LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 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 Y\METHODS\82Y103019S.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 3.956 355 364 377 rBV 16488 47794 2.33% 0.224%
2 4.712 474 488 495 rBV6 16908 68924 3.36% 0.323%
3 5.237 565 574 590 rVB2 18618 66862 3.26% 0.313%
4 6.694 799 813 825 rBV2 78563 245950 11.99% 1.152%
5 6.797 825 830 841 rVB5 12573 33010 1.61% 0.155%
6 6.999 852 863 872 rBv4 10221 34418 1.68% 0.161%
7 7.529 942 950 960 rVvB4 17470 54777 2.67% 0.257%
8 7.724 970 982 988 rBV2 228281 566207 27.60% 2.653%
9 7.797 988 994 1001 rVvVv 426768 984323 47 .98% 4.612%
10 7.876 1001 1007 1019 rvv2 248569 612944 29.88% 2.872%

11 8.005 1019 1028 1035 rvv2 45338 111997 5.46% 0.525%
12 8.157 1044 1053 1064 rvv4 347899 881153 42.95% 4.128%
13 8.279 1064 1073 1075 rVvv3 49205 113738 5.54% 0.533%
14 8.328 1075 1081 1091 rvVv 230783 620440 30.24% 2.907%
15 8.425 1091 1097 1107 rvVvB2 46924 107382 5.23% 0.503%

16 8.693 1132 1141 1152 rBV 687876 1371881 66.87% 6.427%
17 8.925 1173 1179 1186 rBVS8 14455 36312 1.77% 0.170%
18 9.151 1208 1216 1218 rBV2 88505 167184 8.15% 0.783%
19 9.187 1218 1222 1227 rVV3 132568 273933 13.35% 1.283%
20 9.248 1227 1232 1238 rVV 67569 130863 6.38% 0.613%

21 9.327 1238 1245 1248 rVV2 20004 38395 1.87% 0.180%
22 9.370 1248 1252 1258 rVV3 25126 48842 2.38% 0.229%
23 9.462 1258 1267 1276 rVVv4 56501 141340 6.89% 0.662%
24 9.614 1285 1292 1300 rVB2 155638 302412 14.74% 1.417%
25 9.748 1303 1314 1320 rBV3 180580 418283 20.39% 1.960%

26 9.852 1329 1331 1338 rVB5 25463 49188 2.40% 0.230%
27 9.937 1338 1345 1351 rBV3 57243 145565 7.09% 0.682%
28 9.992 1351 1354 1360 rVB3 28957 51865 2.53% 0.243%
29 10.102 1367 1372 1378 rVB4 39518 86007 4._.19% 0.403%

30 10.181 1378 1385 1392 rBV 1150539 2051674 100.00% 9.612%

31 10.242 1392 1395 1400 rVB 69625 115070 5.61% 0.539%

32 10.303 1400 1405 1408 rBv4 19225 33862 1.65% 0.159%
33 10.346 1408 1412 1414 rBV2 41666 65843 3.21% 0.308%
34 10.516 1436 1440 1446 rVB2 54951 90053 4_.39% 0.422%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
SW846 8260

35 10.608 1446 1455 1463 rBV5 116726 282532 13.77% 1.324%

36 10.705 1467 1471 1476 rVB5 31998 58091 2.83% 0.272%
37 10.858 1491 1496 1499 rBV5 19469 41071 2.00% 0.192%
38 10.906 1501 1504 1510 rVB5 21085 41187 2.01% 0.193%
39 10.998 1510 1519 1522 rBV5 45721 92261 4 _50% 0.432%
40 11.034 1522 1525 1529 rVV 40983 70392 3.43% 0.330%
41 11.089 1529 1534 1539 rVB3 46515 87072 4.24% 0.408%
42 11.144 1539 1543 1547 rBV5 20376 31542 1.54% 0.148%
43 11.193 1547 1551 1556 rVB6 18990 37002 1.80% 0.173%

44 11.290 1556 1567 1576 rVB9 35251 111510 5.44% 0.522%
45 11.486 1593 1599 1609 rBV2 904460 2010494 97.99% 9.419%

46 11.589 1610 1616 1619 rBV2 25274 44002 2.14% 0.206%
47 11.693 1625 1633 1637 rBV2 36444 97857 4.77% 0.458%
48 11.736 1637 1640 1645 rVB4 24231 35419 1.73% 0.166%
49 11.906 1661 1668 1677 rBVS8 24273 60421 2.94% 0.283%
50 11.998 1677 1683 1686 rBv4 50012 113207 5.52% 0.530%
51 12.120 1695 1703 1707 rVB4 45741 88532 4._.32% 0.415%
52 12.199 1711 1716 1718 rVV3 49527 75167 3.66% 0.352%
53 12.229 1718 1721 1727 rVV4 43870 81294 3.96% 0.381%

54 12.327 1727 1737 1741 rVV4 60278 121210 5.91% 0.568%
55 12.394 1742 1748 1756 rVB6 63921 171436 8.36% 0.803%

56 12.479 1756 1762 1768 rBV 631838 1003323 48.90% 4.701%
57 12.571 1768 1777 1784 rBV3 145910 374598 18.26% 1.755%
58 12.638 1784 1788 1796 rVB4 106913 194143 9.46% 0.910%
59 12.729 1797 1803 1806 rBvV4 43055 84760 4._.13% 0.397%
60 12.809 1806 1816 1822 rBV4 227767 596580 29.08% 2.795%

61 12.906 1827 1832 1836 rBV3 103768 163423 7.97% 0.766%
62 12.949 1836 1839 1842 rBV4 24062 30759 1.50% 0.144%
63 13.034 1849 1853 1861 rVB 130171 204351 9.96% 0.957%
64 13.113 1861 1866 1871 rBV 96352 140090 6.83% 0.656%
65 13.162 1871 1874 1879 rVB3 21403 31386 1.53% 0.147%

66 13.217 1880 1883 1886 rBV3 20874 35043 1.71% 0.164%
67 13.315 1891 1899 1903 rBV6 86793 188670 9.20% 0.884%
68 13.363 1903 1907 1911 rVV2 111042 172241 8.40% 0.807%
69 13.418 1911 1916 1930 rVB 629524 1100933 53.66% 5.158%
70 13.662 1952 1956 1959 rBV3 33674 50172 2.45% 0.235%

71 13.741 1963 1969 1974 rBV3 168050 295614 14.41% 1.385%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 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_Y\METHODS\82Y103019S.M

Title : SW846 8260

72 13.875 1985 1991 1993 rBvV4 35617 64504 3.14% 0.302%
73 13.912 1994 1997 2001 rVV5 66669 95915 4.67% 0.449%
74 13.967 2001 2006 2010 rVB2 131966 201000 9.80% 0.942%
75 14.010 2010 2013 2018 rVB3 35468 54044 2.63% 0.253%
76 14.077 2018 2024 2029 rBv4 105131 173352 8.45% 0.812%
77 14.131 2029 2033 2040 rVB6 34792 84056 4._.10% 0.394%
78 14.217 2040 2047 2049 rBv4 40407 91472 4._46% 0.429%
79 14.259 2049 2054 2057 rvv4 70933 147829 7.21% 0.693%
80 14.290 2057 2059 2062 rVvVv 70774 86222 4._.20% 0.404%
81 14.333 2062 2066 2070 rVB 105694 150620 7.34% 0.706%
82 14.375 2070 2073 2076 rBV2 56744 77985 3.80% 0.365%
83 14.418 2076 2080 2084 rVB4 55878 73406 3.58% 0.344%
84 14.607 2108 2111 2116 rVB2 58474 83996 4_.09% 0.394%

85 14.668 2116 2121 2128 rBV4 107328 252689 12.32% 1.184%

86 14.729 2128 2131 2137 rVB3 55539 96393 4._.70% 0.452%
87 14.942 2162 2166 2169 rBV3 65941 100631 4_90% 0.471%
88 15.046 2178 2183 2189 rVB5 57519 117728 5.74% 0.552%
89 15.131 2194 2197 2203 rVB5 22996 43814 2.14% 0.205%
90 15.223 2203 2212 2218 rBV5 45742 132703 6.47% 0.622%

91 15.332 2227 2230 2235 rBV6 21088 41927 2.04% 0.196%
92 15.521 2254 2261 2267 rBV6 25189 65285 3.18% 0.306%
93 15.723 2291 2294 2298 rVB6 30489 42947 2.09% 0.201%
94 15.814 2304 2309 2314 rVB7 19531 36021 1.76% 0.169%
95 15.875 2314 2319 2323 rBV7Y 16710 35130 1.71% 0.165%
96 16.021 2335 2343 2349 rBvVS 38684 92652 4_.52% 0.434%
97 16.223 2370 2376 2382 rBV9 20838 46249 2.25% 0.217%
98 16.284 2382 2386 2392 rVvVv4 22415 48375 2.36% 0.227%
99 16.369 2393 2400 2408 rVB5 55679 136378 6.65% 0.639%
100 16.479 2413 2418 2425 rBV3 40527 85304 4.16% 0.400%
Sum of corrected areas: 21344903
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY000771.D
1000000
800000
600000
400000

200000

6.69
3. 96 4.71 5.24 /\6,/\5

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY000771.D

10118

1000000
11.49

800000
8.69

600000

400000

2 747.88
200000 9.68.7°
46
o7 oo 7 53 8 93 9593391

T T T
Time--> 7 OO 7. 50 9 OO 9 50 10 OO 10.50 11.00 11.50
Abundance TIC: VY000771.D

%

1000000

800000
12.48 13.42
600000

400000

200000

0 T T T T T T 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 : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Pentane, 2,4-dimethyl- Concentration Rank 5

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

6.69 12.49 ug/Il 245950 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 94
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 72
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 812 (6.688 min): VY000771.D (-799) (-) m/z 43.10 100.00%
a3 7
5000
85
69 | 100 6.40 6.60 6.80 7.00
0 ...,....,....,....,....|;.!..5,°..'.:,....',..7.6.,..=.,....i....,....,.. m/z 57.10 95.08%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000
85 6.40 6.60 6.80 7.00
29 ‘ m/z 56.10 56.06%
0 15 || 36|, .50 ) 69 77 | 100
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
57 S e
85 6.40 6.60 6.80 7.00
5000 m/z 41.10 47 .99%
29
0 15 50 71 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3998: Butane, 2,2,3-trimethyl-
57 6.40 6.60 6.80 7.00
43 m/z 85.10 27 .51%
5000
29 85
15
oL 1 H l s0 6976 100 ~
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Pentane, 2,3-dimethyl- Concentration Rank 1

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

7.88 31.14 ug/1 612944 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 45
3 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 39
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 37

Abundance Scan 1008 (7.883 min): VY000771.D (-1001) (-) m/z 56.10 100.00%
56
43
5000 71
85 7.60 7.80 8.00 8.20
o..,....,..??'il...S,O.-.|:,‘??..~!....,..'..,...??9... | m/z 43.10  77.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 7.60 7.80 8.00 8.20
m/z 57.10 73.08%
o sl a0 . es ) 77 B 100
m/z--> 20 30 40 50 60 fo 80 90 100 110 120 130
Abundance
57
760 7.80 8.00 8.20
5000 m/z 41.10 57.74%
41
29 71
0 51 | 63 778 95 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19209: Heptane, 2,2,4-trimethyl-
57 7.60 7.80 8.00 8.20
m/z 71.10 45 .25%
5000
43
29 71 85
0 1 37“‘ 65 | 77 7 o7 127
m/z--> 20 30 40 5'0 60 70 8 90 100 110 120 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2

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

8.33 22.61 ug/1 620440 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 40
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 39

Abundance Scan 1081 (8.328 min): VY000771.D (-1075) (-) m/z 57.10 100.00%
57
5000
41
99 8.00 8.20 8.40 8.60
0 ...,....,....,....,....',|.|...5,9...',..‘?.7,...7.53....,....',....,....,. m/z 56.10 28.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57
5000
8.00 8.20 8.40 8.60
41 m/z 41.10 19.83%
99

29
15 | ,|| 50 J, 69 83 ,
N AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
JASS

8.00 8.20 8.40 8.60

5000 m/z 43.10 12.65%
29 a1
o2 15 48 69 77 84 99 114
T T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7656: Pentane, 2,2,4-trimethyl-
5[7 8.00 8.20 8.40 8.60

m/z 39.00 5.96%

5000
41

5 2 sl 1 s 99

L. N

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Propanoic acid, 2-methyl-, ... Concentration Rank 7

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

9.61 11.02 ug/Il 302412 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2-eth... 200 C12H2402 035061-61-1 78
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 72
3 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 72
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 72
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 72

Abundance Scan 1291 (9.608 min): VY000771.D (-1285) (-) m/z 43.10 100.00%
a3 70
5000 55
84 9.20 9.40 9.60 9.80 10.00
110
o b e 207 Tm/z 70.05  89.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexy! ester
a3
71
5000
29 57 9.20 9.40 9.60 9.80 10.00
83 m/z 71.10 89.09%
0 | 100 1}2 127 139 157
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
43 71
9.20 9.40 9.60 9.80 10.00
5000 57 m/z 55.05 47 .14%
29
o 85 99 112 129 155
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #12715: Hexane, 3,3,4-trimethyl-
43 57 7 9.20 9.40 9.60 9.80 10.00
m/z 41.05 40.32%
5000
29
9
0 ‘\ n \‘M ol 83 1:!'3 128
m/z--> 20 40 60 8 100 120 140 160 180 200 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 5 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

9.75 15.24 ug/I1 418283 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 64
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 59
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 59

Abundance Scan 1314 (9.748 min): VY000771.D (-1303) (-) m/z 43.10 100.00%
a3
71
5000 57
85
99 9.40 9.60 9.80 10.00
Obreprrreprrerprrrhilerr et el et e e || m/z . 71.10 63 95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7657: Pentane, 2,3,3-trimethyl-
a3
5000
57 71 9.40 9.60 9.80 10.00
27 85 m/z 70.10 56.71%
I A ‘ 99
L B B R AR RN SRR AL RN A LA LA BARAN AARAN LARAN SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 71
9.40 9.60 9.80 10.00
5000 57 m/z 57.10 41 _32%
29
o 85 99 112 129 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 7 9.40 9.60 9.80 10.00
m/z 41.10 32.38%
5000
27 55
ol 15 || JM les | 8 o7 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 6 Bicyclo[2.2_.1]heptane, 1,7,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.57 17.01 ug/Il 374598 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptane. 1.7.7-tri... 138 C10H18 000464-15-3 81
2 Cvclohexene. 3-methvl-6-(1-methy... 138 C10H18 001124-26-1 68
3 Cvclohexene. 4-methvl-1-(l1-methy... 138 C10H18 000500-00-5 68
4 Cvclohexene., 3-methvl-6-(1-methy... 138 C10H18 005256-65-5 59
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 59
Abundance Scan 1777 (12.571 min): VY000771.D (-1768) (-) m/z 95.05 100.00%
95
5000 81
123

|‘ ||| |h 1T9 |‘ 12.20 12.40 12.60 12.80
T o o """'i iy |---'=I'--------.----.----. m/z 81.10 44_73%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16971: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
9%
5000 LA L L L L L L
123 12.20 12.40 12.60 12.80
138 m/z 67.10 39.73%
T
0 ! | P A Iy
BA B B e e B e AL BARSS amas s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
R LA B EaE m e
12.20 12.40 12.60 12.80
5000 m/z 55.05 32.43%
67 8l 138
4 55 123
21 109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)- R B e o
g1 9 12.20 12.40 12.60 12.80
m/z 123.10 31.41%
5000 67
41
123 138
15 M ‘J \w \ L 109
0 ”,.”.,”..“..w...w..”,.”.,”..“...“..w..”,.”.,”..“..w..”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 7 unknownl2.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.64 8.82 ug/Il 194143 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 47
2 5-Undecene. (E)- 154 C11H22 000764-97-6 43
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 30
4 2.3.6-Trimethvlhept-6-en-1-ol 156 C10H200 1000111-57-0 27
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 27
Abundance Scan 1788 (12.638 min): VY000771.D (-1784) (-) m/z 69.10 100.00%
9
55
125
5000 41 81
95
109 12.40 12.60 12.80 13.00
o i, 188 196 207 Tq/z 55.10 75.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28296: 2-Octen-1-ol, 3,7-dimethyl-
4
5000 o> LRI SURILLE BB BULLN
12.40 12.60 12.80 13.00
m/z 70.10 70.00%
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
41 69 LRI UL BRI BULLLN
12.40 12.60 12.80 13.00
5000 m/z 67.10 60.28%
29 83 o7 154
14 111 126
G S S I UL WL I L B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1495: Pentane, 3-methylene- AR e e Bt
41 69 12.40 12.60 12.80 13.00
55 m/z 125.10 57.21%
5000 84
27
Ok L B L AL B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Decane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.03 9.28 ug/l 204351 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 80
2 Oxalic acid. bis(2-ethvlhexvl) e... 314 C18H3404 1000309-39-0 59
3 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 53
4 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 49
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 47
Abundance Scan 1852 (13.028 min): VY000771.D (-1849) (-) m/z 71.10 100.00%

43 7
57
5000
12.80 13.00 13.20 13.40

Obrprrrrprrrrprrrbr it e m/z 43.10 79.54%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28426: Decane, 4-methyl-

43 71
57

12.80 13.00 13.20 13.40
m/z 57.10 62.38%

5000

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
71 B N
12.80 13.00 13.20 13.40
5000 43 m/z 70.10 43.77%
29 112
83
o 97 129 157
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19216: Heptane, 5-ethyl-2-methyl- R EARE R
43 5 71 12.80 13.00 13.20 13.40
m/z 41.10 37.67%
5000
29
‘ 113
0..,”..“..q..”hl:”,HM:,”.JL...“%?W..gﬁ.”. w...?%7.”.,”..“..q..” A E———
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 9 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.13 ug/l 201000 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 81
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 81
Abundance Scan 2007 (13.973 min): VY000771.D (-2001) (-) m/z 119.10 100.00%
119
5000
134
g 73 105 | 116077 19907 251267 13.60 13.80 14.00 14.20
O prrrr et bl 148163177193207 251900 1 777134 15 31.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14812: o-Cymene
119
5000
134 13.60 13.80 14.00 14.20
01 m/z 91.10 17.07%
o 2741 6377 | 105
m/z--> 0 20 40 éo 85 100 120 140 160 180 200 220 240 260
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.10 12.68%
134
91

0 27 41 63 77 | 105

mwmﬁwmwmﬁ
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-

13.60 13.80 14.00 14.20
m/z 73.05 10.80%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000771.D

Aca On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .67 11.48 ug/Il 252689 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 70
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 70
3 o-Cvmene 134 C10H14 000527-84-4 70
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 70
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70
Abundance Scan 2121 (14.668 min): VY000771.D (-2116) (-) m/z 119.10 100.00%
119
5000
134
91 148
39 51 65 77 105 14.40 14.60 14.80 15.00
0 | aesarr 209 m/z 134.15 28.97%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 14.40 14.60 14.80 15.00
o a m/z 117.05 25.96%
27 65 77 105
.%.?i...ﬂh?&wd.”h.i.,h.UL.ﬂh“......w...w..”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
119
14.40 14.60 14.80 15.00
5000 m/z 133.20 23.11%
134
, 1527 39 51 65 77 9 105
O P e T T T T e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14806: o-Cymene
119 14.40 14.60 14.80 15.00
m/z 91.05 18.12%
5000 o1
134
39 51 65 77 ‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY112119\
Data File : VY000771.D

Acq On : 21 Nov 2019 16:26

Operator : SY/MD

Sample - K5948-01

Misc : 6.32G/5ML/MSVOA_Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .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]
Pentane, 2,4-dime... 6.69 12.5 ug/I1 245950 7.80 984323 50.0
Pentane, 2,3-dime... 7.88 31.1 ug/l 612944 7.80 984323 50.0
Butane, 2,2,3,3-t... 8.33 22.6 ug/I1 620440 8.69 1371880 50.0
Propanoic acid, 2... 9.61 11.0 ug/I1 302412 8.69 1371880 50.0
Pentane, 2,3,3-tr... 9.75 15.2 ug/I1 418283 8.69 1371880 50.0

ArBEADBEADNNNPRPRE
=
w
N
N

Bicyclo[2.2.1]hep... 12.57 17.0 ug/l 374598 1100930 50.0
unknownl12 .64 12.64 8.8 ug/l 194143 13.42 1100930 50.0
Decane, 4-methyl- 13.03 9.3 ug/l 204351 13.42 1100930 50.0
0-Cymene 13.97 9.1 ug/l 201000 13.42 1100930 50.0
Benzene, l-ethyl-... 14.67 11.5 ug/l 252689 13.42 1100930 50.0
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