LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN©85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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_N\methods\82N©21825W.M

Title : SW846 8260

Signal : TIC: VN@85992.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.277 549 565 587 rBV 33348 139043 4.33% 0.760%
2 7.224 885 896 907 rBV2 98038 280062 8.73% 1.531%
3 8.165 1041 1056 1060 rBV 120188 277697 8.66%  1.518%
4 8.224 1060 1066 1075 rVV 225569 514514 16.04% 2.813%
5 8.324 1075 1083 1094 rVB 288255 689710 21.50% 3.771%

6 8.447 1096 1104 1110 rBV3 25457 55652 1.73% ©.304%
7 8.577 1119 1126 1135 rVB2 116643 259536 8.09% 1.419%
8 8.759 1141 1157 1168 rBV 1359792 3208180 100.00% 17.539%
9 8.847 1168 1172 1182 rVB4 19502 48263 1.50% 0.264%

9

10 .100 1204 1215 1228 rBV 326811 680986 21.23%  3.723%
11 9.588 1287 1298 1303 rBV3 152622 367379 11.45%  2.008%
12 9.641 1303 1307 1314 rVB2 122474 226290 7.05%  1.237%
13 9.723 1314 1321 1328 rBV 105003 220766  6.88%  1.207%
14  9.859 1335 1344 1349 rBV7 12820 33186 1.03% 0.181%
15 10.012 1359 1370 1380 rBV 891128 1722382 53.69% 9.416%

16 10.141 1380 1392 1406 rBV 1364027 2845633 88.70% 15.
17 10.323 1415 1423 1432 rBvV4 57239 148031 4.61%
18 10.494 1438 1452 1457 rBV 177331 331971 10.35%

ouvik,rOoOo WV
(o]
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S

19 10.565 1457 1464 1477 rVB 488043 920153 28.68% 031%
20 10.747 1487 1495 1503 rVB7 24822 71105 2.22% 389%
21 10.912 1517 1523 1529 rBV5 20643 47310 1.47% ©.259%
22 11.006 1529 1539 1545 rV4 51157 144701 4.51% 0.791%
23 11.170 1559 1567 1573 rBV3 38027 82938 2.59% 0.453%
24 11.241 1573 1579 1587 rVV 149823 276240 8.61% 1.510%
25 11.865 1674 1685 1691 rBV 439029 832715 25.96%  4.552%
26 11.923 1691 1695 1700 rVB2 36023 61401 1.91% ©.336%
27 12.106 1720 1726 1732 rBv4 33458 57017 1.78% ©.312%
28 12.582 1795 1807 1817 rBV9 12750 41814 1.30% 0.229%
29 12.688 1820 1825 1829 rVVv2 17703 32652 1.02% 0.179%
30 12.847 1839 1852 1860 rVv2 347216 808384 25.20% 4.419%
31 12.923 1860 1865 1871 rWwV7 15463 37608 1.17% ©.206%
32 12.988 1871 1876 1879 rVv2 37265 69392 2.16% 0.379%
33 13.029 1879 1883 1889 rVB 42722 73318 2.29% 0.401%
34 13.194 1901 1911 1915 rBV3 30312 72453 2.26%  ©.396%
35 13.417 1942 1949 1957 rVB 73305 134646 4.20% ©.736%
36 13.529 1963 1968 1974 rBV 24461 39831 1.24% 0.218%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN©85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 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_N\methods\82N©21825W.M
Title : SW846 8260
37 13.641 1974 1987 1996 rBV2 110187 239855 7.48% 1.311%
38 13.788 2001 2012 2017 rVV 416376 740729 23.09% 4.050%
39 13.835 2017 2020 2030 rVWW 141227 261050 8.14% 1.427%
49 13.947 2034 2039 2042 rVv2 36752 54157 1.69% 0.296%
41 13.994 2042 2047 2063 rVB3 104157 237543 7.40% 1.299%
42 14.129 2063 2070 2074 rBV6 23613 54000 1.68% 0.295%
43 14.182 2075 2079 2085 rVB4 22701 42611 1.33% 0.233%
44 14.270 2085 2094 2098 rBV5S 20855 48998 1.53% 0.268%
45 14.329 2098 2104 2111 rVVv2 62838 114419 3.57% 0.626%
46 14.441 2118 2123 2128 rVvv3 38366 67594 2.11% 0.370%
47 14.506 2128 2134 2143 rVB7 17492 44612 1.39% 0.244%
48 14.623 2149 2154 2156 rBV2 40411 61510 1.92% 0.336%
49 14.653 2156 2159 2165 rVB 46109 73554 2.29% 0.402%
50 14.735 2167 2173 2182 rBV3 59820 128895 4.02% 0.705%
51 14.923 2200 2205 2210 rBvV4 28135 50390 1.57% 0.275%
52 15.047 2216 2226 2232 rVB5 34255 100016 3.12% 0.547%
53 15.429 2286 2291 2299 rVB4 13560 33489 1.04% 0.183%
54 15.605 2315 2321 2328 rVB5 18885 41664 1.30% 0.228%
55 16.335 2437 2445 2450 rVB4 19099 43380 1.35% 0.237%
Sum of corrected areas: 18291425
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21

Operator JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21825W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085992.D\data.ms

5.277

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/m‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085992.D\data.ms

8.759 10.141

10.012

10.565

98%103
/\9.85

\\\/\fjﬂfky/\ &
10.323 906 1
10.74D; -

|
10.50 11.00

o N

9.50 10.00 11.50

9.00

Time-->

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085992.D\data.ms

B65 13.788

12.847

3.6417:833 994
9282106 13.417

12.58%68 16.335

123858810 18500 | 13 90aaks A HERE R0 908047 15 405 605
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T

T ‘ T T ‘ T ‘ T T T T T T ‘ T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Butane, 2,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.224  27.22 ug/l 280062  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
Abundance Scan 896 (7.224 min): VN085992.D\data.ms (-885) (-) m/z 57.20 100.00%
43.2 57.2
5000
85.2
e ARANREERE R
‘ ‘ L 72 ) 7.00 7.20 7.40 7.60
\H‘\H\‘HH‘\H\‘HHi\\‘\\‘\‘\\MH\‘\“‘\‘H\‘\‘\H‘\H(\)‘O\.\:g\\‘\\\\‘\ m/z 43.29 97.4300
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0
5000 L L I L B BN B U
29.0 85.0 7.00 7.20 7.40 7.60
m/z 56.20 60.95%
15.0 ‘ ‘ ‘
\\\1‘.9\\‘H‘H‘\H}‘HHHM\‘\‘\‘\}‘HH“\.H\‘HM‘HH‘\'\H‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14598: Pentane, 2,2,3,4-tetramethyl-
57.0
AT
43.0 7.00 7.20 7.40 7.60
5000 m/z 41.20 59.61%
20.0 71.0 85.0
15.0 ol ] 113.0
R e RS aaa e L S E et
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4479: Pentane, 2,4-dimethyl- e AARNEZERE
43.0 57.0 7.00 7.20 7.40 7.60
m/z 85.20 32.34%
5000 85.0
29.0
15.0 H ., 710 | 1000 N
e e e e e e e e AANBARRE R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.324 67.03 ug/l 689710  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 72
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 52
5 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 42
Abundance Scan 1083 (8.324 min): VN085992.D\data.ms (-1075) (-) m/z 56.15 100.00%
56.1
412
5000 71.2
‘ ‘ ‘ 86.1 100.2 8.00 8.20 8.40 8.60
e Al SR m/z 43.15 65.02%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
0
5000 L L R R R
71.0 8.00 8.20 8.40 8.60
m/z 57.20 62.47%
260 | ‘ A | 1000
H‘HH‘HH‘HH‘H \‘HH‘HH‘H\\’H\\‘\H\‘HH‘HH‘HH‘HH’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
e mARRmEEEEEY
8.00 8.20 8.40 8.60
5000 m/z 41.20 56.30%
41.0
26\.£ “‘\ | 720 950 11301280
R BRARRA L e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0 8.00 8.20 8.40 8.60
m/z 71.15 41.64%
5000 41.0
I ‘ A 850 107.0 127.01420
e e e e e e P e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.759 235.55 ug/l 3208180 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1157 (8.759 min): VN085992.D\data.ms (-1141) (-) m/z 57.20 100.00%

57.2
5000
41.2

99.2 8.40 8.60 8.80 9.00

kbl e S8 113.1 m/z 56.20  32.38%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
5000

8.40 8.60 8.80 9.00

41.0 m/z 41.20 23.66%
270 | ‘ 830 990
\H‘\H\‘HH’HH‘HH‘HH‘\H\‘HH’HH‘HH’HH‘\H\‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
R A RRRRR RS
8.40 8.60 8.80 9.00
5000 ITI z 43.20 15.32%
41.0
99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- ‘_“W“H“‘H“H‘,
57.0 8.40 8.60 8.80 9.00

m/z 39.20 7.42%

5000
41.0
27,0
130 | J‘ 710 85.0 990 1140

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 4 Dodecane, 2,2,11,11-tetrame... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.723 16.21 ug/l 220766  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 72
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 64
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56
5 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 50
Abundance Scan 1321 (9.723 min): VN085992.D\data.ms (-1314) (-)| | m/z 57.15 100.00%
57.1
5000 ?
‘ 99.2 9.50 10.00
\‘\H\‘\H\“‘\H““H“\\“\‘H\“HH‘HH‘\H\‘HH‘HH‘HH‘ m/Z 56.15 59.3300
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
5000 —r ‘ M
9.50 10.00
m/z 41.15 29.30%
29.0 85.0
I M L |77 1130 14101680 2110
\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
— AN L
9.50 10.00
5000 m/z 43.15 14.91%
29.0
2.0 . ‘ \“ ), 990
e et e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2050: Pentane, 3-methyl- 1 —
57.0 9.50 10.00
m/z 55.05 10.11%
29.0
5000
20, J Il 4,880 Y, VNSAY
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.M
Quant Title : 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 5 Pentane, 2,3,4-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.012 126.46 ug/l 1722389  1,4-Difluorobenzene 5. 100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,3,4-trimethyl- 114 camis 000565-75-3 91

2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 2,4,4-Trimethyl-1-hexene 126 CO9H18 051174-12-0 78
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1370 (10.012 min): VN085992.D\data.ms (-1359) (- | m/z 43.20 100.00%
43.2 71.2
5000
7 \
L1 e
el 22 A3 ez 71,200 99.52%
miz--> 0 20 40 60 80 100 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 L :
10.00
27.0 m/z 70.20 72.12%
\‘\\\\‘\H\ T \‘H‘\\}\‘\\\9\7.9\]\-]\-4;.0‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #4472: Pentane, 3-ethyl-
43.0
T \
10.00
5000 70.0 m/z 41.15 29.60%
27.0
1'0 H “‘\ ‘H } 85'0 100.0
e i e e
m/z-> 0 20 40 60 80 100 120
Abundance #13220: 2,4,4-Trimethyl-1-hexene Mp L J‘
43.0 71.0 10.00
m/z 55.15 27.94%
5000
27.0 ‘ ‘ 97.0
el e L1260
m/z--> 0 20 40 60 80 100 120 10.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21

Operator JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.M

. SW846 8260

: 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 Pentane, 2,3,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.141 208.94 ug/l 2845630 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 56
5 Pyrrolidine 71 C4HON 000123-75-1 53

Abundance Scan 1392 (10.141 min): VN085992.D\data.ms (-1380) (- | m/z 43.15 100.00%
431
71.2
57.1
5000 85.2
99.2 10.00 10.50
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
57.0 1000 1050
27 0 85.0 m/z 70.15  67.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
/‘\K
71.0 1000 10500
5000 57.0 85.0 57.15 52.99%
29.0
99.0
‘H_‘Hﬁ?ﬂ‘JhuuwuuwﬂhwHJ:HWJM‘HHMH‘_HW‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 10.00 10.50
m/z 85.20 44.73%
71.0
5000
29.0
57.0
10 150 H - 850 990 1140 |
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1000 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Hexane, 2,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.494  19.93 ug/l 331971 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 72
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 59
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
Abundance Scan 1452 (10.494 min): VN085992.D\data.ms (-1438) (1 m/z 57.20 100.00%
571.2
5000
41.2
10.50
113.3
SR , ol rr2 er2 TR wjz s56.20  37.66%
miz--> 20 60 80 100 120 140
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0
5000 MA T
10.50
41.0 m/z 41.20 25.07%
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
1 i
e
10.50
5000 m/z 71.20 22.86%
41.0
,85-0“3'0
miz--> 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl- ——
57.0 10.50
m/z 43.20 14.06%
5000
41,0
113.0
85.0
180 1| oL 1420 .
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 3-Pentanone, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.241 16.59 ug/1l 276240  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 86
2 3-Heptanone 114 C7H140 000106-35-4 53
3 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 53
4 2,2,5,5-Tetramethyl-3-hexanone 156 C10H200 000868-91-7 42
5 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 42
Abundance Scan 1579 (11.241 min): VN085992.D\data.ms (-1573) (- | m/z 57.20 100.00%
57.2
5000
41.1 —— ——
114.3
‘ 711 852 goq 11.00 11.50
e e R m/z 41.15 25.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
5000 \‘”J\\“ AP
29.0 11.00 11.50
L m/z 114.25 13.51%
114.0
\H‘\H\‘H}‘!‘HH‘“‘\‘\\[H‘M‘H\7\]‘7\'\0\\‘8\?\‘\0‘\\9\\9‘.9\\\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8428: 3-Heptanone
57.0
— —
29.0 11.00 11.50
5000 m/z 39.10 8.41%
85.0
72.0
43.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 m/\/\\
Abundance #8517: 3-Hexanone, 5-methyl- \ — —
57.0 11.00 11.50
m/z 85.20 5.88%
5000
41.0 85.0
27. 114.0
72.0
wo L B0 %0 Al et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Nonane, 3,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.641 16.19 ug/l 239855 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
3 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 50
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 47

Abundance Scan 1987 (13.641 min): VN085992.D\data.ms (-1974) (- | m/z 57.15 100.00%
pr

A
5000 85.2

ALY
| 111.2 13.50 14.00
“‘_“‘MHJA“‘n‘w‘Hw“kw‘ﬂ“_““u““w m/z 71.20  64.92%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33097: Nonane, 3,7-dimethyl-
57.0

5000 VA et VY
29.0
\

‘ 127.0
TTT ‘ T ‘\ T “‘i T “ T \‘M T ‘ \‘\ T \‘ ‘ T 1T ‘ \“\ T ‘ T 4‘5‘6"0‘ TTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59063: Undecane, 4,6-dimethyl-
°1° M

5000 m/z 43.15 44.22%

29.0 85.0 113.0
0 N o R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22111:

3-Ethyl-3-methylheptane —
57.0 13.50 14.00

85.0 m/z 41.20 33.39%
5000
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN@85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Benzeneethanol, .beta.-ethe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.994 16.03 ug/l 237543  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50
2 Indane 118 C9H10 000496-11-7 50
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 43
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 38
5 Indane-5-carboxylic acid 162 C10H1e02 065898-38-6 38
Abundance Scan 2047 (13.994 min): VN085992.D\data.ms (-2042) (- | m/z 117.20 100.00%
11y.2
57.1
5000
852
1400
141.2
"‘_H““mw‘w“” ‘H‘Hwmw“W‘W_M%QH m/z 57.15 60.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000
1400
91.0 m/z 118.20  58.55%
39.0 650 148.0
\\\‘\\‘\\“\\‘\\‘\\\\“\\‘}\‘\f\ [\\\\‘\f\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
AL WA
14.00
5000 m/z 71.15 53.88%
91.0
39.0 63.0
150L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl-
117.0 1400
m/z 115.20 41.46%
5000
58.0 91.0
zio I NSS.Y
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31425\
Data File : VN©85992.D

Acqg On : 14 Mar 2025 16:21
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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|
Butane, 2,2,3-t... 7.224 27.2 ug/l 280062 1 8.224 514514 50.0
Pentane, 2,3-di... 8.324 67.0 ug/l 689710 1 8.224 514514 50.0
Butane, 2,2,3,3... 8.759 235.6 ug/l 3208180 2 9.100 680986 50.0
Dodecane, 2,2,1... 9.723 16.2 ug/l 220766 2 9.100 680986 50.0
Pentane, 2,3,4-... 10.012 126.5 ug/l 1722380 2 9.100 680986 50.0
Pentane, 2,3,3-... 10.141 208.9 ug/l 2845630 2 9.100 680986 50.0
Hexane, 2,2,4-t... 10.494  19.9 ug/l 331971 3 11.865 832715 50.0
3-Pentanone, 2,... 11.241 16.6 ug/l 276240 3 11.865 832715 50.0
Nonane, 3,7-dim... 13.641 16.2 ug/l 239855 4 13.788 740729 50.0
Benzeneethanol,... 13.994 16.0 ug/l 237543 4 13.788 740729 50.0
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