LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80©50.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01 :

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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 N\methods\624N110823W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VN@80050.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.753 129 136 142 rBV 32610 60517 1.55% ©.159%
2 4.430 411 421 434 rBV 47428 150621 3.85% 0.395%
3 5.512 589 605 629 rBvV2 234631 901808 23.06% 2.367%
4 6.312 730 741 752 rBV4 23658 73852 1.89% 0.194%
5 7.436 917 932 965 rBV 1230203 3522766 90.09%  9.245%
6 7.836 986 1000 1013 rBV2 343510 1210317 30.95% 3.176%
7 7.965 1013 1022 1035 rVB 278661 680850 17.41% 1.787%
8 8.594 1114 1129 1138 rBV3 299594 1035262 26.48% 2.717%
9 8.841 1156 1171 1184 rVB2 45116 133292 3.41% 0.350%
10 8.965 1184 1192 1207 rBV 333779 742733 18.99% 1.949%
11  9.106 1207 1216 1227 rVV 500655 1027053 26.27% 2.695%
12 9.406 1257 1267 1275 rVB4 36190 77267 1.98% 0.203%
13 9.535 1278 1289 1298 rBvV3 36797 89737 2.29% 0.236%
14  9.682 1304 1314 1325 rVB3 43688 105834 2.71% 0.278%
15 9.912 1344 1353 1361 rVB3 30215 73281 1.87% ©0.192%

16 10.447 1438 1444 1457 rVB3 56788 113036 2.89%
17 10.571 1457 1465 1470 rBV 804603 1453448 37.17%
18 10.635 1470 1476 1487 rVV2 1026833 2526190 64.60%
19 10.735 1487 1493 1501 rVB 77493 155116 3.97%
20 11.082 1544 1552 1558 rVV5 27051 75478 1.93%
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R

21 11.171 1558 1567 1582 rVV 554469 1045667 26.74%
22 11.312 1584 1591 1596 rVW2 40731 91125 2.33%
23 11.700 1651 1657 1662 rBV 59277 112858 2.89%
24 11.765 1662 1668 1675 rVV6 72928 190275 4.87%

wWoooN
N
O
[9))
B

25 11.871 1675 1686 1694 rVV2 706706 1484572 37.97% 896%
26 11.965 1694 1702 1708 rVB 471618 859283 21.97%  2.255%
27 12.071 1714 1720 1730 rVB2 491627 1081034 27.65% 2.837%
28 12.212 1739 1744 1753 rVB 54496 96200 2.46%  ©.252%
29 12.400 1770 1776 1783 rBV 387171 666616 17.05%  1.749%
30 12.500 1787 1793 1797 rVB 58806 93180 2.38% ©.245%
31 12.547 1797 1801 1804 rBV3 27466 42313 1.08% 0.111%
32 12.588 1804 1808 1813 rBV 43811 68969 1.76% 0.181%
33 12.641 1813 1817 1821 rVB 33279 49828 1.27% 0.131%
34 12.694 1821 1826 1832 rVB3 118018 212289 5.43% ©.557%
35 12.765 1832 1838 1846 rBV3 117372 244988 6.27% ©.643%

36 12.853 1846 1853 1862 rVB 522080 951516 24.33%  2.497%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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 N\methods\624N110823W.M
Title : METHOD 624 VOLATILE ORGANIC ANALYSIS
37 12.976 1864 1874 1880 rVvB7 71931 226022 5.78% 0.593%
38 13.041 1880 1885 1891 rBV4 75522 154289 3.95% 0.405%
39 13.100 1891 1895 1899 rBV 161132 273375 6.99% 0.717%
40 13.176 1904 1908 1916 rVB 158449 280983 7.19% 0.737%
41 13.265 1918 1923 1929 rBvV2 59705 106023 2.71% 0.278%
42 13.341 1929 1936 1946 rVB 160448 350560 8.97% 0.920%
43 13.488 1946 1961 1974 rBV 495502 1118877 28.61% 2.936%
44 13.612 1974 1982 1990 rBV 915126 1642627 42.01% 4.311%
45 13.729 1990 2002 2011 rVV 1911086 3339888 85.41% 8.765%
46 13.817 2011 2017 2021 rVV2 1017504 1900846 48.61% 4.988%
47 13.859 2021 2024 2034 rVB 667634 1149792 29.40% 3.017%
48 13.953 2034 2040 2043 rBV3 81480 131128 3.35% 0.344%
49 14.000 2043 2048 2060 rVB3 147019 413437 10.57% 1.085%
50 14.106 2062 2066 2072 rBV6 58471 120830 3.09% 0.317%
51 14.253 2084 2091 2101 rBV7 214795 654112 16.73% 1.717%
52 14.335 2101 2105 2111 rVB 105788 163876 4.19% 0.430%
53 14.447 2113 2124 2133 rBV6 145199 374117 9.57% 0.982%
54 14.582 2141 2147 2151 rBV4 53923 95711  2.45% 0.251%
55 14.676 2152 2163 2177 rVV 2118594 3910287 100.00% 10.262%

56 14.935 2202 2207 2214 rVB3 109948 198756 5.08% 0.522%

Sum of corrected areas: 38104707
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
: VN@80050.D
: 10 Nov 2023 13:59

JC\MD
. 05310-01 :
: 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

: 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN080050.D\data.ms
2000000
1500000
1000000
500000
5.512
2.753 4.430
O ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 2.00 220 240 260 280 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 500 520 540 5.60 5.80 6.00 6.20
Abundance TIC: VN080050.D\data.ms
2000000
1500000
7.436
10.€
1000000
10.5
500000 9.106
1839965 8.594 8.965
2 8.841 9.408.539.682 9.912 10.44
R L e I e e L o B e O LA B o e e I I I N A
Time--> 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 8.40 8.60 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VN080050.D\data.ms
14.676
2000000 13.729 f
1500000
13.817
1000000 13.612
13.859
11.171 12.853
500000 13188
14.253
m 97153 341 44,000 5447 14.93
10.735 11.08 11.312 1 ) .106 14.5
O\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01 :

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 2-Butanone, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.965 21.70 ug/l 742733  1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
3 2-Pentanone 86 C5H100 000107-87-9 64
4 2,3-Butanedione 86 C4H602 000431-03-8 59
5 2-Pentanone 86 C5H100 000107-87-9 53

Abundance Scan 1192 (8.965 min): VN080050.D\data.ms (-1184) (-) m/z 43.00 100.00%

43.0
5000

86.1 SRR
8.60 8.80 9.00 9.20

71.0
0 ‘w“‘w“‘w"Hhhew‘§ﬁ9“H‘HH“‘H“_“‘_‘ m/z 86.10 19.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1987: 2-Butanone, 3-methyl-
43.0
5000 L L BN L B BN B

8.60 8.80 9.00 9.20
m/z 41.00 17.97%

27.0 86.0
\\‘\\\\‘\\\‘\‘\\\\“‘1{\\‘\\\5\9“0\\\\7‘]‘-\.0\\\‘\\!\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1988: 2-Butanone, 3-methyl-
43.0

8.60 8.80 9.00 9.20

o

5000 m/z 39.00 10.69%
27.0 86.0
150 1 710
O o LA o e e N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1922: 2-Pentanone “““_“‘,H““‘H“
43.0 8.60 8.80 9.00 9.20

m/z 42.10 6.79%

5000
86.0
15‘0 27‘.0 1l 58‘.0 7]\..0

m/z--> 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 3-Hexanone, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.171  21.13 ug/1 1045670  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 86
2 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
3 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
4 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 80
5 2,3-Hexanedione 114 C6H1002 003848-24-6 72

Bl

Abundance Scan 1567 (11.171 min): VN080050.D\data.ms (-1558) (- | m/z 43.10 100.00%
43.1

5000 71.0 k /\}\
T

\ T
114.1 11.00 11.50

e e e e 298 m/z 71.00 40.09%

Ottt

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8509: 3-Hexanone, 2-methyl-
43.0
71.0
]

5000 ‘ T
11.00 11.50
m/z 41.10 22.36%

‘ 114.0
‘Hw‘1““\“H“‘\H“WHwH“wHHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8580: 3-Pentanone, 2,4-dimethyl- L
43.0
-

\ =
11.00 11.50

o

5000 ITI/Z 39.00 11.90%
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 \/\
Abundance #8577: 3-Pentanone, 2,4-dimethyl- et —p
43.0 11.00 11.50
m/z 114.10 8.94%
5000
71.0
odso | om0 1 W—
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_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 4-Heptanone, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.765 4.95 ug/l 244988 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 95
2 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 91
3 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 91
4 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 91
5 3-Heptanone, 2-methyl- 128 C8H160 013019-20-0 52
Abundance Scan 1838 (12.765 min): VN080050.D\data.ms (-1832) (- | m/z 57.05 100.00%
57.0
w J@J\MMJ
128.1 T ‘ T T ‘ T
‘ 29 ‘ 281 12.50 13.00
0\\\“‘1“‘\“‘1‘”"‘ bl I e T m/z 43.00 87.30%
miz-> 50 100 150 200 250
Abundance #14390: 4-Heptanone, 2-methyl-
57.0
5000 L ——
12.50 13.00
27.0 128.0 m/z 70.95 86.44%
m/z--> 50 100 150 200 250
Abundance #14388: 4-Heptanone, 2-methyl-
57.0
. .
12.50 13.00
5000 270 m/z 85.60  83.73%
128.0
ol o
miz--> 50 100 150 200 250
Abundance #14363: 4-Heptanone, 2-methyl- ‘ ‘/‘\%‘ 1
57.0 12.50 13.00
m/z 41.05 59.04%
5000
270 128.0
oHH“wuwg:o_‘u”_ S o e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.100 5.52 ug/1 273375  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1895 (13.100 min): VN080050.D\data.ms (-1891) (- | m/z 105.00 100.00%
105.0
5000
120.1 A ﬁk
A
51.0 77‘-0 91.0 13.00 13.50
Oherpreeerere ST bl wjz 120,65 31.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\\ T T M \A\ T
120.0 13.00 13.50
m/z 77.00 13.45%
39.0 63.0 77.0 91.0
OH‘HH.‘H\‘\‘H\\“‘\H\“\H\“\‘\.‘\\‘\Hm‘\\H‘M\H‘\‘}1\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
VAkﬁ”“ ‘ ]
13.00 13.50
5000 ITI/Z 91.00 12.57%
120.0
77.0 91.0
270 510 L ‘
0‘wu‘wuHuH‘ﬁ‘uqbuWNﬁW‘HM‘Hq1HW1JW‘NquHW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl- = =
105.0 13.00 13.50
m/z 106.05 8.35%
5000
120.0
39.0 77.0 91.0 M /\
N N U VIS MY N | DN A W LW AW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.341 7.08 ug/1l 350560 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1936 (13.341 min): VN080050.D\data.ms (-1929) (- | m/z 105.10 100.00%
105.1
5000
120.1
77.0
39.0 13.00 13.50
57.5
Ob e BT 1400 06 10 33.37%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A -
1200 13.00 13.50
m/z 91.05 12.97%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 76.95 12.45%
120.
77.0 0.0
o A0 0L
oLl
m/iz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- = —
105.0 13.00 13.50
m/z 78.95 10.25%
5000
120.0
39.0 77.
0H““"“‘H“‘1‘5‘9"(‘)‘“‘““‘H‘m“;‘uw“u”‘u i P
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.000 8.35 ug/1 413437  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 76
3 Indane 118 C9H1e 000496-11-7 64
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 58
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 53
Abundance Scan 2048 (14.000 min): VN080050.D\data.ms (-2043) (- | m/z 117.05 100.00%
117.1
- /vjkfmj\
910 T T T T T T
39,0 630 ‘ 139.9 14.00
O bbb s ML 3899 2070 s 918,10 55.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10178: Indane
117.0
5000 e 44
14.00
m/z 115.00 39.53%
58.0 91.0
0\\\\‘2\?\.\0\“\\“\\““‘\‘\\\h‘\\“\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
14.00
5000 m/z 91.05 17.81%
91.0
015-039'°6‘°"°L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane .
117.0 14.00
m/z 116.05 13.18%
5000
39.0 ?3.0 91‘.0 A/\ ”/\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\

Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator JC\MD

Sample : 05310-01 :

Misc : 5.8mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS

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 unknownl4.253 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.253  13.22 ug/1 654112  Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 25
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 25
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 25
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 25
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 25

Abundance Scan 2091 (14.253 min): VN080050.D\data.ms (-2084) (- | m/z 119.10 100.00%
119.1
59.0
94.0
5000
‘ 152.1 206.7 14.00 14.50
0! ot b e 200 m/z 59.05  83.73%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 AV e
14.00 14.50
910 m/z 79.05 73.57%
39.0 65.0
0 \‘\\\\’\‘\\\“‘\\‘\‘\‘h\“\\\‘H‘\\‘H‘wh\\m‘l\\\”\‘\\\\‘\\H‘\H\‘H\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
S =
14.00 14.50
5000 m/z 43.05 56.36%
91.0
39.0 650
0 w‘%ﬁ?ﬂ‘ﬂﬂﬂhMW‘M‘JHNW‘N“M‘H‘W“H‘H“_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17023: 1,3,8-p-Menthatriene —7 T
119.0 14.00 14.50
m/z 41.00 55.22%
5000
91.0
41.0 ‘ ‘
65.0
YUt T N U B P A S S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.447 7.56 ug/l 374117 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 89
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 50
4 Cyclopropane, 1-methyl-1-phenyl- 132 C10H12 002214-14-4 46
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 45
Abundance Scan 2124 (14.447 min): VN080050.D\data.ms (-2113) (- | m/z 117.00 100.00%
730 117.0
5000
41.0
—r=
14.50
8.2 281.(
0 mﬂ‘\“‘% 2088 8L nmjz 73.e0  84.95%
miz-> 50 100 150 200 250
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 LN
14.50
m/z 69.10 72.97%
390 10
oLl—4 ““ Mu ‘\M‘m‘h‘ \‘\ ‘\\H\‘ \H“\‘ T
miz-> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
=
14.50
5000 m/z 55.10 65.52%
39.0 710‘
miz--> 50 100 150 200 250
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl- —
117.0 14.50
m/z 119.05 58.36%
5000
66.0
0 501
ot g W LR ]
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01 :

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Fenchone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.676  79.02 ug/l 3910290 Chlorobenzene-d5 11.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 95
2 Fenchone 152 C10H160 001195-79-5 95
3 L-Fenchone 152 C10H160 007787-20-4 94
4 L-Fenchone 152 C10H160 007787-20-4 94
5 D-Fenchone 152 C10H160 004695-62-9 94
Abundance Scan 2163 (14.676 min): VN080050.D\data.ms (-2152) (- | m/z 81.05 100.00%
81.0
5000
41.0 —— ——
“ | 1001 4, 15‘2-1 14.50 15.00
o‘H_m,mmmm“mWm_m_m_ m/z 69.10 50.41%
m/z--> 20 80 100 120 140
Abundance #29063:Fenchone
81.0
5000 1
14 50 15.00
41.0

m/z 41.05 22.60%

152.0
150 || 630 | 10%0 1340
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0

o

1450 1500
5000 m/z 80.00 13.46%
41.0
152.0
PIEEC N I N s N
m/z--> 20 40 60 80 100 120 140
Abundance #29073: L-Fenchone —
81.0 1450 15.00

m/z 152.05 12.16%

5000
41.0
152.0
109.0
oL150 \‘ 1630, | 0 1350 |

m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111023\
Data File : VN@80050.D

Acqg On : 10 Nov 2023 13:59

Operator : JC\MD

Sample : 05310-01

Misc : 5.0mL/MSVOA_N/WATER SEMI-ANNUAL-CONDENSATE

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N110823W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Butanone, 3-m... 8.965 21.7 ug/l 742733 2 9.106 1027050 30.0
3-Hexanone, 2-m... 11.171 21.1 ug/l 1045670 3 11.871 1484570 30.0
4-Heptanone, 2-... 12.765 5.0 ug/l 244988 3 11.871 1484570 30.0
Benzene, 1-ethy... 13.100 5.5 ug/l 273375 3 11.871 1484570 30.0
Benzene, 1l-ethy... 13.341 7.1 ug/l 350560 3 11.871 1484570 30.0
Indane 14.000 8.3 ug/l 413437 3 11.871 1484570 30.0
unknown14.253 14.253 13.2 ug/l 654112 3 11.871 1484570 30.0
Benzene, 1-meth... 14.447 7.6 ug/l 374117 3 11.871 1484570 30.0
Fenchone 14.676 79.0 ug/l 3910290 3 11.871 1484570 30.0
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