LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample : VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D112921S.M

Title : SW846 8260

Signal : TIC: VDO71399.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.044 183 191 201 rBV 154467 353697 9.47% 1.007%
2 3.415 246 254 264 rVB3 17872 41839 1.12% 0.119%
3 4.138 365 377 392 rVB5 25679 84103  2.25% 0.239%
4 4.962 497 517 520 rBV4 130322 421411 11.29% 1.199%
5 5.020 523 527 543 rVB2 164600 486498 13.03%  1.385%
6 5.491 592 607 623 rBV3 162810 568547 15.23% 1.618%
7 5.997 684 693 703 rBV5 23519 68656 1.84% ©.195%
8 6.767 816 824 834 rVB5 16151 47825 1.28% ©0.136%
9 6.926 839 851 861 rBV2 192724 592128 15.86% 1.685%
106 7.032 861 869 881 rVB2 87257 248828 6.66% 0.708%
11  7.732 981 988 997 rVB7 22882 67064 1.80% 0.191%
12 7.914 1009 1019 1023 rBV 454973 1113055 29.81% 3.168%
13 7.973 1023 1029 1037 rVV2 914533 2312994 61.95% 6.583%
14 8.062 1037 1044 1056 rVB 413594 1050663 28.14%  2.990%
15 8.191 1056 1066 1073 rBV 291713 673833 18.05% 1.918%
16 8.326 1080 1089 1099 rVB2 427954 958221 25.66% 2.727%
17 8.503 1102 1119 1130 rVV 968808 2763690 74.02% 7.866%
18 8.597 1130 1135 1144 rVW4 66169 153032 4.10% 0.436%
19 8.720 1146 1156 1164 rVB6 24839 69680 1.87% 0.198%
20 8.861 1169 1180 1192 rBV 1276876 2612454 69.97% 7.435%
21  9.350 1250 1263 1268 rBV 328506 827370 22.16%  2.355%
22 9.403 1268 1272 1280 rVV 229057 440928 11.81% 1.255%
23 9.485 1280 1286 1290 rVV 49165 100315 2.69% 0.286%
24 9.532 1290 1294 1300 rVV4 52720 103559 2.77%  0.295%
25 9.626 1300 1310 1317 rVB5 52773 138220 3.70% 0.393%
26 9.773 1327 1335 1346 rBvV 482295 995525 26.66% 833%
27 9.908 1347 1358 1365 rVW 616843 1305474 34.96% 716%
28 9.973 1365 1369 1371 rVV2 101755 173145 4.64%

29 10.003 1371 1374 1382 rVB 123947 234846  6.29%
30 10.108 1383 1392 1405 rBV 269891 653683 17.51%

P OO WN
N
(o)
w
R

31 10.261 1412 1418 1424 rBV 243614 445964 11.94%
32 10.338 1424 1431 1443 rVV 2009119 3733840 100.00% 10.627%

[y
N
[}
o
I

33 10.455 1443 1451 1455 rWs5 38072 94836  2.54% 0.270%
34 10.514 1455 1461 1468 rVB5 74627 198945 5.33% 0.566%
35 10.679 1484 1489 1492 rBV5 27882 49881 1.34% 0.142%

36 10.779 1498 1506 1514 rVB8 80648 200352 5.37% ©.570%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample : VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D112921S.M
Title : SW846 8260
37 10.855 1514 1519 1526 rVB2 58799 106761 2.86% 0.304%
38 10.950 1526 1535 1541 rBV3 56569 119305 3.20% 0.340%
39 11.050 1547 1552 1560 rVB2 80698 172823 4.63% 0.492%
40 11.191 1572 1576 1580 rVV2 31452 53565 1.43% 0.152%
41 11.238 1580 1584 1590 rVVv3 38315 70711 1.89% 0.201%
42 11.350 1598 1603 1607 rBv2 42830 66390 1.78% 0.189%
43 11.420 1607 1615 1627 rVB2 165274 427770 11.46% 1.217%
44 11.520 1627 1632 1643 rBV2 147572 269371 7.21% 0.767%
45 11.638 1643 1652 1660 rBV 1745596 3089507 82.74%  8.793%
46 11.702 1660 1663 1672 rVB3 40874 82942 2.22% 0.236%
47 11.885 1690 1694 1698 rVB2 52412 74038 1.98% 0.211%
48 12.073 1721 1726 1731 rVB6 31219 54933 1.47% 0.156%
49 12.150 1731 1739 1745 rBV6 49227 100581 2.69% 0.286%
50 12.261 1752 1758 1762 rVB4 46421 80692 2.16% 0.230%
51 12.344 1766 1772 1775 rBV6 23353 44502 1.19% 0.127%
52 12.626 1809 1820 1830 rVB 1320791 2432624 65.15% 6.923%
53 12.767 1838 1844 1846 rBV3 22997 42286 1.13% 0.120%
54 12.944 1865 1874 1881 rBV9 46642 136381 3.65% ©0.388%
55 13.385 1941 1949 1950 rBV6 30094 56017 1.50% 0.159%
56 13.567 1972 1980 1986 rVV 1587019 2640689 70.72% 7.516%
57 13.726 2002 2007 2010 rBV3 33883 55724 1.49% 0.159%
58 13.767 2010 2014 2017 rVV2 33380 50763 1.36% 0.144%
59 13.808 2017 2021 2029 rVB2 39029 72535 1.94% 0.206%
60 14.026 2051 2058 2064 rVBlo 20424 58526 1.57% 0.167%

61 14.102 2064 2071 2076 rBV2 74322 128620 3.44% 0.366%

62 14.214 2084 2090 2095 rVB3 37047 70617 1.89% 0.201%

63 14.426 2119 2126 2132 rVB7 33288 76292 2.04% 0.217%

64 14.696 2168 2172 2177 rBV4 23574 37949 1.02% 0.108%

65 14.820 2185 2193 2197 rBV7 29667 77805 2.08% 0.221%
Sum of corrected areas: 35135820
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\

: VDO71399.D

: 20 Dec 2021 20:11

: VA/SY

¢ VIBLK

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

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.M
Quant Title : SW846 8260

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

Abundance
2000000

1500000

1000000

500000

0
Time-->

Abundance
2000000

1500000

1000000

500000

TIC: VD071399.D\data.ms

3.044 4_5 0 5.491
3.415 4.138 N 5.997 6.767

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
TIC: VD071399.D\data.ms

10.338
11.638

8.861

7.973 8.503

o

Time-->
Abundance
2000000

1500000

1000000

500000

i ‘ =
7.00 7.50 8.00 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VD071399.D\data.ms

9.908
7.914 02 8.326 9.773
026 8.191 9'3.3%3 10.1608.2
/7082 7.732 2¥720 %26 ’ g/'é\ ﬁ
o | ‘8.‘50‘ o 0

13.567

12.626

82D112921S.M

T ’ T T ‘ T T ‘ T
15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.020 10.52 ug/1 486498  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
3 2- Bromopropionic acid, pentyl e... 222 C8H15Br02 086711-73-1 38
4 Pyrrolidine 71 C4HON 000123-75-1 37
5 Pentane, 1-propoxy- 130 C8H180 018641-82-2 25
Abundance Scan 527 (5.020 min): VD071399.D\data.ms (-523) (-) m/z 43.00 100.00%
5000 /\/\\
R
4.60 4.80 5.00 5.20 5.40
o 0 s 1.0 34.24%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #2047: Pentane, 2-methyl-
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘/\\
4.60 4.80 5.00 5.20 5.40
m/z 42.05 30.92%
0\\“\ ‘“’\l‘\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0
R R
4.60 4.80 5.00 5.20 5.40
5000 m/z 39.00 25.72%
o lithoro
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #102362: 2- Bromopropionic acid, pentyl ester RN R e e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 22.52%
5000
107.0
ol ero
m/z--> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 Pentane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.491 12.29 ug/1 568547  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 42
Abundance Scan 607 (5.491 min): VD071399.D\data.ms (-592) (-) m/z 57.10 100.00%
57.1
41.1
5000
R EEBAREEE R
‘ 711 860 5.20 5.40 5.60 5.80
0"_‘H,H‘w‘H\M‘Hﬂmtu‘uﬂﬂ‘u,ulﬁ‘u‘_‘u,u‘w‘ m/z 56.00 83.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000
5.20 5.40 5.60 5.80
07 m/z 41.10 64.28%
Lol 70 seo
O \\‘\\\\’\\\{‘\H\‘}\\\’\\\\‘\H\‘\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
5.20 5.40 5.60 5.80
5000 41.0 m/z 43.00 28.57%
270 71.0
0 14.0 M ‘\ \‘ I ‘ | \“ 85.0 113'0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0 5.20 5.40 5.60 5.80
m/z 39.00 19.02%
5000 41.0
27. 71.0
ol 14, \f , ‘ | 840 990 1130
R B e e ABARRENE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 3 Pentane, 2,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.926 12.80 ug/l 592128 Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 87

2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64

3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64

4 n-Hexane 86 C6H14 000110-54-3 53

5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 851 (6.926 min): VD071399.D\data.ms (-839) (-) m/z 43.05 100.00%

43.0
5000
85.1
69.0 6.60 6.80 7.00 7.20
0l e e m/z 57.10  84.54%
miz-> 20 40 60 80 100 120 140
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
6.60 6.80 7.00 7.20
27.0 85.0 m/z 41.05 67.25%
0 ! H J. 690 ‘ 101.0
\\\\‘\ \\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 60 80 100 120 140
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0
R manwEEsEEE
6.60 6.80 7.00 7.20
5000 85.0 m/z 56.00  49.19%
69.0
A L B R
miz--> 20 40 60 80 100 120 140
Abundance #14598: Pentane, 2,2,3,4-tetramethyl- e ey
57.0 6.60 6.80 7.00 7.20
m/z 42.10 28.75%
5000
41,0
‘ 85.0
oo L wee
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 4 Pentane, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.062 22.71 ug/l 1050660  Pentafluorobenzene 7.979
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 40
4 Pentanal, 3-methyl- 100 C6H120 015877-57-3 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
Abundance Scan 1044 (8.062 min): VD071399.D\data.ms (-1037) (-) m/z 56.00 100.00%
56.0
43.0
5000
71.1
P e
‘ ‘ | 850 1001 7.80 8.00 8.20 8.40
bt bl e SRS M8 sz 43,05 73.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 580
5000
29.0 71.0 7.80 8.00 8.20 8.40
m/z 41.05 69.59%
AEELN | N N !
\\\‘\\\\‘\\\\‘\\\\‘!\\\“\\}‘\\\\“\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

S

Abundance #226: Aziridine, 2-methyl-
28.0 56.0

7.80 8.00 8.20 8.40

5000 m/z 57.60  64.37%
42.0
15\'0 “ H \H“ 1
Ottt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #7567: 2,4-Dimethyl-1-hexene A man A RARE
56.0 7.80 8.00 8.20 8.40
m/z 71.10 35.11%
41.0
5000
27.0
70.0
0 b S0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 5 Hexane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.191 14.57 ug/l 673833  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 50
Abundance Scan 1066 (8.191 min): VD071399.D\data.ms (-1056) (-) 43.05 100.00%
43.0
5000
M ‘ 85.0 7.80 8.00 8.20 8.40 8.60
(
ob— bl iy 1679 207.0 2808 /7 71.05  59.09%

mlz--> 50 100 150 200 250
Abundance #4468: Hexane, 3-methyl-
43.0
5000

7.80 8.00 8.20 8.40 8.60
m/z 41.00 58.28%

014-0 \“ “‘ 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 #4464: Heptane A/\/\/\\
43.0

7.80 8.00 8.20 8.40 8.60

5000 m z 70.00 52.03%
‘ ‘ 100.0
miz-> 50 100 150 200 250
Abundance #8630: Heptane, 4-methyl- R R
43.0 7.80 8.00 8.20 8.40 8.60

m/z 57.10 50.15%

5000
ol %0 us0 I VO

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\VD122021\
Data File : VD@O71399.D

Acqg On : 20 Dec 2021 20:11

Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 6 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1

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

8.503 52.89 ug/l 2763690  1,4-Difluorobenzene 8.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59

Abundance Scan 1119 (8.503 min): VD071399.D\data.ms (-1102) (-) m/z 57.00 100.00%
57.0

S

5000
R R e
‘ 99.0 8.20 8.40 8.60 8.80
O e erbe el b e 295 mjz 55,95 33.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 T T T T T T T T T T
8.20 8.40 8.60 8.80
20.0 m/z 41.00 32.31%
M 99.0
O\‘\\\‘\‘\\\\‘\\\"\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 43.00 19.57%

o
N
©
o

I
. I n |

T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-

57.0 8.20 8.40 8.60 8.80
m/z 39.00 11.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200

290“

-

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 7 2-Hexenal, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.350 15.84 ug/l 827370  1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, (E)- 98 C6H100 006728-26-3 52
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 46
3 Aziridine, 1-(1-propenyl)-, (E)- 83 C5H9N 080839-91-4 43
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 43
5 Cyclobutanone, 2,3,3-trimethyl- 112 C7H120 028290-01-9 30

Abundance Scan 1263 (9.350 min): VD071399.D\data.ms (-1250) (-) m/z 57.05 100.00%

43.1 57.0
83.1
5000
98.0
‘ ‘H H 1121 9.00 9.20 9.40 9.60
Ot et m/z 43.10 97.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #3572: 2-Hexenal, (E)-
41.0
55.0 g9
9.00 9.20 9.40 9.60
98.0 m/z 41.00 82.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8628: Heptane, 2-methyl-
43.0 570
A R RLRRL SRR
9.00 9.20 9.40 9.60
5000 ITI/Z 55.00 58.98%
29.0 700 99.0
oh250 || || sso | 1140
R R L R R ARAR
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1487: Aziridine, 1-(1-propenyl)-, (E)- \Jﬁw*ﬁﬁ‘u“‘u“u“_
41.0 55.0 230 9.00 9.20 9.40 9.60
28.0 ' m/z 83.10 53.05%
5000
‘ 68.0 \
oH"m"‘1‘iw:;‘\"‘m1“_‘ul_"MWWWWW BV SNV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 8 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.773  19.05 ug/l 995525  1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 64

Abundance Scan 1335 (9.773 min): VD071399.D\data.ms (-1327) (-) m/z 43.05 100.00%
0

43.
71.0
5000
H 95.0 9.50 10.00
ol e P2 3882072 myz 71.85  73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 J\f\\ T T T T T \/\
9.50 10.00
m/z 70.05 54.44%
O 15'0 H “‘\ \H | 114'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4466: Pentane, 3-ethyl-
43.0
9.50 10.00
5000 710 m/z 41.18  38.06%
o150 il L 00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14575: Hexane, 3,3,4-trimethyl- = —
43.0 710 9.50 10.00
m/z 55.00 25.41%
5000
‘ 99.0
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\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 9 Pentane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.908  24.99 ug/l 1305470  1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 74
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 64
3 Heptane, 3-ethyl-4-methyl- 142 C1eH22 052896-91-0 59
4 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 53
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 50

Abundance Scan 1358 (9.908 min): VD071399.D\data.ms (-1347) (-) m/z 43.05 100.00%

43.0
5000
85.1
| ‘ ‘ { 10.00
b by 2808 610 57.00%
miz--> 50 100 150 200 250
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
5000
10.00
m/z 71.00 54.32%
ol | | 830 1140
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0 /\/\
=t
10.00
5000 m/z 40.95 39.21%
85.0
ol || ms0
m/z--> 50 100 150 200 250
Abundance #22129: Heptane, 3-ethyl-4-methyl- —%
70.0 10.00
m/z 57.05 39.03%
5000
29.0 113.0
S S " R
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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 10 Heptane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.108 12.51 ug/1l 653683  1,4-Difluorobenzene 8.861
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 72
3 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 59
4 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 59
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 53

Abundance Scan 1392 (10.108 min): VD071399.D\data.ms (-1383) (-  m/z 42.95 100.00%

5000 ?
10.00 10.50
114.2 |
oberddb e 3H0 0L sz s7.05  77.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8629: Heptane, 3-methyl-
43.0
5000 A —
10.00 10.50
m/z 41.00 71.45%
d J 114.0
O\\\ ‘\‘\'\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-
43.0
— ]
10.00 10.50
5000 ITI/Z 85.05 67.76%
8.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22121: Heptane, 3,4,5-trimethyl- — s
43.0 10.00 10.50
m/z 56.00 59.75%
- me/\ﬂ\/\mJ\A\JV\N
e AVAWAAVIR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD122021\
Data File : VD@71399.D

Acqg On : 20 Dec 2021 20:11
Operator : VA/SY

Sample ¢ VIBLK

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D112921S.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|
Pentane, 2-methyl- 5.020 10.5 ug/l 486498 1 7.979 2312990 50.0
Pentane, 3-methyl- 5.491 12.3 ug/l 568547 1 7.979 2312990 50.0
Pentane, 2,4-di... 6.926 12.8 ug/l 592128 1 7.979 2312990 50.0
Pentane, 2,3-di... 8.062 22.7 ug/l 1050660 1 7.979 2312990 50.0
Hexane, 3-methyl- 8.191 14.6 ug/l 673833 1 7.979 2312990 50.0
Butane, 2,2,3,3... 8.503 52.9 ug/l 2763690 2 8.861 2612450 50.0
2-Hexenal, (E)- 9.350 15.8 wug/l 827370 2  8.861 2612450 50.0
Pentane, 2,3,4-... 9.773 19.1 ug/l 995525 2 8.861 2612450 50.0
Pentane, 3-ethy... 9.908 25.0 ug/l 1305470 2 8.861 2612450 50.0
Heptane, 3-methyl- 10.108 12.5 ug/l 653683 2 8.861 2612450 50.0
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