00 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57.0
5000
29.0 5.20 5.40 5.60 5.80
m/z 41.00 57.67%
|l 880
O\\\‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12744: Pentane, 3-ethyl-2,2-dimethyl-
57.0
N RARRAEERRS SRR
5.20 5.40 5.60 5.80
5000 m/z 72.95 35.33%
29.0
o g0 wso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7655: Pentane, 2,2,3-trimethyl- R AAmEERE T
57.0 5.20 5.40 5.60 5.80
m/z 43.00 24.50%
5000
29.0 ‘ 99.0
OH\M‘\\‘,‘MH““Hm‘\‘\H‘\H\‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentane, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.067 15.23 ug/l 873813  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 47
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 46
5 Heptane 100 C7H16 000142-82-5 43

Abundance Scan 1045 (8.067 min): VD068716.D\data.ms (-1038) (-) m/z 56.00 100.00%
56

.0
5000
‘ ‘ ‘ 85.1 7.80 8.00 8.20 8.40
Ol bl 272071 m/z 43.00  65.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3985: Pentane, 2,3-dimethyl-
56.0
20.0 7.80 8.00 8.20 8.40
m/z 56.95 65.02%
‘ | 85.0
OHH‘\H\HH““H“{\‘Huiuu‘uu“\\\‘HH‘HH“H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0
T AT
7.80 8.00 8.20 8.40
5000 m/z 41.00 54.62%
29.0
Ok 830 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95997: Octane, 1,1'-oxybis-
57.0 7.80 8.00 8.20 8.40
m/z 71.00 42.11%
5000 29.0
84.0
‘ ‘ 112.0
o b T a0 e UL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.185 14.03 ug/l 804619  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Heptane, 3-ethyl-4-methyl- 142 C1eH22 052896-91-0 64
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
5 Butanoic acid, 3-methylbutyl ester 158 C9H1802 000106-27-4 59
Abundance Scan 1065 (8.185 min): VD068716.D\data.ms (-1056) (-) m/z 43.00 100.00%
43.0
R R
100.1 7.80 8.00 8.20 8.40 8.60
(
ol e L2800z 71,05 87.94%
miz-> 50 100 150 200 250
Abundance #3977: Hexane, 3-methyl-
43.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 70.10  81.38%
O 14-0 ‘\“ ““ T \‘8\5‘.\0 i T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #7631: Heptane, 4-methyl-
43.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.00 65.82%
85.0
I R R
miz--> 50 100 150 200 250
Abundance #19219: Heptane, 3-ethyl-4-methyl-
70.0 7.80 8.00 8.20 8.40 8.60
m/z 40.95 56.72%
5000
29.0 113.0
SN O 7" M
m/z--> 50 100 150 200 250 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\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexane, 2,2-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.508 84.34 ug/l 5461410 1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 1120 (8.508 min): VD068716.D\data.ms (-1104) (-) m/z 57.00 100.00%

57.0
5000

M 99.1 8.20 8.40 8.60 8.80
el 2068 7 55,95 33.50%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7651: Hexane, 2,2-dimethyl-
57.0

5000 e
8.20 8.40 8.60 8.80

m/z 41.00  23.65%

290“ 99.0
|
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7656: Pentane, 2,2,4-trimethyl-
57.0 /\j\

820840860880

o

o

29.0 H 99.0
0 W‘”‘Ww”w‘HH”‘W‘”“‘”‘W‘”\””\”‘W‘”‘W‘” /\j\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl- REaEa s R
57.0 8.20 8.40 8.60 8.80

m/z 38.95 8.36%

5000
29.0
d ‘ 99.0
0 ‘_“u_“w“‘“‘H“‘H\‘H“H“‘H“_“‘_“w“‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.779 35.33 ug/l 2288000 1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1336 (9.779 min): VD068716.D\data.ms (-1328) (-) m/z 71.05 100.00%
3.0

43. 71.0
5000
s A/
| ‘ 050 9.50 10.00
Ol 220 119.0 1490 1901 /7 42,95 92.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 /\/L‘ ‘ —4
9.50 10.00
m/z 70.00 70.08%
0 15.0 M M\ \M n 114.0
\\\‘\\\\‘\\1\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43.0 71.0
A ——
9.50 10.00
5000 m/z 40.95 30.94%
97.0
oS0l U L o aeeo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3975: Pentane, 3-ethyl- e —=
43.0 9.50 10.00
m/z 55.00 27.42%
5000 1.0
oltsoll J Ll oo e Ul
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.914 47.39 ug/l 3068620 1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Heptane, 3,3,4-trimethyl- 142 C1leH22 020278-87-9 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 64

Abundance Scan 1359 (9.914 min): VD068716.D\data.ms (-1346) (-) m/z 43.00 100.00%
3.0

5000 85.1
LTI
‘ 10.00
(
ol bl 4 11598588 28LY nyz 71.00  81.92%
m/z--> 0 50 100 150 200 250
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 T T T \M
10.00
85.0 m/z 70.00  77.60%
O 2’.0\ ‘\ H\ ‘\‘ “‘\ ‘\‘ \“\ “ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0
— LY
10.00
5000 m/z 57.00 48.29%
0 H ‘ L \H gS'O 114'0
e o e
m/z--> 0 50 100 150 200 250 \A
Abundance #19203: Heptane, 3,3,4-trimethyl- ‘ =
43.0 10.00
m/z 85.10 42.50%
5000
H‘ | ‘ [ 11?'0 \ A
e e T e e B R e
m/z--> 0 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032921\
Data File : VDO68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.879 12.01 ug/l 997734  1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 1863 (12.879 min): VD068716.D\data.ms (-1858) (-  m/z 105.00 100.00%

105.0
5000
N 1 W
390 /70 12.50 13.00
Obrrr it Ml 4 1378 1750 2079 2508 1/ 199 95 31.21%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000
12.50 13.00
m/z 91.00 11.85%
390 7.0
O \H‘\‘H\“‘H‘\\“‘\‘\HM‘H‘}\“}‘H‘\““\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
== —=
12.50 13.00
5000 m/z 77.00 11.84%
39.0 77.0
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #9424: Benzene, 1-ethyl-4-methyl- = — =
105.0 12.50 13.00
m/z 105.95 8.58%
5000
390 (7.0
0‘H_mﬂ_ﬂwquHLwWmeHM‘HMH‘MHW‘HWH‘WHH‘H == —r=
m/z--> 20 40 60 80 100120140160 180200 220240260 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32921\
Data File : VD0O68716.D

Acqg On : 29 Mar 2021 23:40
Operator : VA/SY

Sample : M1836-07

Misc : 10.08G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031921S.M
Quant Title : 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|
Butane, 2-methyl- 3.038 23. ug/l 1352180 .979 2868260 50.
Pentane 3.409 12. ug/l 717006 .979 2868260 50.
unknown5.014 5.014 20. ug/l 1161170 .979 2868260 50.
Pentane, 3-methyl- 5.491 13. ug/1 790238 .979 2868260 50.
Pentane, 2,3-di... 8.067 15. ug/1 873813 2868260 50.
Hexane, 3-methyl- 8.185 14. 804619 .979 2868260 50.
Hexane, 2,2-dim... 8.508 84. ug/l 5461410 .867 3237660 50.
Pentane, 2,3,4-... 9.779 35. ug/l 2288000 .867 3237660 50.
Pentane, 2,3,3-... 9.914 47. ug/l 3068620 .867 3237660 50.
Benzene, 1l-ethy... 12.879 12. ug/l 997734 .573 4153090 50.
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