LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY007172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS Vvial : 18 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_Y\methods\82Y011322S.M
Title : SW846 8260

Signal : TIC: VY@07172.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 10.179 1364 1371 1386 rVB 585286 1478590 1 0
2 10.807 1467 1474 1484 rBV 859984 1954472 2 0
3 10.910 1484 1491 1497 rBV 967793 2619245 3.06% 0.317%
4 10.977 1497 1502 1509 rBV 2680234 6313103 7 0
5 11.038 1509 1512 1516 rVB 860061 1299796 1 0

6 11.099 1516 1522 1527 rBV 2497516 5350665 6.25% 0.648%
7 11.215 1535 1541 1545 rBV 3914632 8902711 10.40% 1.078%
8 11.300 1546 1555 1564 rVB6 11749909 42550353 49.69% 5.155%
9 11.392 1564 1570 1581 rVB 11637474 34664798 40.48%  4.199%
10 11.489 1581 1586 1595 rBV 1557876 4256107 4.97% 0.516%

11 11.587 1596 1602 1605 rBV2 2071840 4627147 5.40% ©.561%
12 11.636 1605 1610 1614 rBV 7379420 16224342 18.95% 1.965%
13 11.691 1614 1619 1622 rBV2 5881356 12305185 14.37%  1.491%
14 11.751 1623 1629 1644 rVB3 18900263 85623860 100.00% 10.373%
15 11.959 1647 1663 1667 rBV7 13567160 57275492 66.89% 6.938%

16 12.026 1668 1674 1683 rVV6 13168380 40547132 47.35%  4.912%
17 12.160 1690 1696 1701 rBV2 14151624 25999193 30.36% 3.150%
18 12.221 1701 1706 1709 rBv4 11101319 22371146 26.13% 2.710%
19 12.264 1709 1713 1723 rVB3 19163499 48941848 57.16% 5.929%

20 12.398 1731 1735 1738 rBV4 6917698 12410144 14.49% 1.503%

21 12.440 1739 1742 1747 rVB2 24259090 40725324 47.56% 4.934%
22 12.514 1747 1754 1758 rVB5 9408544 20090820 23.46%  2.434%
23 12.599 1758 1768 1771 rBV5 11928026 37955152 44.33%  4.598%
24 12.751 1786 1793 1797 rBV3 14357609 40591903 47.41% 4.917%
25 12.831 1800 1806 1811 rVV3 25771138 69560245 81.24% 8.427%

26 12.879 1811 1814 1819 rVB2 14405135 25253991 29.49%  3.059%
27 12.965 1824 1828 1832 rVV3 12685332 24923269 29.11% 3.019%
28 13.013 1832 1836 1839 rVV3 9864970 20929928 24.44%  2.535%
29 13.056 1839 1843 1849 rVB2 16723437 30005284 35.04%  3.635%
30 13.178 1859 1863 1867 rBV3 5268566 7954781 9.29%  0.964%

31 13.330 1880 1888 1892 rBV3 10147479 25673017 29.98% 3.110%
32 13.465 1906 1910 1914 rVB3 3464767 5015533 5.86% 0.608%
33 13.507 1914 1917 1919 rBV2 894111 1276034  1.49% 0.155%
34 13.678 1941 1945 1946 rBV2 1294395 1557626 1.82% ©.189%
35 13.751 1952 1957 1962 rBV2 11350740 19705142 23.01% 2.387%

36 13.794 1962 1964 1968 rVB 1723585 2095158 2.45% 0.254%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY007172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc 1 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS Vvial : 18 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_Y\methods\82Y011322S.M
Title : SW846 8260
37 13.855 1969 1974 1981 rBV4 1417537 2697995 3.15% 0.327%
38 13.971 1989 1993 1998 rVB 1872334 3069524 3.58% 0.372%
39 14.019 1998 2001 2006 rVB4 636507 1094764 1.28% 0.133%
40 14.080 2006 2011 2015 rVB4 1259900 2117071 2.47% 0.256%
41 14.129 2015 2019 2027 rVB4 1438226 2755797  3.22% 0.334%
42 14.202 2027 2031 2036 rBV6 660275 1344080 1.57% 0.163%

43 14.288 2036 2045 2050 rVB4 1206342 3369370 3.94% 0.408%

Sum of corrected areas: 825477137
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007172.D\data.ms
3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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

Abundance TIC: VY007172.D\data.ms
3.5e+07

3e+07

2.5e+07

11.75

2e+07

1.5e+07

1e+07

5000000

10.179
0l e e e :

—— — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance TIC: VY007172.D\data.ms
3.5e+07

T
10.50

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ 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\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.300 499.87 ug/1 42550400 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 94
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 81
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 74
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 74
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 70
Abundance Scan 1555 (11.300 min): VY007172.D\data.ms (-1546) (- m/z 111.10 100.00%
69.1 114.1
5000 41.1 N\\
ey
‘ ‘ H 11.00 11.50
bl Al 20720 s 69,10 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
41.0
5000 R o~
11.00 11.50
m/z 55.10 68.71%
sull NN .
\\\‘\‘\1\\ \\‘\“\“\‘“\\‘H‘!\\\“\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0
~ 5 —
11.00 11.50
5000 m/z 41.10 47 .36%
41.0
15.0
A R A RaR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. ~ ——
69.0 111.0 11.00 11.50
m/z 43.10 37.90%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.392 407.24 ug/l 34664800 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
3 Undecane, 6-methyl- 170 C12H26 017302-33-9 72
4 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 47
Abundance Scan 1570 (11.392 min): VY007172.D\data.ms (-1564) (- | m/z 57.10 100.00%
57.1
- J\M
98.1 — L
128.2 11.00 11.50
Ol L A8e 2069 u 41,10 31,11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14537: Octane, 3-methyl-
57.0
5000 - ——
11.00 11.50
29.0 m/z 43.10  29.33%
‘ 98.0
\\\‘\‘{\\“‘\\\“‘\\“‘\\‘\\\\“\\\\]‘_\2\8\.(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— —
11.00 11.50
5000 m/z 56.10 22.81%
29.0 99.0
128.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45491: Undecane, 6-methyl- o —
57.0 11.00 11.50
m/z 98.10 19.78%
5000
98.0
29.0 ‘
SISO - T SN B PUSAN B W
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

82Y011322S.M Tue Jan 18 07:43:49 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Hexane, 2,4-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.959 672.86 ug/l 57275500  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
2 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 59
3 4,4-Dimethyl octane 142 C1leH22 015869-95-1 59
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
Abundance Scan 1663 (11.959 min): VY007172.D\data.ms (-1647) (- | m/z 57.10 100.00%
57.1
85.1
5000
st 12.00
127.2 .
ol ‘ 4022 o4l 0 m/z 43.10  80.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0
5000 T
12.00
m/z 41.10 54.99%
15.0 H \‘ | 671% ‘\ 11\4.0
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140 160
Abundance
43.0
85.0
——
12.00
5000 m/z 85.10 54.59%
15.0 67.0 115.0  143.0
T T T e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22087: 4,4-Dimethyl octane e
57.0 12.00
85.0 m/z 56.10 37.98%
5000
29.0 ‘ ‘
H““H‘ﬂw“m“w“lh‘ﬂ‘u“}?ZPW“‘“‘ ——
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@11422\

Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL
ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknownl2.026 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.026 476.34 ug/1 40547100  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoropyridine 97 C5H4FN 000372-48-5 43
2 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 38
3 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 38
4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 38
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 38

Abundance Scan 1674 (12.026 min): VY007172.D\data.ms (-1668) (- | m/z 97.15 100.00%
97.2
39 126.2 L :
12.00
142.2
0 “g“ el u‘s‘e w“”l“ : ‘H‘ S T i m/z 55.10  48.19%
m/z--> 20 80 100 120 140
Abundance #3319: 2-Fluoropyridine
97.0
5000 700 — :
12.00
m/z 70.10 47.65%
50.0
\\\‘\3\]‘_\.0\”“”\“1\“\\‘M\U“\\\\M‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
97.0
RN T
12.00
5000 41.0 m/z 71.10 41.99%
126.0
18.0 69.0
T T T T
miz--> 20 80 100 120 140
Abundance #21533: 5-Octen-4-one, 7-methyl- —— ‘
97.0 12.00
m/z 43.10 40.26%
41.0
5000 71.0
Il ‘ 140.0
— P
m/z--> 20 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.160 305.43 ug/l 25999200  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 53
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 53
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 52

Abundance Scan 1696 (12.160 min): VY007172.D\data.ms (-1690) (- m/z 71.10 100.00%
71.

1
5000 41.1 113.2

——
H ‘ tho ‘ 1422 12.00 12.50
0 ‘“““‘;“‘““N‘J“‘(““ i e m/z 57.10 99.08%
m/z--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — ——
12.00 12.50

41,0 m/z 41.10 51.33%

‘ gso 1130
\]-\5\.0‘ T ‘\‘ L “‘\ T ‘ “ T \H} T ‘ i‘ 1T ‘ L \‘ T ‘ 1T ]\_4‘2\.(\) T
m/z--> 20 40 60 80 100 120 140
Abundance

57.0

T
12.00 12.50

5000 m/z 113.20 47 .49%
41.0
112.0
15.0 85.0 142.0
e L s e Nt
miz--> 20 40 60 80 100 120 140
Abundance #206619: Sulfurous acid, di(2-ethylhexyl) ester ~— —
57.0 12.00 12.50

m/z 56.10 41.71%

5000
4100 113.0
Ll 830 129.0

T ‘
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Octane, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.221 262.81 ug/l 22371100  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 81
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
4 Isobutyl 3-methylbutan-2-yl carb... 188 C10H2003 1000372-77-0 50
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 50

Abundance Scan 1706 (12.221 min): VY007172.D\data.ms (-1701) (- m/z 71.10 100.00%

71.1
5000 43.1
113.2

140.2
“‘_“whu‘umMuw“‘%yuﬁwM‘u‘uu“w“_“EQTQ m/z 57.16  89.88%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0

o

5000 e ——
12.00 12.50
29.0 113.0 m/z 43.10 38.83%
\‘ \‘\ ‘\ il 85\0 “ 142.0
\\\‘\\\\‘\\\‘\\\\“\‘\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—r —
12.00 12.50
5000 m/z 41.10 37.53%

29.0 113.0
8.0 142.0
RN R e R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester ——
57.0 12.00 12.50

m/z 81.10  31.74%

5000
29.0 1130
Lo me 2

T 7
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Cyclohexane, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.264 574.96 ug/l 48941800 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 50
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 50
5 2-Cyclohexen-1-one, 3,5-dimethyl... 153 C9H15NO 056336-06-2 50

Abundance Scan 1713 (12.264 min): VY007172.D\data.ms (-1709) (| | m/z 83.10 100.00%

83.1
5000 55.1
126.2

T —
12.00 12.50

"‘_“ﬁM‘w‘HW“W‘Mw“w‘uu“H“H“_“%QTQ m/z 98.15  58.83%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13202: Cyclohexane, propyl-
83.0
55.0

5000 S -
12.00 12.50

m/z 82.10 51.92%

27.0 126.0
\\\‘\H\\“H\\\M“\‘}h\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0

= T
550 12.00 12.50

o

5000 m/z 55.10 48.29%
29.0
112.0 139.0 168.0 196.0
A S e e AR RE SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7536: Cyclohexane, ethyl- T T
83.0 12.00 12.50

m/z 126.20  31.34%

55.0
5000
112.0
27.0 ‘
H ‘H M‘ H\
L L B L B R B

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 unknownl12.599 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.599 378.38 ug/l 37955200 1,4-Dichlorobenzene-d4 13.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Bicyclooctyl 222 C16H30 006708-17-4 47
2 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 46
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 43
4 1,3-Dimethyl-5-n-decylcyclohexane 252 C18H36 086710-36-3 40
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38

Abundance Scan 1768 (12.599 min): VY007172.D\data.ms (-1758) (- m/z 111.15 100.00%

111.2
69.1
411
5000
140.2 AU =
| £ ‘ 12.50 13.00
bl lll l ROH L mjz 69.10 77.12%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #102180: 1,1'-Bicyclooctyl
69.0 111.0
5000 E—— —
12.50 13.00
41.0 m/z 41.10 61.43%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0

T —
12.50 13.00

5000 ITI/Z 55.10 58.47%
109.0
138.0
R R R e e B ENREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13257: Cyclohexane, 1,3,5-trimethyl- T —
69.0 111.0 12.50 13.00

m/z 109.10  39.07%

5000 41.0 m
H ‘\H \‘\ \‘ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Cyclopentane, 1,1'-ethylide... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.879 251.76 ug/1 25254000 1,4-Dichlorobenzene-d4 13.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 50
2 m-Menthane, (1S,3R)-(+)- 140 C1oH20 013837-66-6 50
3 Decahydrobenzopyran 140 C9H160 1000429-74-9 47
4 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 47
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 47
Abundance Scan 1814 (12.879 min): VY007172.D\data.ms (-1811) (- | m/z 97.15 100.00%
97.2
55.1
5000
140.2
= —
L ‘ 79& 12.50 13.00
o 38 R I 1232 | 1572 .7 s5.10  71.98%
miz--> 20 40 60 80 100 120 140 160
Abundance #41556: Cyclopentane, 1,1'-ethylidenebis-
97.0
55.0
5000 — ——
12.50 13.00
m/z 96.10  39.28%
380 | “‘\ 790 | | 1230  149.0166.0
‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
55.0 97.0
- ——
12.50 13.00
5000 m/Z 83.10 35.42%
140.0
21.0 77.0 121.0
e A e o B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #21503: Decahydrobenzopyran “ —
97.0 12.50 13.00
m/z 41.10 34.38%
5000
140.0
41.0
67.0
e 2280 4 S
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY@07172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 unknownl2.965 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.965 248.46 ug/l 24923300 1,4-Dichlorobenzene-d4 13.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 27
2 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 22
3 Octane 114 C8H18 000111-65-9 22
4 Succinic acid, tridec-2-yn-1-yl ... 380 C22H3605 1000390-72-9 22
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 22
Abundance Scan 1828 (12.965 min): VY007172.D\data.ms (-1824) (- | m/z 57.10 100.00%
57.1
85.1 111.2
5000
39/1
140.2 T i
‘ ‘ ‘ 13.00
ool bl 3872 s 43010 95.30%
miz--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
5000 1
85.0 13.00
L m/z 41.10  81.82%
126.0
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
69.0 —
13.00
5000 m/z 111.15  79.23%
112.0
26.0
S e o B W
m/z--> 20 40 60 80 100 120 140 160
Abundance #8622: Octane —
43.0 13.00
m/z 69.10 78.00%
5000
‘ 85.0
60 | leao | w0 .
m/z--> 20 40 60 80 100 120 140 160 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011422\
Data File : VY007172.D

Acqg On : 14 Jan 2022 16:31

Operator : SY/MD

Sample : N1143-05 :

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL \WEST-BOILER-ROOM-NORTH-SIDEWALL

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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|
Cyclohexane, 1,... 11.300 499.9 ug/l 42550400 3 11.489 4256110 50.0
Octane, 3-methyl- 11.392 407.2 ug/l 34664800 3 11.489 4256110 50.0
Hexane, 2,4-dim... 11.959 672.9 wug/l 57275500 3 11.489 4256110 50.0
unknownl12.026 12.026 476.3 ug/l 40547100 3 11.489 4256110 50.0
Octane, 2,6-dim... 12.160 305.4 ug/l 25999200 3 11.489 4256110 50.0
Octane, 3,6-dim... 12.221 262.8 ug/l 22371100 3 11.489 4256110 50.0
Cyclohexane, pr... 12.264 575.0 wug/l 48941800 3 11.489 4256110 50.0
unknown12.599 12.599 378.4 ug/1l 37955200 4 13.410 5015530 50.0
Cyclopentane, 1... 12.879 251.8 ug/l 25254000 4 13.410 5015530 50.0
unknown12.965 12.965 248.5 ug/l 24923300 4 13.410 5015530 50.0
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