LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/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\82D040920S.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 1.956 3 6 21 rVB 453907 635568 21.87% 3.337%
2 7.920 1008 1020 1025 rBV 387711 920332 31.67% 4.832%
3 7.985 1025 1031 1040 rVvB 478686 1058382 36.42% 5.557%
4 8.338 1081 1091 1101 rBV 290864 657194 22.61% 3.451%
5 8.867 1172 1181 1200 rBV 864199 1743885 60.01% 9.156%
6 9.326 1249 1259 1261 rBV6 21361 44299 1.52% 0.233%
7 9.632 1299 1311 1321 rBV6 25487 65216 2.24% 0.342%
8 9.920 1353 1360 1364 rBv4 16206 31869 1.10% 0.167%
9 10.103 1382 1391 1396 rBV6 31226 71340 2.45% 0.375%
10 10.144 1396 1398 1406 rVB3 17161 30851 1.06% 0.162%
11 10.255 1408 1417 1424 rBvV8 9936 29124 1.00% 0.153%

12 10.344 1424 1432 1448 rBV 1546357 2906089 100.00% 15.258%
13 10.514 1454 1461 1470 rVB3 78349 204274 7.03% 1.073%
14 10.644 1472 1483 1485 rBV6 20698 52265 1.80% 0.274%
15 10.685 1485 1490 1496 rVB2 86099 152114 5.23% 0.799%

16 10.779 1500 1506 1511 rBV3 77703 154761 5.33% 0.813%

17 10.867 1517 1521 1526 rVB3 21540 36573 1.26% 0.192%
18 11.055 1548 1553 1561 rVB2 30536 69237 2.38% 0.364%
19 11.132 1561 1566 1568 rBV3 29695 51822 1.78% 0.272%
20 11.161 1568 1571 1575 rVv2 21107 29759 1.02% 0.156%
21 11.249 1580 1586 1591 rVvVv 192391 353927 12.18% 1.858%
22 11.302 1591 1595 1599 rVV3 41815 72774 2.50% 0.382%
23 11.355 1599 1604 1608 rVv4 49821 97434 3.35% 0.512%
24 11.397 1608 1611 1615 rVV5 25055 48259 1.66% 0.253%
25 11.455 1615 1621 1629 rVB3 85262 180410 6.21% 0.947%
26 11.526 1629 1633 1638 rBV3 27583 43930 1.51% 0.231%
27 11.649 1646 1654 1663 rBV 1466346 2505252 86.21% 13.154%
28 11.738 1666 1669 1673 rVV2 19286 29755 1.02% 0.156%
29 11.785 1673 1677 1680 rVV3 41345 58132 2.00% 0.305%
30 11.832 1680 1685 1688 rVV5 32906 63144 2.17% 0.332%

31 11.891 1691 1695 1708 rVB3 120488 376272 12.95% 1.976%
32 11.997 1708 1713 1717 rBvV4 19884 41306 1.42% 0.217%
33 12.055 1717 1723 1732 rVB4 50775 119590 4.12% 0.628%
34 12.161 1732 1741 1747 rBV4 125067 321022 11.05% 1.685%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/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\82D040920S .M
Title : SW846 8260
35 12.320 1763 1768 1769 rBV3 38919 46453 1.60% 0.244%

36 12.361 1769 1775 1778 rBV2 102519 190934 6.57% 1.002%
37 12.638 1816 1822 1830 rBV 1215928 1949594 67.09% 10.236%

38 12.720 1830 1836 1841 rBV6 42983 90141 3.10% 0.473%
39 12.802 1845 1850 1858 rVB4 98416 194090 6.68% 1.019%
40 12.885 1858 1864 1868 rBV7 39943 93977 3.23% 0.493%
41 12.961 1870 1877 1885 rBVS8 92490 226434 7.79% 1.189%
42 13.067 1891 1895 1899 rBV3 39776 72427 2.49% 0.380%
43 13.196 1913 1917 1920 rBV6 21321 36795 1.27% 0.193%
44 13.279 1926 1931 1935 rBV3 29450 56301 1.94% 0.296%
45 13.473 1958 1964 1968 rVV5 38765 85437 2.94% 0.449%
46 13.520 1969 1972 1976 rVVv2 28521 45884 1.58% 0.241%

47 13.585 1976 1983 1992 rVB 1530993 2505979 86.23% 13.157%
48 13.902 2033 2037 2044 rBV4 61976 112792 3.88% 0.592%

49 14.120 2068 2074 2080 rVB8 19915 41334 1.42% 0.217%
50 14.291 2099 2103 2111 rVBS8 20880 41383 1.42% 0.217%
Sum of corrected areas: 19046116
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
VD065625.D

13 Apr 2020 19:10

VA/SY

L2230-03

7.41G/5.00mI/MSVOA D/SOIL

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

1.96

400000

200000

TIC: VD065625.D

0

Time-->

2.00 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 640 6.60 6.80

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VD065625.D

10.34 11.65

8.87

105ﬂ0ﬁ@78

9 33 9 63 9 gleolQ@ A4/10. 8

o

ok
Time-->

I
9.00 9 50 10 OO 10.50 11.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000; gg

TIC: VD065625.D

12.64

12.1612.36

0
Time-->

12.00

T T —T I LA T
12.50 13.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .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 1 Ethane, 1,1-difluoro- Concentration Rank 1

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

1.96 30.03 ug/1 635568 Pentafluorobenzene 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1-chloro-1.1-difluoro- 100 C2H3CIF2 000075-68-3 9
3 Difluorochloromethane 86 CHCIF2 000075-45-6 4
4 2-p-Nitrobenzovl-1.3.5-tribenzvl... 569 C33H31NOS8 1000129-85-6 4
5 Ethanamine, N-chloro-N,1,1-trifl... 133 C2H3CIF3N 016276-45-2 4

Abundance Scan 7 (1.962 min): VD065625.D (-3) (-) m/z 51.00 100.00%
g1 ﬂ
65
5000
40| 207 2.00 2.10 2.20 2.30 2.40
O L B e o e oS A m/z 65.00 54 _.35%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
2.00 2.10 2.20 2.30 2.40
m/z 47.00 25.38%
o2 ® i
I I I S U B A S AR AR R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
65
2.00 2.10 2.20 2.30 2.40
5000 m/z 45.00 17.66%
45
31 85
99
B U U S UL B I L B WA W
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1839: Difluorochloromethane
51 2.00 2.10 2.20 2.30 2.40
m/z 46.00 7.00%
5000 /\
67
0 13 ‘3\-}\ | ‘\ 85
m/z--> c') 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 1&'30 2(')0 2'00 210 2'20 250 2110
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .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 2 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.25 7.06 ug/l 353927 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 93
2 2-Thiophenecarboxvlic acid. 3-tr... 310 C18H3002S 1000280-66-0 72
3 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 68
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 64
5 Bruceantin 548 C28H36011 041451-75-6 59
Abundance Scan 1586 (11.249 min): VD065625.D (-1580) (-) m/z 111.05 100.00%
111
69
5000 4 55
& 11.00 11.20 11.40 11.60
95 126 : : : :
0 it | m/z 69.05  65.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 S°
11.00 11.20 11.40 11.60
97 83 m/z 55.00 39.64%
0 .}?,.U..‘N..JJ,.MM.,‘:.??,..l.,%2§..,....,.. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
'~ 11.00 1120 11.40 11.60
5000 41 m/z 41.00 36.28%
29 55
83 129
69
o 97 139 169 182 199
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11570: 1,1,4-Trimethylcyclohexane R e B e s
9 111 11.00 11.20 11.40 11.60
m/z 56.00 18.25%
5000 55
41
83
TN N A T N B 4 7V VA LA VA W
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .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 Furan, 2,3-dihydro-4-(1-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.89 7.51 ug/l 376272 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2.3-dihvdro-4-(1-methvlpr... 126 C8H140 034379-54-9 53
2 4.4-Dimethvl-oct-5-enal 154 C10H180 1000143-73-6 50
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 50
4 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 47
5 Thiophene, 2-propyl- 126 C7H10S 001551-27-5 47
Abundance Scan 1695 (11.891 min): VD065625.D (-1691) (-) m/z 97.05 100.00%
97
55
5000
41 67 g 126
110 11.60 11.80 12.00 12.20
0 m/z 55.05 69.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11491: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)-
97
5000 41 A DU BN SRR S
11.60 11.80 12.00 12.20
126 m/z 67.00 24 .73%
18 %ﬁ | 6? 79 111
RN A AR A ARARS N AR AL R AL LA AL SRR LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
97 11.60 11.80 12.00 12.20
5000 m/z 126.10 21.72%
41 69
81 126
. 110 139 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97 11.60 11.80 12.00 12.20
m/z 81.00 19.83%
5000
41 69 126
0"|“"|“ﬁjv"hth'w'wyw"”ﬁ"“?%“g?“llv"}ﬁ%'w'"w"“l'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20

82D040920S.M Tue Apr 14 14:13:26 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041320\
Data File : VD065625.D

Aca On : 13 Apr 2020 19:10

Operator : VA/SY

Sample : L2230-03

Misc : 7.41G/5.00mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .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 cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.16 6.41 ug/Il 321022 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 74
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 72
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 72
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
Abundance Scan 1741 (12.161 min): VD065625.D (-1732) (-) m/z 97.10 100.00%
55 g7
5000 M 69
126
83 11.80 12.00 12.20 12.40
111
0 ,..-..,:'|'...1‘,‘9...,....,....,230.7.. m/z 55.00 88.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
5000 R U UM RIS B
11.80 12.00 12.20 12.40
‘ 126 m/z 41.00 39.30%
0 Lyl \ | w ‘
"'P"'I"”I""I”"I"'W""I'”'I"'W""I'”'
m/z--> 20 80 100 120 140 160 180 200
Abundance
55 97
1180 12.00 12.20 12.40
5000 m/z 69.00 37.41%
41 69 126
1a 2 81 111
G S S UL S UL UL B B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane L B O e e
55 o7 11.80 12.00 12.20 12.40
m/z 43.10 25.90%
5000
41 69 126
81
m/z--> 20 60 80 100 120 140 160 180 200 1180 12.00 12,20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD041320\
Data File : VD065625.D

Acq On 13 Apr 2020 19:10

Operator : VA/SY

Sample - L2230-03

Misc : 7.41G/5.00mI/MSVOA_D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040920S .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,1-diflu... 1.96 30.0 ug/I1 635568 1 7.98 1058380 50.0
Cyclohexane, 1,1,... 11.25 7.1 ug/l 353927 3 11.65 2505250 50.0
Furan, 2,3-dihydr... 11.89 7.5 ug/l 376272 3 11.65 2505250 50.0
cis-1-Ethyl-3-met... 12.16 6.4 ug/Il 321022 3 11.65 2505250 50.0
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