LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N060625W.M

Title : SW846 8260

Signal : TIC: VN@87108.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.353 62 68 74 rVB 9081 15468 1.19% 0.120%
2 2.553 95 102 108 rBvV 18631 32297 2.49% 0.250%
3  3.283 216 226 239 rBV2 185956 464065 35.77%  3.589%
4 3.671 284 292 302 rvB3 6339 16618 1.28% 0.129%
5 4.447 412 424 443 rVB2 35216 125007 9.64% 0.967%
6 5.360 553 569 579 rBvV2 78179 307740 23.72%  2.380%
7 5.836 647 660 677 rBV2 62754 214490 16.53% 1.659%
8 6.818 815 827 834 rBv4 5840 16684 1.29% 0.129%
9 7.094 866 874 881 rBV7 7160 21132 1.63% 0.163%
106 7.235 888 898 907 rBV2 25667 74554  5.75% ©.577%
11 7.341 907 916 924 rVW2 35007 99028 7.63% 0.766%
12 7.406 924 927 937 rVB5 7539 17433 1.34% 0.135%
13 8.018 1023 1031 1039 rVB5 11088 29634  2.28% 0.229%
14 8.177 1048 1058 1062 rBV 160750 395931 30.52% 3.062%
15 8.229 1062 1067 1078 rVV 274754 657426 50.68% 5.085%
16 8.335 1078 1085 1098 rVB2 68284 172546 13.30%  1.334%
17 8.512 1108 1115 1120 rBV4 9359 24176  1.86% 0.187%
18 8.588 1120 1128 1139 rVV 174450 407230 31.39%  3.150%
19 8.718 1140 1150 1152 rVV3 13816 32438 2.50% 0.251%
20 8.765 1152 1158 1169 rVv4 34278 119981 9.25% 0.928%
21 8.859 1169 1174 1183 rVB2 12609 26634 2.05% 0.206%
22 9.106 1206 1216 1229 rBV 457290 953913 73.53% 7.378%
23 9.341 1249 1256 1260 rBv4 7702 16370 1.26% 0.127%
24  9.388 1260 1264 1273 rVB2 7733 14649 1.13% 0.113%
25 9.565 1287 1294 1304 rBV5 24334 70044  5.40%  0.542%
26 9.865 1336 1345 1353 rBV3 10589 24889 1.92% 0.192%
27 10.018 1365 1371 1379 rVB 29504 59263 4.57% 0.458%
28 10.112 1379 1387 1388 rBV3 11456 19316 1.49% 0.149%
29 10.147 1388 1393 1406 rVB 52219 110719 8.53% 0.856%
30 10.323 1417 1423 1431 rBV5 9193 21849 1.68% 0.169%
31 10.453 1439 1445 1448 rBV2 11777 21693 1.67% 0.168%
32 10.494 1448 1452 1457 rVB2 8631 15057 1.16% 0.116%
33 10.565 1457 1464 1473 rBV 678539 1297245 100.00% 10.033%
34 10.759 1485 1497 1503 rBV4 38395 83946 6.47% 0.649%
35 10.835 1503 1510 1517 rvv2 30821 60085 4.63% 0.465%
36 10.912 1519 1523 1529 rVV6 10732 22580 1.74% 0.175%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N060625W.M
Title : SW846 8260
37 10.982 1529 1535 1545 rVV3 29936 78014 6.01% 0.603%
38 11.253 1574 1581 1586 rBV4 14304 30105 2.32% 0.233%
39 11.382 1598 1603 1609 rVB5 7913 13575 1.05% 0.105%
40 11.676 1646 1653 1660 rBV7 6128 13573 1.05% 0.105%
41 11.865 1677 1685 1694 rBV 589159 1073848 82.78%  8.305%
42 11.965 1697 1702 1707 rVB 28007 45879 3.54% 0.355%
43 12.076 1713 1721 1728 rBV 55632 115495 8.90% 0.893%
44 12.394 1767 1775 1784 rBV2 20166 43555 3.36% ©0.337%
45 12.570 1796 1805 1813 rBV9 5371 16522 1.27% 0.128%
46 12.694 1821 1826 1832 rVB 54047 87649 6.76% 0.678%
47 12.847 1842 1852 1862 rBV 456007 803655 61.95% 6.216%
48 13.035 1875 1884 1889 rVV 22291 41960  3.23% 0.325%
49 13.094 1889 1894 1897 rVWv4 10826 19737 1.52% 0.153%
50 13.129 1897 1900 1904 rVV 21506 33110 2.55% 0.256%
51 13.335 1925 1935 1943 rBV 33296 62156 4.79% 0.481%
52 13.435 1943 1952 1954 rBvV7 7054 14073 1.08% 0.109%
53 13.482 1954 1960 1967 rVB 112682 186388 14.37% 1.442%
54 13.600 1973 1980 1988 rBV3 35729 87243 6.73% 0.675%
55 13.788 2004 2012 2024 rBV 616891 1124164 86.66% 8.694%
56 13.888 2024 2029 2033 rVB 18926 32948 2.54%  0.255%
57 13.947 2034 2039 2042 rBV 42822 66169 5.10% ©.512%
58 13.994 2042 2047 2050 rvV 74013 138466 10.67% 1.071%
59 14.029 2050 2053 2060 rVB2 105223 163752 12.62% 1.266%
60 14.111 2062 2067 2073 rVB 54737 92898 7.16% 0.718%
61 14.176 2073 2078 2084 rVB3 16514 30394 2.34% 0.235%
62 14.270 2084 2094 2099 rBV3 40816 93645 7.22% 0.724%
63 14.329 2099 2104 2112 rVB 71997 114745 8.85% 0.887%
64 14.441 2112 2123 2130 rBV 450631 783874 60.43% 6.063%
65 14.511 2130 2135 2136 rBV3 12567 16386 1.26% 0.127%
66 14.576 2142 2146 2150 rVB2 21634 30935 2.38% 0.239%
67 14.653 2150 2159 2164 rBV 121340 215878 16.64% 1.670%
68 14.770 2174 2179 2182 rBV2 25019 42452  3.27% 0.328%
69 14.858 2188 2194 2195 rBV4 8019 14464 1.11% 0.112%
70 14.935 2201 2207 2217 rBVS5 42131 90545 6.98% 0.700%
71 15.047 2217 2226 2231 rVB4 21978 58701 4.53% 0.454%
72 15.117 2231 2238 2244 rBV2 52432 101036 7.79% 0.781%
73 15.200 2248 2252 2258 rVW4 17796 27654 2.13% 0.214%
74 15.317 2265 2272 2277 rBV2 46663 92199 7.11% 0.713%
75 15.382 2277 2283 2285 rVV2 25416 52799 4.07% 0.408%

76 15.423 2285 2290 2297 rVB2 83312 163725 12.62% 1.266%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 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\82N060625W.M

Title : SW846 8260

77 15.535 2304 2309 2313 rBV4 6954 13274 1.02% 0.103%
78 15.594 2313 2319 2322 rVV4 22486 39325 3.03% 0.304%
79 15.635 2322 2326 2331 rVB 30847 51511 3.97% 0.398%
80 15.788 2348 2352 2361 rVB4 23927 62621 4.83% 0.484%
81 15.947 2369 2379 2383 rBV9 14914 41770 3.22% 0.323%
82 16.064 2389 2399 2408 rBV7 17573 67731 5.22% 0.524%
83 16.147 2408 2413 2420 rVV6 12510 32554 2.51% 0.252%
84 16.252 2425 2431 2438 rVW 35114 83333 6.42% 0.645%
85 16.329 2439 2444 2454 rVB4 24254 63799 4.92% 0.493%
86 16.476 2464 2469 2476 rBvV4 11698 26173 2.02% 0.202%
87 16.670 2497 2502 2503 rBV3 11694 15043 1.16% 0.116%
88 16.705 2504 2508 2515 rVB 20834 39797 3.07% 0.308%
89 16.770 2515 2519 2522 rBvV4 10600 16316 1.26% 0.126%

Sum of corrected areas: 12929743
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087108.D\data.ms
600000
500000
400000
300000
200000 3.283

100000 5.300

5.836
2553 4.447
2.3532. 3.671 JAN 6.81¢

0 ‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH“\H‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH’HH‘HH"\\F
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: VN087108.D\data.ms

10.565
600000 [

500000 9.106

400000

300000 8.229

200000 81 8.588
100000
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Abundance TIC: VN087108.D\data.ms

13.788

600000865
500000 12.847 14.441
400000

300000

200000
14.653

100000

15.423
%.076 12.694

4 14
T AT ﬁ@%@ 1 198 A0 008 T som ¥ i

0 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©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.283 35.29 ug/1 464065  Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 38
3 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 27
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 22
Abundance Scan 226 (3.283 min): VN087108.D\data.ms (-216) (-) m/z 43.10 100.00%
3.1
5000 j\
A RAR A
‘ 72.1 3.00 3.20 3.40 3.60
bl il L1420 s 42,00 88.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #814: Butane, 2-methyl-
43.0
5000 LA L L NI LA R
3.00 3.20 3.40 3.60
m/z 41.00 82.95%
O\\‘\‘\‘\\\‘i\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #809: Pentane
43.0
A Ra R R
3.00 3.20 3.40 3.60
5000 m/z 57.10 81.21%
72.0
I
m/z--> 20 40 60 80 100 120 140 160
Abundance #77825: 1,1-Diisobutoxy-butane e
57.0 3.00 3.20 3.40 3.60
m/z 56.00 27.00%
29.0
5000
0 “‘ s H‘M 7\#0 103'0 12\\9'0 159.0
i e B A eSO A Ra e S RNRaaRE T
m/z--> 20 40 60 80 100 120 140 160 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Butane, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.447 9.51 ug/l 125007 Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 83
2 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 42
4 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 42
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 40

Abundance Scan 424 (4.447 min): VN087108.D\data.ms (-412) (-) m/z 57.10 100.00%

57.1
5000 41)0 /\
A RaEEE
‘ m 4.20 4.40 4.60 4.80
ot m/z 71.10  93.56%
m/z--> 20 40 60 80 100 120 140
Abundance #2052: Butane, 2,2-dimethyl-
43.0
71.0
5000 UL L L L BN L
4.20 4.40 4.60 4.80
m/z 43.00  85.63%
15.0
O \\\‘\‘\\\“H\\‘hﬂ’\\w\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
L mmEEE
4.20 4.40 4.60 4.80
5000 m/z 41.00 42 .60%
29.0
H‘ 0, 870 1230  153.0
Ottt e
miz--> 20 40 60 80 100 120 140
Abundance #27892: Butane, 2-bromo-2-methyl- VAN S SR
43.0 71.0 4.20 4.40 4.60 4.80
m/z 56.10 27.28%
5000
0 Il 26\“‘% L Il M‘\‘ ‘ 121'0
e  EARmm s
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87108.D

Acqg On : 19 Jun 2025 13:59

Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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 Butane, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.300 23.40 ug/l 307740  Pentafluorobenzene 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 22
4 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9
5 3-Aminopyrrolidine 86 C4H1ON2 079286-79-6 9
Abundance Scan 569 (5.300 min): VN087108.D\data.ms (-553) (-) m/z 43.00 100.00%
43.0
5000
71.1
e ARRRRRE TR
| 55.0 86.1 5.00 5.20 5.40 5.60
0 B S MM NS m/z 42.00 90.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2055: Butane, 2,3-dimethyl-
43.0
5000 L L L R I R
5.00 5.20 5.40 5.60
m/z 41.00 34.17%
27.0 71.0 /
\\’\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2047: Pentane, 2-methyl-
43.0
e AAREAREE TR
5.00 5.20 5.40 5.60
m/z 71.10 33.55%
5000 710 /
57.0
27.0
86.0
o",‘1‘5:9‘H‘H"‘H“‘:‘w‘“1“‘wlmwlww_m
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4346: Butanal, 2,2-dimethyl- e ARRARRE TR
43.0 5.00 5.20 5.40 5.60
m/z 39.00 14.20%
5000 71.0
29.0
55.0
ol 150 | ‘ A | 850 1000
R o e B e ARRAREE TR
m/z--> 10 20 30 40 50 60 70 80 90 100 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@61925\
Data File : VN@87108.D

Acqg On : 19 Jun 2025 13:59

Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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 4 Pentane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.836 16.31 ug/1 214490  Pentafluorobenzene 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 64
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 56
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56
Abundance Scan 660 (5.836 min): VN087108.D\data.ms (-647) (-) m/z 57.00 100.00%
57.0
5000
R aaEE R
” | 86.2 206, 5.60 5.80 6.00 6.20
0Lt e e e e M/z 56.10 0 86.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 L B L I LN B
5.60 5.80 6.00 6.20
m/z 41.10 54.02%
01.0186.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0 Mﬂ\
 EAREEmamEREEEEEETE
5.60 5.80 6.00 6.20
5000 m/z 43.00 21.04%
29.0
0 0 1130
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2013: Oxirane, (1-methylethyl)- R EERGEEEEEE
56.0 5.60 5.80 6.00 6.20
m/z 39.00 13.74%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.341 7.53 ug/1 99028 Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 90
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Tetramethylene diisocyanate 140 C6H8N202 004538-37-8 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
Abundance Scan 916 (7.341 min): VN087108.D\data.ms (-907) (-) m/z 56.05 100.00%
56.0
5000 /\/\
R e o
84.0 206.9 7.00 7.20 7.40 7.60
0“‘_“"NN‘NM“L“_“w“u“u“u“_“w“h m/z 69.05 52.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘\

7.00 7.20 7.40 7.60
m/z 40.95 45.68%

280 84.0
H‘\ww‘ \w”‘\k“w“‘M“w“‘w“‘w“H\“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0 AL

84.0 PURNEN EY E . VNI WY
7.00 7.20 7.40 7.60

o

5000 m/z 55.00 30.41%
il
YN T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1676: 1-Pentene, 2-methyl- “w“‘\““w“‘\“‘w‘
56.0 7.00 7.20 7.40 7.60

m/z 42.00 20.97%

5000
84.0
29.0 /\
0 H Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 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©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.335 13.12 ug/l 172546  Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 50
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 50
4 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 47
5 Heptane 100 C7H16 000142-82-5 43

Abundance Scan 1085 (8.335 min): VN087108.D\data.ms (-1078) (-) m/z 56.10 100.00%

56.1
5000
“_‘H,H“_‘H‘H‘w
H ‘ ‘851 8.00 8.20 8.40 8.60
Ol 20T sz 57.10 73.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0 /\
5000 Tt T T T T
29.0 8.00 8.20 8.40 8.60
m/z 43.10 73.71%
‘ ‘850
O\\\\‘\l\\ \\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #683: Ethane, isocyanato-
56.0
“_‘H,H“_‘H‘H‘w
8.00 8.20 8.40 8.60
5000 ITI z 41.00 53.65%
28.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8651: Hexane, 3,4-dimethyl- H“‘H,“H“‘H“‘H,
56.0 8.00 8.20 8.40 8.60
m/z 71.05 48.40%
5000 85.0
29.0
114.0
3 S S W R N — H_m,w_w/‘\m

m/z--> 20 40 60 80 100 120 140 160 180 200 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©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Benzene, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.029 7.28 ug/1 163752 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 80
5 Benzene, tert-butyl- 134 C1oH14 000098-06-6 76
Abundance Scan 2053 (14.029 min): VN087108.D\data.ms (-2050) (- | m/z 119.05 100.00%
119.1
91.0 RSV ‘
14.00
41.0 65.0
Ot b Al L 11800 2069 s 165,65  92.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 j\ T A
91.0 14.00
m/z 134.05 45.91%
41.0 65.0 ‘
0 \\\‘\‘\\\‘\\\\‘\\\\M‘\\w\‘H‘\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17028: Benzene, 1,3-diethyl-
119.0 A /\ /k
‘ —~
14.00
5000 m/z 91.00 24.87%
91.0
39.0 650
REETWiarPle-cd 0 0 ) 0 AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl- M ‘
119.0 14.00
m/z 77.00 12.32%
5000
91.0
65.0
o??ﬂ?m‘w‘wm‘_MHHMH‘mww_ww_m AR M ‘
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©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.441 34.86 ug/l 783874  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 2123 (14.441 min): VN087108.D\data.ms (-2112) (- | m/z 117.10 100.00%
117.1
5000
A JU
5756 91‘-0 ‘ 14.50
Oty ol A48 2080y 114,95 30.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000
14.50
m/z 132.05  27.52%
39.0 65.0 91"0 “
0\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\1‘\}‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
=
14.50
5000 m/z 91.00 13.44%
91.0
ZIO\S%OH \ ‘ I
ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 VJ\Aw
Abundance #16107: 1-Phenyl-1-butene =2 T
117.0 14.50
m/z 118.10  10.05%
5000
91.0
270 %0 ‘ |
R N B S TS ] VLN
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.653 9.60 ug/l 215878 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 91
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 91

Abundance Scan 2159 (14.653 min): VN087108.D\data.ms (-2150) (- | m/z 119.10 100.00%

119.1
5000
91.0

14.50 15.00
39.0 65.0
0 H‘_H‘,‘Hw‘MH‘:‘pmM‘“”‘1““?;‘1‘““_“‘2‘97:1‘ m/z 134.05 43.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-

119.0

5000

=y o
14.50 15.00
m/z 91.00 14.90%

91.0
O\\\‘\‘\\\"\\w‘\“\\\\“\\\\‘W\\}w\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

14 50 15 00
5000 ITI/Z 120.05 10.24%
41.0
o280, T o b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- LWV
119.0 14.50 15.00
m/z 135.05 9.72%
5000
91.0
39.0 65.0
oliso 3000 L bl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.423 7.28 ug/1 163725 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 2290 (15.423 min): VN087108.D\data.ms (-2285) (- | m/z 131.00 100.00%
131.0
5000 N
91.0 T e
15.50
39.0 64.0 ‘
ow_‘m"m‘www,m“"m‘\\A\H‘u,‘l‘l“ﬁz‘nl‘w“‘2‘9‘7:9 m/z 146.05  23.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 (\« /\ T T ‘/\f\\ /\\/\\ T
15.50
91.0 m/z 133.80 17.85%
39.0 4.0 ‘ ‘ ‘
OHH‘\‘\\\“‘\\“i‘\‘m\u“’u‘\\“‘\‘HU‘\‘U‘HH“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
—
15.50
5000 m/z 91.00 14.15%
o ]
Y AR O VN PO WO | S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- o
131.0 15.50
m/z 132.05 13.39%
5000
91.0
39.0 ‘ /\
65.0
oHH_M‘“‘uuhmw"J‘,‘mm‘H“\ut“l‘,mH_wam A : ﬂ“’ o At g
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@©87108.D

Acqg On : 19 Jun 2025 13:59
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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-methyl- 3.283 35.3 ug/l 464065 1 8.229 657426 50.0
Butane, 2,2-dim... 4.447 9.5 ug/l 125007 1 8.229 657426 50.0
Butane, 2,3-dim... 5.300 23.4 ug/l 307740 1 8.229 657426 50.0
Pentane, 3-methyl- 5.836 16.3 ug/l 214490 1 8.229 657426 50.0
Cyclopentane, m... 7.341 7.5 ug/l 99028 1 8.229 657426 50.0
Pentane, 2,3-di... 8.335 13.1 ug/l 172546 1 8.229 657426 50.0
Benzene, 1,4-di... 14.029 7.3 ug/l 163752 4 13.788 1124160 50.0
Indan, 1-methyl- 14.441 34.9 ug/l 783874 4 13.788 1124160 50.0
Benzene, 1,2,3,... 14.653 9.6 ug/l 215878 4 13.788 1124160 50.0
1H-Indene, 2,3-... 15.423 7.3 ug/l 163725 4 13.788 1124160 50.0
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