LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©31825W.M

Title : SW846 8260

Signal : TIC: VN@86031.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.277 552 565 587 rBV3 30057 123091 3.94% 0.706%
2 7.224 884 896 907 rBV3 82395 235799 7.55% 1.352%
3 8.165 1046 1056 1060 rBvV2 131227 310694 9.95% 1.781%
4 8.224 1060 1066 1074 rVV 228580 521160 16.69% 2.987%
5 8.324 1074 1083 1095 rVB 261555 623923 19.98% 3.576%

6 8.441 1095 1103 1110 rBvV2 22150 45891 1.47% 0.263%
7 8.577 1117 1126 1135 rVB 132507 291991 9.35% 1.674%
8 8.759 1139 1157 1168 rVV 1326508 3123467 100.00% 17.904%
9 8.847 1168 1172 1184 rVB4 18250 42329 1.36% 0.243%

9

10 .100 1206 1215 1224 rBV 324489 661781 21.19%  3.793%
11 9.588 1287 1298 1303 rBV3 133369 323968 10.37% 1.857%
12 9.641 1303 1307 1313 rVB 114691 205046  6.56% 1.175%
13 9.724 1313 1321 1328 rBV 106000 214313 6.86% 1.228%
14 10.012 1360 1370 1380 rBV 860561 1671251 53.51% 9.580%
15 10.141 1380 1392 1405 rBV 1416617 2841555 90.97% 16.288%

16 10.318 1414 1422 1439 rVB4 53583 156374 5.01%
17 10.494 1444 1452 1457 rVV 155163 275565  8.82%
18 10.565 1457 1464 1477 rVB 563156 1035778 33.16%

oOoOoOuUVEkFEOo
Xe]
w
~N
R

19 10.741 1488 1494 1504 rVB7 20207 59323 1.90% 340%
20 10.912 1516 1523 1529 rBVS5 19034 41108 1.32% 236%
21 11.006 1529 1539 1544 rBVe 41742 98377 3.15% 564%

22 11.170 1557 1567 1572 rBV 79313 152189 4.87%
23 11.241 1572 1579 1592 rVB 479240 872156 27.92%
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24 11.865 1673 1685 1691 rBV 455241 856029 27.41% 907%
25 11.923 1691 1695 1700 rVB2 20737 35371 1.13% 203%
26 12.106 1721 1726 1732 rBV3 24374 37425 1.20% 0.215%
27 12.570 1797 1805 1816 rVV7 12867 34811 1.11% ©.200%
28 12.847 1838 1852 1860 rVVv2 397412 805629 25.79% 4.618%
29 12.988 1871 1876 1879 rVv4 23945 47791 1.53% 0.274%
30 13.029 1879 1883 1890 rVB 31383 57295 1.83% ©.328%
31 13.188 1902 1910 1916 rBV7 15151 37213 .19% 213%

1
32 13.423 1939 1950 1957 rBV 31920 56607 1
33 13.641 1974 1987 1996 rvwv4 50586 117397 3.76%
34 13.788 2002 2012 2017 rBV 420361 724389 23.
35 13.835 2017 2020 2030 rVB 65481 121317 3
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36 13.947 2035 2039 2043 rBV2 24165 35184 1.13%

()
N
(]
N
R

82NO31825W.M Sat Mar 22 00:31:40 2025 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©31825W.M
Title : SW846 8260
37 13.994 2043 2047 2052 rBV3 53592 89683 2.87% 0.514%
38 14.123 2063 2069 2074 rBV6 21213 46478 1.49% 0.266%
39 14.264 2085 2093 2098 rBV7 21073 52582 1.68% 0.301%
49 14.329 2098 2104 2110 rVB3 43156 76467 2.45% 0.438%
41 14.441 2117 2123 2128 rVV2 31079 53925 1.73% 0.309%
42 14.623 2149 2154 2156 rBv2 37539 58255 1.87% 0.334%
43 14.735 2167 2173 2181 rBv4 25028 59514 1.91% 0.341%
44 14.923 2200 2205 2210 rBvV4 20124 37041 1.19% 0.212%
45 15.047 2216 2226 2232 rVB7 25576 77652 2.49% 0.445%
Sum of corrected areas: 17445184
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.M
Quant Title : SW846 8260

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

Abundance TIC: VN086031.D\data.ms
1400000

1200000
1000000
800000
600000
400000
200000
5.277

0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘m‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

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 6.80

Abundance TIC: VN086031.D\data.ms
1400000 8.759 10.141

1200000

1000000
10.012

800000

600000 10.565
11.241

400000

9.100

5.08324
200000 8.1 8.577 998124 e

10.318 9dé-1
oS W esa]| e 228 )| L0 7am $h808

[T ! ! |
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN086031.D\data.ms
1400000

1200000
1000000
800000
600000
PO 12.847 13.768

400000

200000

.9232.%06

12570 | 129089 18513.42313-641B83B901 5148291414633 354 923047
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 ‘ 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_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.277 11.81 ug/1 123091 Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
3 Tetrahydrofuran 72 C4H80 000109-99-9 33
4 1-Pentene 70 C5H1e 000109-67-1 28
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 17
Abundance Scan 565 (5.277 min): VN086031.D\data.ms (-552) (-) m/z 43.20 100.00%
5000
71.2
RN mEE AR
55.2 86.2 5.00 5.20 5.40 5.60
\\\‘\\\\‘\\\\‘\\\\“\‘\\‘\‘\‘\\‘\\\‘\“‘\\\\‘\}\‘\‘\\\ m/z 42.19 97.2900
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L B L B L AR SR
71.0 5.00 5.20 5.40 5.60
270 m/z 41.10 51.32%
55.0
86.0
\\\‘?‘\5\0\‘\\\‘\“\\\\‘i\\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\\‘\‘\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #2045:Pentane,24nethyh
43.0
SNNESY SN PNBY 1 SN
5.00 5.20 5.40 5.60
5000 71.0 m/z 71.20 31.45%
27.0 57.0
86.0
15.0 H 35, 0‘ ‘ | | ]
A e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #769: Tetrahydrofuran A RAREREE R
42.0 5.00 5.20 5.40 5.60
m/z 39.20 23.75%
5000
72.0
27.0
i 53,0 S . N
m/z--> 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.224  22.62 ug/l 235799  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
Abundance Scan 896 (7.224 min): VN086031.D\data.ms (-884) (-) m/z 43.20 100.00%
43.2 57.2
5000
85.2
T
7.00 7.20 7.40 7.60
70.2
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
AN
5000 L B I LA LA BN N U
85.0 7.00 7.20 7.40 7.60
29.0 m/z 56.20 71.77%
15.0 H ‘\ | i 7\10 , 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’1\\\‘\\1\‘\\\\’H\\‘\\H‘\\\\’
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0 SSPNRY R A W4 W
7.00 7.20 7.40 7.60
5000 m/z 41.20 58.72%
15.0 ‘ ‘
A0 by 7001000
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl- EmEERE T as Ran
43.0 7.00 7.20 7.40 7.60
m/z 85.20 33.52%
5000
85.0
57.0
29.0
: ‘ ‘ LI \‘ 7]T'O i 109'0 N
T e e e e B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.00 7.20 7.40 7.60

82NO31825W.M Sat Mar 22 ©0:31:46 2025 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57

Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.M
: 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 Pentane, 2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.324 59.86 ug/l 623923  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 56
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 50
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 43
5 Heptane 100 C7H16 000142-82-5 43

Abundance Scan 1083 (8.324 min): VN086031.D\data.ms (-1074) (-) m/z 56.15 100.00%

56.1

5000

H | ‘ 85.3 8.00 8.20 8.40 8.60
HH‘HH“\‘\“\\‘M"\H\“HH‘\H\‘HH‘HH‘HHZ‘O\\??:% m/Z 43.15 64.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0

5000 R ALSCNMBESS R
29.0 8.00 8.20 8.40 8.60

m/z 57.20 61.71%

| |80
\\\‘\‘\‘\\\‘ }\‘\ “\\‘\\’\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0

8.00 8.20 8.40 8.60

5000 ITI/Z 41.20 57.52%
29.0
Lm0
R AR L e e R R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3731: 1-Hexene, 5-methyl-
56.0 8.00 8.20 8.40 8.60
m/z 71.20 40.70%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

82N@31825W.M Sat Mar
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.759 235.99 ug/l 3123470  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 78
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64

Abundance Scan 1157 (8.759 min): VN086031.D\data.ms (-1139) (-) m/z 57.20 100.00%

57.2
5000
41.2

992 8.40 8.60 8.80 9.00

‘ 83.2 % .
‘H_‘H_‘H_‘H_‘HMLH_‘m_‘u_‘u_‘u_uﬂ_u‘_u‘_ m/z 56.20  32.77%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000

8.40 8.60 8.80 9.00

41.
0 m/z 41.20 22.83%
270
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
R RAEREEREEE
8.40 8.60 8.80 9.00
5000 ITI z 43.15 15.23%
41.0
27.0 ‘ 99.0
reprereprererertirer b b e
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 39.10 7.36%

5000
13.0 “ 71.0 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©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.724 16.19 ug/l 214313  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
2 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 72
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
4 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
Abundance Scan 1321 (9.724 min): VN086031.D\data.ms (-1313) (-) m/z 57.20 100.00%
571.2
5000
‘ 992 9.50 10.00
\‘H\\‘\\\\“”\H““\‘\“HM‘\H“HH‘HH‘HH‘HH‘H m/Z 56.15 59.2500
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #45520: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000 — ‘ /\/k
9.50 10.00
90,0 m/z 41.20 27.14%
’ 112.0
\‘\\\\‘\‘\‘\\“‘\\\“‘\\“\\8‘?.\()\\“\\‘\‘\‘\\\\‘\]\-5\§.‘0\\\\‘\\
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #59102: Decane, 2,2,3-trimethyl-
57.0
—LAN T
9.50 10.00
5000 m/z 43.20 13.72%
29.0
0] L 80 1260 690
R o B B R
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8666: Pentane, 2,2,3-trimethyl- 7 —
57.0 9.50 10.00
m/z 55.10 10.51%
5000
29.0
20 L‘ \“ 780 990 S
R e R N I e A e
m/z--> 0O 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.012 126.27 ug/1 16712560 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Hexanoic acid, 1,1-dimethylpropy... 186 C11H2202 116423-69-9 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 78
Abundance Scan 1370 (10.012 min): VN086031.D\data.ms (-1360) (- | m/z 71.20 100.00%
43.2 71.2
5000
T
10.00
\‘\\\\‘\\\\i‘\‘\\w‘\\‘\‘\“\\9\7.‘3\\\\‘\\\\‘\\\\‘\\\\ m/Z 43.20 97.2900
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 = :
10.00
m/z 70.20 71.55%
15.0 M ‘\‘\ \“ n 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #4472: Pentane, 3-ethyl-
43.0
T
10.00
5000 70.0 m/z 41.20 29.44%
15.0 H “‘\ ‘H n 100'0
e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #60825: Hexanoic acid, 1,1-dimethylpropyl ester ——
43.0 71.0 10.00
m/z 55.15 27.90%
5000 99.0
H \H ‘ L 1300 157.0
R B I A R S
m/z--> 0 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.141 214.69 ug/l 2841560 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 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 58
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 56
Abundance Scan 1392 (10.141 min): VN086031.D\data.ms (-1380) (- | m/z 43.15 100.00%
43.1
71.2
5000 572 85.2
‘ 99.2 10 00 10 50
| IR 114.2 o
H\‘\H\’HH‘HH‘HH"\‘\H‘H\\‘\H\"\‘H\‘\\‘H‘HH“HH‘HH’H m/z 71 15 75 58
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 10 00 10 50
270 85.0 m/z 70.15  67.29%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
-
1.0 1;)70029 51f ?@“
5000 57.0 85.0
29.0
99.0
Hwu,lusmo‘HH_M‘,‘HH‘H‘lWm‘,‘mWMw“w_m,u
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 43.59%
71.0
5000
29.0
57.0
rerprrr b e e e e S e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 unknownl®@.318 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.318 11.81 ug/l 156374  1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-ethoxy- 130 C8H180 005756-43-4 42
2 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 38
3 Furan, tetrahydro-2,5-dimethyl- 100 C6H120 001003-38-9 35
4 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 32
5 Butanoic acid, 3-hydroxy-3-methyl- 118 C5H1003 000625-08-1 27
Abundance Scan 1422 (10.318 min): VN086031.D\data.ms (-1414) (- | m/z 59.20 100.00%
59.2
41.2
5000 85.2
— —
H 1122 10.00 10.50
H‘\H\‘HH’HH‘\‘\‘H“\‘\\“\H‘\“HH“\‘\H’H\\‘HH‘HH‘HH‘HH’ mZ 56 29 99 480
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15679: Hexane, 1-ethoxy-
31.0 59.0
1000 1050
84.0 m/z 41.20  79.66%
i ‘\ 101.0115.0 130.0
H‘HH‘\H ’HH‘HH‘H \‘\\H‘HH‘HH’HH‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7560: 2,4-Dimethyl-1-hexene
56.0
— e
41.0 10.00 10.50
5000 ITI/Z 57.10 75.13%
70.0 112
S N " SO O - 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4438: Furan, tetrahydro-2,5-dimethyl-
56.0 10.00 10.50
41.0 m/z 43.15 62.16%
85.0
5000
210 ‘ ‘ 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 Hexane, 2,2,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.494 16.10 ug/l 275565  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 64
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
Abundance Scan 1452 (10.494 min): VN086031.D\data.ms (-1444) (- 57.20 100.00%
571.2
5000
41.1
10.50
113.3
miz--> 20 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 (\k/\
10 50
41.0 m/z 41.15  26.54%
m/z--> 60 80 100 120 140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
e
10.50
m/z 71.20 24.17%
5000 41.0
\‘ il 85.0 107.0 127.01430
e e e
miz--> 20 40 60 80 100 120 140
Abundance #14570: Hexane, 2,2,4-trimethyl- —4—
57.0 10.50
m/z 43.10 13.17%
5000
41.0
M | 830 113.0
‘,““‘ 5
m/z--> 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 unknownll.006 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.006 5.75 ug/1 98377  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 49
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 35
4 4-Octene, (E)- 112 C8H16 014850-23-8 30
5 Pyrrolidine, 3-methyl- 85 C5H11IN 034375-89-8 30
Abundance Scan 1539 (11.006 min): VN086031.D\data.ms (-1529) (- | m/z 43.10 100.00%
43.1
97.2
5000 69.2 842
56.1 112.2 L I
H H 11.00
H‘H‘w‘H‘_‘HJH‘wﬂh‘_‘Jﬂuuﬁﬂm‘ﬂwh‘u‘q‘u‘_ m/z 55.10  86.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7699: Cyclohexane, 1,2-dimethyl- (cis/trans)
g
550 97.0
5000 41.0 T i
70.0 83.0 112.0 11.00
270 ‘ ‘ m/z 97.20 69.95%
\\‘\\.\\’\\\‘\“\H\‘i\‘\\\"\H\‘\‘\H‘l“\\\\’1!\\‘\\\1‘\\\\’\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1700: 2-Pentene, 3-methyl-, (E)-
41.0 /U\
o FINVAVA VIR
11.00
5000 55.0 m/z 85.20 69.54%
84.0
27.0
H_"‘,HMm“;!‘m‘,u‘:!wm;m‘,w_ww,w_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1704: 2-Pentene, 3-methyl-, (2)- —4 ‘
41.0 11.00
69.0 m/z 41.15 65.68%
55.0
5000
84.0
27.0
e ety CNE— =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 11 3-Pentanone, 2,4-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.171 8.89 ug/1 152189  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 74
2 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 72
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
4 2,3-Hexanedione 114 C6H1002 003848-24-6 53
5 1-Hydroxy-3-methyl-2-butanone 102 C5H1002 036960-22-2 50

Abundance Scan 1567 (11.170 min): VN086031.D\data.ms (-1557) (- | m/z 43.20 100.00%

43.2
5000 711

SV —rtt
114.2 11.00 11.50

Ll 570 | 852 | g
\\‘\H\‘\\\\’H\\‘\H\‘\\H‘\\\\’\‘\\\‘H\\‘\\H‘\\H‘\\\\’\\ m/Z 71.16 47.560
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8578: 3-Pentanone, 2,4-dimethyl-
43.0
5000 71.0 1l —ple
11.00 11.50

m/z 41.10 25.67%

27.0 114.0
\\‘\\\\‘\\\M’H\\‘i!}\\"\5\‘6\.\()‘\\\\"\\\\‘H\\‘\\H‘\\\\‘\!\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8509: 3-Hexanone, 2-methyl-
43.0

= I
11.00 11.50

5000 71.0 ITI/Z 39.10 12.80%
27.0
114.0
oLl 570 | 850 99.0
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2047: Pentane, 2-methyl- Py P
43.0 11.00 11.50
m/z 114.20 12.69%
5000 71.0
57.0
27.0
el b b e Y
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@32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 12 3-Pentanone, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.241 50.94 ug/l 872156  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 80
2 3-Hexanone, 4-methyl- 114 C7H140 017042-16-9 53
3 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 53
4 3,4-Hexanedione 114 C6H1002 004437-51-8 52
5 3-Heptanone 114 C7H140 000106-35-4 50
Abundance Scan 1579 (11.241 min): VN086031.D\data.ms (-1572) (- | m/z 57.15 100.00%
57.1
5000
— —
1142 11.00 11.50
85.2 207.3
el 2003 gz 4120 24.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0
5000 e —
29.0 11.00 11.50
m/z 114.20 14.13%
Loy 8§0 .
A in Uil L
\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8500: 3-Hexanone, 4-methyl-
57.0
— —
11.00 11.50
5000 29.0 ITI/Z 39. 7.77%
| ‘ 85‘.0 11‘4.0
L il |
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8517: 3-Hexanone, 5-methyl- ‘
57.0 1L00 1150
m/z 56.2 6.66%
5000
85.0
29.0 ‘ ‘ 114.0
‘H‘HHwu:‘H1"HH‘H“ww_ww_ww v
m/z--> 20 40 60 80 100 120 140 160 180 200 1LOO 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 13 Sulfurous acid, butyl nonyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.641 8.10 ug/1 117397 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 47
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

Abundance Scan 1987 (13.641 min): VN086031.D\data.ms (-1974) (- | m/z 57.15 100.00%
57.1

5000 85.2
T ]
UU ‘ - 127.3 13.50 14.00
\‘\\\\“\\‘\"\‘\}\H“‘\‘\\‘\:‘IT‘\\.F-\‘\“\\\‘\\\\‘\\\\‘\\\\ m/Z 71.15 57.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
5000 M ‘ ~—

85.0 13.50 14.00

290 o m/z 85.20 46.09%
L [ 1510 1790
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 60 80 100 120 140 160 180
Abundance #45518: Octane, 3,4,5,6-tetramethyl- M}W
\
13.50 14.00
m/z 43.15 45 .49%
5000 20.0 85.0
113.0
Lol 7T 1390 1680
e e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester e ——
57.0 13.50 14.00
m/z 41.10 33.28%
5000 85.0
290 ‘ 113.0
"‘““H“"Nl‘_‘““‘JW“““‘H“““‘H‘ — —
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©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 14 Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.994 6.19 ug/1 89683 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 83
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 52
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 50
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 49
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 47
Abundance Scan 2047 (13.994 min): VN086031.D\data.ms (-2043) (- | m/z 117.20 100.00%
117.2
5000
57.1
91.1 WAL
Wi
SN—II Y W M““‘q“‘wﬁ‘w“‘w“w““ m/z 118.15  55.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 T A\ T T T \/\ \/\
14.00
m/z 115.15  43.84%
390 630 10
\]-\5\‘0\\\\‘\\H\\““\‘\\\’\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10194: Benzene, 1-propenyl-
117.0
=
14.00
5000 m/z 57.10 34.22%
91.0
30.0 oo ‘
H“‘H‘Mumﬂﬂﬁ‘ﬂwJ“ﬂ“““w“u“u“‘u“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide e
117.0 14.00
m/z 71.10 25.23%
5000
91.0
150 %0 630 | | 169.0 1960 ;
L B B B = ~— :
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\VN©32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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 15 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.047 5.36 ug/l 77652  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 92
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 76
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 76
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 76
Abundance Scan 2226 (15.047 min): VN086031.D\data.ms (-2216) (- | m/z 117.20 100.00%
11y.2
5000
91.2 /\Aww P
65.0 ‘ m ‘ 15.00
39.1 207.
Sl R P A _:“u“_Mw_wqmq m/z 132.20  38.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 /\M\A\ n\ T T mm\/\‘
15.00
91.0 m/z 115.15  29.78%
51.0
\\\‘2\7\.9\“\\“i\“w\\”\“‘\\“\\‘H“\\U‘\N\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 /\/\ M
AR T T
15.00
5000 m/z 131.20 26.09%
91.0
51.0 ‘
"“‘H‘“H‘;”u“l‘u‘H“Mq‘lm!“w‘“"mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 J& A
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- Do A L L
117.0 15.00
m/z 119.10  25.49%
5000
91.0
b70 51O ‘ ‘
"w‘M‘HHMWM‘AHHW‘W‘JMNW‘M“W‘H“H‘W“H e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82NO31825W.M Sat Mar 22 ©0:32:04 2025 Page: 18



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32025\
Data File : VN@86031.D

Acqg On : 20 Mar 2025 17:57
Operator : JC\MD

Sample : Q1575-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31825W.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, 2,3-dim... 5.277 11.8 ug/l 123091 1 8.224 521160 50.0
Pentane, 2,4-di... 7.224 22.6 ug/l 235799 1 8.224 521160 50.0
Pentane, 2,3-di... 8.324 59.9 ug/l 623923 1 8.224 521160 50.0
Butane, 2,2,3,3... 8.759 236.0 ug/l 3123470 2 9.100 661781 50.0
Heptane, 2,2,4,... 9.724 16.2 ug/l 214313 2 9.100 661781 50.0
Pentane, 2,3,4-... 10.012 126.3 ug/l 1671250 2 9.100 661781 50.0
Pentane, 2,3,3-... 10.141 214.7 ug/l 2841560 2 9.100 661781 50.0
unknown10.318 10.318 11.8 wug/l 156374 2 9.100 661781 50.0
Hexane, 2,2,5-t... 10.494 16.1 ug/l 275565 3 11.865 856029 50.0
unknownl1.006 11.006 5.8 ug/l 98377 3 11.865 856029 50.0
3-Pentanone, 2,... 11.171 8.9 ug/l 152189 3 11.865 856029 50.0
3-Pentanone, 2,... 11.241 50.9 ug/l 872156 3 11.865 856029 50.0
Sulfurous acid,... 13.641 8.1 ug/l 117397 4 13.788 724389 50.0
Indane 13.994 6.2 ug/l 89683 4 13.788 724389 50.0
Benzene, 1l-ethe... 15.047 5.4 ug/l 77652 4 13.788 724389 50.0
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