LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 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 W\METHOD\82W100119S.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 4.135 352 366 398 rBVY 2621412 8343190 11.18% 3.190%
2 5.220 527 544 569 rBV2 291400 1689589 2.26% 0.646%
3 7.921 971 987 998 rBV3 1214948 3663001 4.91% 1.401%
4 8.031 998 1005 1015 rVB 359084 893291 1.20% 0.342%
5 8.153 1015 1025 1034 rBV 1565245 3523763 4.72% 1.347%
6 8.689 1104 1113 1124 rBVY 1109714 2250628 3.02% 0.861%
7 8.841 1130 1138 1144 rBV 394905 796404 1.07% 0.305%
8 9.433 1224 1235 1243 rVB 903847 1829241 2.45% 0.699%
9 10.213 1355 1363 1373 rBVY 1065845 1937029 2.60% 0.741%
10 10.323 1373 1381 1385 rBvV 711167 1323466 1.77% 0.506%

11 10.390 1385 1392 1404 rVB 21648313 39895494 53.45% 15.255%
12 10.506 1404 1411 1416 rBV 535644 889406 1.19% 0.340%
13 10.573 1416 1422 1433 rBV 4829707 8218828 11.01% 3.143%
14 11.408 1551 1559 1571 rVB3 446702 1099800 1.47% 0.421%
15 11.731 1605 1612 1616 rBV 534714 905777 1.21% 0.346%

16 11.841 1622 1630 1639 rVB3 2770916 5285364 7.08% 2.021%
17 12.164 1671 1683 1690 rBv4 724001 2076435 2.78% 0.794%
18 12.249 1690 1697 1703 rVvV3 508054 1026431 1.38% 0.392%
19 12.365 1713 1716 1727 rVB5 374904 1010638 1.35% 0.386%
20 12.524 1736 1742 1747 rBV 3594774 6201919 8.31% 2.371%

21 12.865 1791 1798 1801 rVV 1353097 2205102 2.95% 0.843%
22 12.932 1801 1809 1815 rVB2 3013043 5993521 8.03% 2.292%
23 13.030 1821 1825 1830 rVB 717672 1000397 1.34% 0.383%
24 13.103 1830 1837 1843 rBV 475371 1128687 1.51% 0.432%
25 13.164 1843 1847 1854 rVB3 732357 1228497 1.65% 0.470%

26 13.249 1854 1861 1866 rBV 1566782 2544444 3.41% 0.973%
27 13.444 1887 1893 1897 rBV4 488353 898536 1.20% 0.344%
28 13.646 1920 1926 1932 rBV 2107561 3289935 4.41% 1.258%
29 13.871 1959 1963 1969 rBV 1861119 2719603 3.64% 1.040%
30 14.529 2063 2071 2079 rVB2 41071101 74644256 100.00% 28.542%

31 14.725 2093 2103 2107 rBV5 651335 1161355 1.56% 0.444%
32 14.779 2107 2112 2121 rVV 6066950 9255717 12.40% 3.539%
33 15.206 2177 2182 2197 rVB2 566340 1137617 1.52% 0.435%
34 16.157 2329 2338 2357 rVB2 29221072 61456019 82.33% 23.499%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S.M
SW846 8260

Sum of corrected areas: 261523380
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial :© 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S.M
SW846 8260

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

Abundance TIC: VW013422.D
4e+07

3e+07

2e+07

le+07

4.14
5.22

e e - oSS

Time-->  2.00 2.20 2.40 2.60 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40 6.60 6.80
Abundance TIC: VW013422.D
4e+07

3e+07

10.39
2e+07

le+07
10.57

" 11
79%0? 869884 9.43 10.36. 5210, 1141 1173
B SR SS

e m—— AN O . A\ NI S S A ST L

1 I
Time--> 7.00 7.50 8 OO 8.50 9 OO 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VW013422.D
4e+07 14.53

3e+07 16.16

2e+07

le+07

12.52 13.65 13.87

251344

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 W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Heptane Concentration Rank 5

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

8.69 141.30 ug/l 2250630 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 53
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
4 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 47
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 1113 (8.689 min): VW013422.D (-1104) (-) m/z 43.05 100.00%
43
71
57
5000
100 \/I\III

8.40 8.60 8.80 9.00

| .

0..,....,....,....|i.:..,.-.l..,....,:...,..-..,....,|....,....,....,....,....,....,...., m/z 71.10 63.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3973: Heptane
43
57
5000 71 \|||/||\|||||||||||||||||
8.40 8.60 8.80 9.00
29 m/z 41.05 56.07%
100
‘ L W 85
O e T P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
8.40 8.60 8.80 9.00
5000 = m/z 57.05 53.74%
29
0 87 103 115 131 161
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3974: Hexane, 3-methyl-
a3 8.40 8.60 8.80 9.00
m/z 56.10 33.07%
57 71
5000
29
s 1| | & o
0”P”q”upuquupuqu”p”q””puﬂ”u.”.”upuquupuq””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 2-Hexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.57 453.69 ug/Il 8218830 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
3 2-Octanol 130 C8H180 000123-96-6 64
4 2-Octanol. (R)- 130 C8H180 005978-70-1 64
5 2-Octanol, (S)- 130 C8H180 006169-06-8 64
Abundance Scan 1422 (10.573 min): VW013422.D (-1416) (-) m/z 45.00 100.00%
45
5000
o | e o o o e T
o..,....,....,...3.$,|!!.~.,..'!'.,....,...?,9.!.'.,...??9...1,??..,....,.... m/z 43.10 25.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4404 2-Hexanol
45
5000
10.20 10.40 10.60 10.80
69 m/z 69.10 22.14%
o 1927 3y, 8 | 8 a0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
10.20 10.40 10.60 10.80
5000 m/z 41.10 18.10%
27 69
o 18 38 57 87 101
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13634: 2-Octanol
45 10.20 10.40 10.60 10.80
m/z 39.05 8.39Y%
5000
55 97
o 2 a71l| | 6370 77 84 12 159
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 80 9'0 1(')0 110 150 1:;0 10.20 10.40 10.60 10.80 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Octane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.41 60.71 ug/1 1099800 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 90
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 59
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 59
5 Dichloroacetic acid, 4-methylpen... 212 C8H14Cl1202 1000282-43-7 59

Abundance Scan 1559 (11.408 min): VW013422.D (-1551) (-) m/z 43.10 100.00%
43
5000 S
85
113 128 11.00 11.20 11.40 11.60 11.80
3 SN ..“,..l':.,l...9?....,....,....,....,....,....2,2.1. m/z 57.05 49.50%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #12671: Octane, 2-methyl-
43
5000 o7
7 11.00 11.20 11.40 11.60 11.80
m/z 71.10 43.58%
o H ‘ \ ‘ 99 1% 128
m/z--> 20 b 60 80 100 120 140 160 180 200 220
Abundance
43
11.00 11.20 11.40 11.60 11.80
5000 85 m/z 41.05 35.41%
57 71
29
ol 15 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12714: Hexane, 2,3,4-trimethyl-
43 11.00 11.20 11.40 11.60 11.80
m/z 85.10 33.42%
5000 57 71 85
ol 14 H I 99 128
m/z--> 20 40 60 86 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Octane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.25 56.66 ug/1l 1026430 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 87
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 80
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 80
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
Abundance Scan 1697 (12.249 min): VW013422.D (-1690) (-) m/z 57.05 100.00%
7
43 71
5000
85 1 12.00 12.20 12.40 12.60
) E— L %8 L 127 M2 169 | hz7 43.10  66.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000
43 12.00 12.20 12.40 12.60
29 113 m/z 71.10 66 .55%
0 \‘ \‘\ IIl Ay 8\\5 99 | 127 142
miz--> 20 40 60 8 100 120 140 160
Abundance
57
71
a1 12.00 12.20 12.40 12.60
5000 m/z 41.10 38.13%
29 a5 113
0 15 97 127 142
miz--> 20 40 60 8 100 120 140 160
Abundance #19170: Nonane, 3-methyl-
57 12.00 12.20 12.40 12.60
43 m/z 56.05 30.94%
71
5000 29
113
0 15 ‘\ “ “ I \‘ I ?\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 unknownl2.37 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.37 55.79 ug/1 1010640 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 47
2 But-3-en-1-vnvl methvl sulfide 98 C5H6S 1000298-90-8 38
3 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 27
4 1H-1.2.4-Triazol-5-amine. 1-methvl- 98 C3H6N4 015795-39-8 22
5 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 17
Abundance Scan 1717 (12.371 min): VW013422.D (-1713) (-) m/z 83.10 100.00%
55
5000 a1 69 o8
126
12.00 12.20 12.40 12.60
ol ke B8 | de2 27 "m/z 55.10 66.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98 B e o e R

12.00 12.20 12.40 12.60
m/z 57.10 49.21%

29 85
da DL L ® e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
98
39
83 12.00 12.20 12.40 12.60
5000 m/z 56.10 47 .36%
15 50 69
o] SN TSN AN N S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84850: 4,4-Dimethyl-2-pentanol, chlorodifluoroacetate
57 12.00 12.20 12.40 12.60
m/z 69.10 42 _.74%
5000 83
41
29 ‘ 99
ol 15 T |, 69 | 9 129 157 171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 12. OO 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Di-tert-butyl sulfide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.52 342.35 ug/Il 6201920 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-tert-butvl sulfide 146 C8H18S 000107-47-1 64
2 Propanethioic acid. S-(2-methvlp... 146 C7H140S 002432-48-6 52
3 Propane. 1.1°-thiobisl2-methvl- 146 C8H18S 000592-65-4 45
4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 38
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 38
Abundance Scan 1741 (12.518 min): VW013422.D (-1736) (-) m/z 57.10 100.00%
57
5000
41
148 12.20 12.40 12.60 12.80
S 90 131 20 12. :
0 N 1 -0 | T A N ..1.1.7....,~....,..I.,l.“?f‘.,.. m/z 56.10 32.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22146: Di-tert-butyl sulfide
57
5000
12.20 12.40 12.60 12.80
41 m/z 41.10 30.59%
29 5 g 146
0"v'}ﬁ"““"“H'“%?“l“v"W'J“l'“'l“"v"ﬁ%%'l“"v"w"Ll'“'l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
12.20 12.40 12.60 12.80
5000 m/z 146.05 17.46%
29
M 146
0 73 91 113 131
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22163: Propane, 1,1"-thiobis[2-methyl- B
57 12.20 12.40 12.60 12.80
m/z 39.05 9.53%
5000 103
146
g 4
0 15 | ‘ | ‘ | \ﬂ'g ‘ ! 1 7 9\\0 . 1]\-7 131 :
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.65 50.00 ug/1 3289940 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 72
3 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 64
4 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 1927 (13.652 min): VW013422.D (-1920) (-) m/z 57.10 100.00%
g7
- LUM
41
98 13.40 13.60 13.80 14.00
112
0 - .||-. : ,-|! b i23 184 152 168 186 208 m/z 41.10 34.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 LRI UL SULRLN UL B
43 13,40 13.60 13.80 14.00
29 ‘ 70 g3 m/z 43.10 30.20%
98
0..:.L?.‘.“..‘l‘...‘.‘lu.“..|‘l...‘lu:.l-].-Z.l....l....l....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
42 ' 13.40 13.60 13.80 14.00
5000 m/z 55.05 27 .07%
29
71
o 83 gg 112 159 143
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #85978: Isobuty| octan-2-yl carbonate R Ra ma A REE
57 13.40 13.60 13.80 14.00
m/z 70.05 23.12%
5000
71
OHMMWMS I S R | UM W
m/z--> 20 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Disulfide, bis(l-methylpropyl) Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14 .53 1134.43 ug/Il 74644300 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. bis(l-methvlpropvl) 178 C8H18S2 005943-30-6 83
2 Disulfide. dibutvl 178 C8H18S2 000629-45-8 72
3 Di-tert-butvl disulfide 178 C8H18S2 000110-06-5 38
4 9-Borabicvclol3.3.1Tnonane. 9-(1... 178 C12H23B 053317-06-9 9
5 2-Propen-1-ol 58 C3H60 000107-18-6 9
Abundance Scan 2071 (14.529 min): VW013422.D (-2063) (-) m/z 57.10 100.00%
a Y
5000 12 178
73 107 14.20 14.40 14.60 14.80
o...,....|i-.-.-.-'.||,~...-.,.8.7..,.'...,~:..1.3,7.1.4?.1,6.3...';....,2.0:‘3. m/z 41.10 79.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44486: Disulfide, bis(1-methylpropyl)
57
5000 122 LR ""l"'{}""
a1 178 14.20 14.40 14.60 14.80
9 m/z 178.10 49 .65%
oL25 | o 73 98 107 149 ‘
m/z--> 25 45 eb 85 160 150 150 160 1éo 260
Abundance
57
14.20 14.40 14.60 14.80 |
5000 m/z 122.00 40.77%
29 41 122 178
oL_18 73 87 103 146
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #A44479: Di—tert—butyl disulfide LI LI LB B |/\| T
57 14.20 14.40 14.60 14.80
m/z 39.10 25.09%
5000
41
29
0 ‘ w . 76 90 107 1%2 178
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 14.'20 14.40 14.60 14.I80 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 Disulfide, bis(2-methylpropyl) Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.78 140.67 ug/Il 9255720 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. bis(2-methvilpropvl) 178 C8H18S2 001518-72-5 74
2 Di-tert-butvl disulfide 178 C8H18S2 000110-06-5 59
3 Disulfide. dibutvl 178 C8H18S2 000629-45-8 49
4 Disulfide. bis(l1-methvilpropvl) 178 C8H18S2 005943-30-6 43
5 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 42

Abundance Scan 2112 (14.779 min): VW013422.D (-2107) (-) m/z 57.10 100.00%
57
5000
41
178 LN UL SR BRI
122 14.40 14.60 14.80 15.00
Ol bt 73 87 07107 | 134 148 163 | Tn/z 41.10  27.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44485: Disulfide, bis(2-methylpropyl)
57
5000 |""|"'/\""|""|'
a1 14.40 14.60 14.80 15.00
29 122 178 m/z 178.10 14.97%
ol 15 J ‘ .73 8 105 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
14.40 14.60 14.80 15.00
5000 m/z 122.00 9.84%
41
29
oL 15 73 87 107 2 178
LN I S LR UL UL AL SARLEL LA UURLLELE SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44472: Disulfide, dlbutyl L I/\|l LI L
57 14.40 14.60 14.80 15.00
m/z 39.05 8.29%
5000
29 41 122 178
oL 18 w 73, 8 103 ‘ 146 ‘
m/z--> 20 40 60 80 100 120 140 160 180 1440 14.60 14.80 1500
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW100319\
Data File : VW013422.D

Aca On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W100119S_.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 unknownl6.16 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.16 934.00 ug/Il 61456000 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trisulfide. bis(l.1-dimethvlethvl) 210 C8H18S3 004253-90-1 43
2 Disulfide. (l1-methvlethvl) (1.1-... 164 C7H16S2 043022-60-2 35
3 Trifluoromethvl t-butvl disulfide 190 C5H9F3S2 145372-23-2 16
4 Propanoic acid. 2.2-dimethvl-. s... 208 C5H9A002 007324-58-5 10
5 o-tert-Butylhydroxylamine 89 C4H11NO 1000322-43-1 9

Abundance Scan 2338 (16.157 min): VW013422.D (-2329) (-) m/z 57.05 100.00%

57
5000 41

L e e e N EEmas
210 15.80 16.00 16.20 16.40

74 89

178 195

105 122 139

o m/z 41.10 47 .87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69817: Trisulfide, bis(1,1-dimethylethyl)
57
5000 LA L L L L LB LB
15.80 16.00 16.20 16.40
m/z 154.00 36.58%
0 L 74 89 15‘4 2]‘.0
T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R e e N R
41 15.80 16.00 16.20 16.40
5000 m/z 210.10 16.38%
27
. 73 88 108 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53273: Trifluoromethy! t-butyl disulfide e e
57 15.80 16.00 16.20 16.40
m/z 39.10 15.40%
5000
0 L. 73 89 115133 175190
T T T T e e T T B e o S Ema
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW100319\
Data File : VW013422.D

Acq On : 03 Oct 2019 16:36

Operator : SY/VA

Sample : K5176-02

Misc : 5.00G/5ML/MSVOA_W/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W100119S.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]
Heptane 8.69 141.3 ug/1 2250630 2 8.84 796404 50.0
2-Hexanol 10.57 453.7 ug/1 8218830 3 11.63 905777 50.0
Octane, 2-methyl- 11.41 60.7 ug/1 1099800 3 11.63 905777 50.0
Octane, 3,6-dimet... 12.25 56.7 ug/1 1026430 3 11.63 905777 50.0
unknownl12 .37 12.37 55.8 ug/1 1010640 3 11.63 905777 50.0
Di-tert-butyl sul... 12.52 342_.4 ug/l 6201920 3 11.63 905777 50.0
1-Hexanol, 2-ethyl- 13.65 50.0 ug/1 3289940 4 13.56 3289940 50.0
Disulfide, bis(1-... 14.53 1134.4 ug/l1 74644300 4 13.56 3289940 50.0
Disulfide, bis(2-... 14.78 140.7 ug/l 9255720 4 13.56 3289940 50.0

4

unknownl16.16 16.16 934.0 ug/1 61456000 13.56 3289940 50.0
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