LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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\82N071625W.M

Title : SW846 8260

Signal : TIC: VN@87373.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.101 19 25 28 rBV2 14105 23887 1.44% 0.182%
2 2.683 117 124 134 rBV 13316 26566 1.61% 0.202%
3 2.859 147 154 164 rBvV2 19082 47889 2.89% 0.364%
4 3.653 280 289 301 rBV 59507 153096 9.25% 1.164%
5 3.789 302 312 323 rBV 107651 310010 18.74% 2.357%
6 4.000 339 348 358 rBV5 8944 26221 1.58% 0.199%
7 4.289 390 397 406 rVB4 8399 22567 1.36% 0.172%
8 4.424 410 420 429 rVW2 26914 87940 5.31% 0.669%
9 4.512 429 435 449 rVB5 10433 32925 1.99% 0.250%
10 4.712 459 469 480 rBV2 27742 102192 6.18% 0.777%
11 6.589 779 788 799 rBV3 15389 47918 2.90% 0.364%
12 6.724 799 811 830 rvV 186736 599800 36.25% 4.560%
13 7.471 919 938 948 rBvV 339494 950104 57.42% 7.222%
14 7.547 948 951 963 rVB 22435 50589 3.06% 0.385%
15 7.771 978 989 1005 rBV 638354 1654652 100.00% 12.578%
16 8.153 1044 1054 1058 rBV2 134146 322564 19.49% 2.452%
17 8.206 1058 1063 1077 rVB 197894 452389 27.34%  3.439%
18 8.565 1110 1124 1134 rBV 149800 360303 21.78% 2.739%
19 8.818 1158 1167 1174 rVB5 7170 19397 1.17% 0.147%
20 8.953 1183 1190 1199 rBV4 20454 46968 2.84% 0.357%
21  9.082 1203 1212 1222 rBV 331630 687726 41.56% 5.228%
22 9.259 1235 1242 1254 rBV3 75129 191421 11.57% 1.455%
23 9.506 1279 1284 1289 rvv4 11583 29167 1.76% 0.222%
24 9.559 1289 1293 1300 rVV 21787 42075 2.54% 0.320%
25 9.647 1300 1308 1316 rVV5 45294 113558 6.86% 0.863%
26 9.724 1316 1321 1331 rVB2 22821 45214 2.73% 0.344%
27 9.812 1331 1336 1346 rBV 18197 37848 2.29% 0.288%
28 10.547 1453 1461 1468 rBV 531867 973527 58.84% 7.401%
29 10.724 1483 1491 1499 rVB4 19336 34090 2.06% 0.259%
30 10.818 1499 1507 1514 rBVS8 13750 35451 2.14% 0.269%

31 10.965 1524 1532 1545 rBV3 36215 119181 7.20%
32 11.188 1561 1570 1579 rBV3 33898 69319 4.19%
33 11.282 1579 1586 1602 rVV 292544 542496 32.79%

oo
=
N
5
3R

34 11.847 1674 1682 1691 rBV 456602 819883 49.55% 233%
35 11.941 1694 1698 1703 rVB2 11668 17888 1.08% 136%
36 12.047 1703 1716 1724 rBV5 28480 82327 4.98% 0.626%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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\82N071625W.M
Title : SW846 8260
37 12.376 1760 1772 1773 rBV5 26707 43388 2.62% ©0.330%
38 12.829 1842 1849 1859 rVB 367304 628903 38.01% 4.781%
39 13.076 1885 1891 1895 rBV 26155 48795 2.95% 0.371%
40 13.141 1895 1902 1910 rVB4 40286 91085 5.50% 0.692%
41 13.323 1925 1933 1939 rBV6 89387 256110 15.48% 1.947%
42 13.459 1948 1956 1965 rBV3 88044 191070 11.55% 1.452%
43 13.770 2002 2009 2018 rVB 480561 832331 50.30% 6.327%
44 13.965 2037 2042 2046 rBv4 23265 48829 2.95% 0.371%
45 14.082 2057 2062 2067 rBv2 87913 140817 8.51% 1.070%
46 14.247 2083 2090 2095 rBV7 16345 43563 2.63% ©0.331%
47 14.306 2095 2100 2104 rBV5 43898 91727 5.54% 0.697%
48 14.417 2116 2119 2126 rVB3 22868 36234 2.19% 0.275%
49 14.553 2138 2142 2146 rBV6 19687 37201 2.25% 0.283%
50 14.606 2147 2151 2154 rVv3 30868 47643 2.88% 0.362%
51 14.635 2154 2156 2159 rvv3 23960 27029 1.63% 0.205%
52 14.670 2160 2162 2165 rVB2 18599 16741 1.01% 0.127%
53 14.712 2165 2169 2173 rVB6 21675 27745 1.68% 0.211%
54 14.900 2196 2201 2202 rBV3 20011 21062 1.27% 0.160%
55 14.935 2202 2207 2213 rVB2 126933 194907 11.78% 1.482%
56 15.023 2215 2222 2227 rBV6 48816 141552 8.55% 1.076%
57 15.188 2244 2250 2256 rVB2 37481 70630  4.27% ©.537%
58 15.288 2263 2267 2274 rVBS8 15165 28766 1.74% 0.219%
59 15.476 2297 2299 2307 rVB7 22528 46058 2.78% 0.350%
60 15.564 2309 2314 2318 rBV3 42550 71377 4.31% ©.543%
61 15.670 2329 2332 2337 rVB6 12309 17400 1.05% 0.132%
62 15.806 2349 2355 2366 rVB 135344 250431 15.13% 1.904%
63 15.917 2366 2374 2381 rBV9 25208 76469 4.62% 0.581%
64 16.100 2399 2405 2406 rBv4 14352 28090 1.70% 0.214%
65 16.141 2407 2412 2422 rVBS8 50113 111729 6.75% ©.849%
66 16.288 2432 2437 2440 rBV7 12136 25816 1.56% 0.196%
67 16.376 2447 2452 2456 rVB7 11109 20805 1.26% ©.158%
68 16.429 2456 2461 2462 rBV5S 14637 23152 1.40% 0.176%
69 16.470 2464 2468 2472 rW7 25855 51101 3.09% 0.388%
70 16.511 2472 2475 2480 rVB7 22335 38626 2.33% 0.294%
71 16.582 2482 2487 2497 rVB6 27321 53048 3.21% 0.403%
72 16.670 2497 2502 2510 rVB7 25857 62111 3.75% 0.472%
73 16.758 2510 2517 2518 rBV7 16366 33305 2.01% ©.253%
Sum of corrected areas: 13154794
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087373.D\data.ms
600000

500000
400000
300000

200000 6.724

3.789
3.653
2.101 2.6832.859 4.000 4.28@4 'g124.712 6.58

0 ‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH“\H‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\\H‘\\\\’\\H/ﬁ

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: VN087373.D\data.ms

600000 T

100000

10.547

500000 11

400000
7471 9.082

300000 11.282
200000 8.206
8.1 8.565
100000 9.259
9.647 10.96511.188
. 7,547 8.81%95 /M@alz 1076418
‘ T T T ‘ T =T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T
8.00 8.50

— \ — I =
Time--> 7.00 7.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN087373.D\data.ms
600000

13.770

500000

400000 12.829

300000

200000

100000

1

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

@%19(17 12.376 13
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Pentane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.653 16.92 ug/1 153096  Pentafluorobenzene 8.206

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 3-Buten-1-o0l 72 C4H80 000627-27-0 9

Abundance Scan 289 (3.653 min): VN087373.D\data.ms (-280) (-) m/z 43.00 100.00%

43.0
5000 /\/\\
T R e
‘ 511721 3.40 3.60 3.80 4.00
0m‘uH_m,mumuw‘mWH‘JM‘mwmwm m/z 42.10 56.16%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #808: Pentane
43.0

5000 e
3.40 3.60 3.80 4.00

27.0 570 720 m/z 41.18  50.30%

\\\‘\\\\‘\\\‘\"\\\\“ 1\\‘\\w‘\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #766: Oxirane, ethyl-
41.0

3.40 3.60 3.80 4.00

o

5000 27.0 m/z 39.00  19.45%
57.0

71.0

2 Wl
o“w‘ﬁ‘w“u,“ﬂ‘ T | —
m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl-
42.0 3.40 3.60 3.80 4.00

m/z 57.10 15.03%

5000 56.0
310
o ‘ 700 100.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Ethanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.789  34.26 ug/1 310010 Pentafluorobenzene 8.206

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 312 (3.789 min): VN087373.D\data.ms (-302) (-) m/z 45.00 100.00%

45.0
5000

3.40 3.60 3.80 4.00 4.20
0l e e e 2os  m/z 46.00 44.58%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #107: Ethano
31.0

5000 e
3.40 3.60 3.80 4.00 4.20

m/z 42.95 21.91%

2.0 m |
\‘\\\1’\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #109: Dimethyl ether
45.0

3.40 3.60 3.80 4.00 4.20

o

5000 m/z 41.95 8.16%
15.0
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #103: Methane, nitroso- R AAARGEINE IS
30.0 3.40 3.60 3.80 4.00 4.20

m/z 44.00 3.37%

w MWMW\WMWW
|

oLl e e e RS EREE.
miz--> 0 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1-Propanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.724 66.29 ug/l 599800 Pentafluorobenzene 8.206

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 2-Fluoropropene 60 C3H5F 001184-60-7 49
3 Allyl fluoride 60 C3H5F 000818-92-8 43
4 Isoxazolidine, 4-ethyl-2,5-dimet... 129 C7H15NO 056728-13-3 28
5 Isoxazolidine, 5-ethyl-2,4-dimet... 129 C7H15NO 056728-14-4 23
Abundance Scan 811 (6.724 min): VN087373.D\data.ms (-799) (-) m/z 59.00 100.00%
59.0
5000 /\\
e Asmmmmas ST
37 6.40 6.60 6.80 7.00
Oty e 2002 | m/z 42.00 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #337: 1-Propano
31.0
5000 L L R IR R
6.40 6.60 6.80 7.00
50.0 m/z 60.00 53.28%
O\\\\‘\“M{\““‘\‘\\\H\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #331: 2-Fluoropropene
59.0
e
6.40 6.60 6.80 7.00
5000 m/z 41.00 48.62%
33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #330: Allyl fluoride A REARERE A S
59.0 6.40 6.60 6.80 7.00
m/z 39.00 36.49%
5000
27.0
0\H\‘\‘\‘\‘\”}‘1‘”1“‘”H,\H\‘HH‘\m‘\m‘\m‘\m‘uu e R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51

Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@71625W.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 2-Butanol, (R)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.771 182.88 ug/l 1654650  Pentafluorobenzene 8.206
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 83
2 2-Butanol 74 C4H100 000078-92-2 83
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 59
4 Isopropyl Alcohol 60 C3H80 000067-63-0 42
5 2-Hexanol 102 C6H140 000626-93-7 38
Abundance Scan 989 (7.771 min): VN087373.D\data.ms (-978) (-) m/z 45.00 100.00%
45.0
5000
T
H ‘731 7.40 7.60 7.80 8.00
obr el 220292 n/z 59.00  22.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #974: 2-Butanol, (R)-
45.0
5000 L R B LA B B
7.40 7.60 7.80 8.00
m/z 43.00 14.95%
O\\\‘\‘H“\\‘M‘\\‘\“‘\7\?).\(‘)\H\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #960: 2-Butano
45.0
R EARAmEEEES SR
7.40 7.60 7.80 8.00
5000 m/z 41.00 13.85%
18.0
o‘Hh_mHJ“m‘_??-‘?mwHww_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5013: 2-Pentanol, 3-methyl- EAEEAasmamasEaE
45.0 7.40 7.60 7.80 8.00
m/z 43.95 9.23%
5000
150 || | 690
o bbbl e e e e e P R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1-Butanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.259  13.92 ug/l 191421 1,4-Difluorobenzene 9.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 90
2 1-Hexanol 102 C6H140 000111-27-3 38
3 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 36
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 36
5 Cyclobutane 56 C4H8 000287-23-0 9
Abundance Scan 1242 (9.259 min): VN087373.D\data.ms (-1235) (-) m/z 56.00 100.00%
56.0
5000 j\¥
R A Ea s
80.9 207 2 9.00 9.20 9.40 9.60
Ol 8922012 m/z 41.00  81.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #967: 1-Butano
31.0 58.0
5000
9.00 9.20 9.40 9.60
m/z 43.10 58.47%
O\\\“\“\‘!i‘\“’ \\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4965: 1-Hexano
56.0
A e
9.00 9.20 9.40 9.60
5000 m/z 42.00 32.23%
31.0
H 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14158: 2H-Pyran-2-one, tetrahydro-5,6-dimethyl-, trans-
56.0 9.00 9.20 9.40 9.60
m/z 39.00 25.14%
5000
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Hexanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.282  33.08 ug/l 542496  Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 81
2 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 37
3 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 35
4 Urea, trimethyl- 102 C4H1eN20 000632-14-4 25
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 22
Abundance Scan 1586 (11.282 min): VN087373.D\data.ms (-1579) (- | m/z 43.95 100.00%
44.0
5000 /\K
72.0
‘ ‘ “ ‘ 078 11.00 1150
bl L 9781490 0 sz 41.00  90.46%
miz--> 20 40 60 80 100 120 140
Abundance #4244: Hexana
44.0
5000
27.0 11 00 11 50
720 m/z 56.10  88.66%
O\\‘\,\‘l\\‘i“\\”\iH‘\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #4889: 2,2—D|methyl—3—hydroxypropionaldehyde
41.0
5-7.0 T ‘ T T ‘ T
11.00 11. 50
5000 m/z 42.95 6.28%
ﬁ;.o
AT |/ N A
m/iz--> 20 40 60 80 100 120 140
Abundance #4431: Cyclopentanol, 2-methyl-, cis-
57.0 1100 1150
m/z 57.00 2.84%
5000 41.0
82.0
||} o
AN | BT, N O Wt
m/z--> 20 40 60 80 100 120 140 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 2-Heptenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.323  15.39 ug/1 256110 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 86
2 2-Heptenal, (Z)- 112 C7H120 057266-86-1 78
3 Diphosphoric acid, diisooctyl ester 402 C16H3607P2 072101-07-6 64
4 4-Pentenal 84 C5H80 002100-17-6 49
5 2-Pentyn-1-o0l 84 C5H80 006261-22-9 46
Abundance Scan 1933 (13.323 min): VN087373.D\data.ms (-1925) (- | m/z 41.05 100.00%
41.0
83.0
5000 105.0
— —
‘ 13.00 13.50
ot wwmNﬂkﬁﬂ@hww"H“H“H“_“W“H m/z 54.95 80.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7340: 2-Heptenal, (E)-
41.0
83.0
5000 — ——
13.00 13.50
m/z 83.00 62.87%
15.0 ‘ 11‘2.0
1 11 L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7336: 2-Heptenal, (2)-
41.0
tuvonlatty —
83.0 13.00 13.50 ;
5000 m/z 39.00 60.49%
‘ 112.0
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #303289: Diphosphoric acid, diisooctyl ester — ——
41.0 13.00 13.50
m/z 57.00 52.13%
69.0
5000
112.0
N Al 1350 1650 1930
R N R e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.935 11.71 ug/1 194907 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
3 Tridecane 184 C13H28 000629-50-5 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
Abundance Scan 2207 (14.935 min): VN087373.D\data.ms (-2202) (1 m/z 57.85 100.00%
57.0
- me\Jb
15.00
1190 .
H\ \J 9 14§1 281.. 9
O MHw‘mmHM‘HH_H‘_HWH‘WHHM‘H_HW‘HWH m/z 43.10 89.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45480: Dodecane
57.0
5000 IR
15.00
m/z 71.05 56.38%
27‘.0 H | ‘980}270 170.0
O\H‘HHHH\"H‘}\"HH‘HH‘HH‘HH‘H‘H’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
—T—
15.00
5000 m/z 41.00 49,65%
97.0
0 2%-0“‘ \‘ H‘\ \h ‘M \\1260 168.0197.0 241.0
R o R Al daaananuazmimiaas e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59028: Tridecane T
57.0 15.00
m/z 85.05 34.06%
5000
99.0
M 0 Y Y Y S P
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51

Operator JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@71625W.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 9 1-Phenyl-1-butene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.023 8.50 ug/1 141552  1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 81
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 76
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 74

Abundance Scan 2222 (15.023 min): VN087373.D\data.ms (-2215) (- | m/z 117.00 100.00%
117.0
BYLISWSIR VLWLV AN
15.00
0° m/z 132.05 33.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 AAJ\AM*/\
910 15.00
L m/z 115.10  27.06%
51.0 ‘
O ‘2\7‘\"9\“‘\ \“1”\ “?9.91“‘ bl ‘HU‘\ ™ \‘U‘\‘\ LB
miz--> 20 60 80 100 120 140 160
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0 /N\
A Mgl WWEW Y
15.00
5000 m/z 55.00 20.72%
91.0
51.0
ol 200 o 730 L M
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- ——
117.0 15.00
m/z 90.90 16.70%
5000
0 91.0
51.
o 270 20T Ve
m/z--> 20 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.806 15.04 ug/l 250431 1,4-Dichlorobenzene-d4 13.770
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
4 Dodecane 170 C12H26 000112-40-3 64
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 64
Abundance Scan 2355 (15.806 min): VN087373.D\data.ms (-2349) (- | m/z 57.10 100.00%
57.1
1550  16.00
105.0 1818 : :
ol Ll L4 a2 o m/z 43.00 86.49%
miz-> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 — Malhi
15.50 16.00
m/z 71.10 59.83%
99.0
184.
O \z\a\\ \‘ “‘\ ‘!‘ \“‘\ ‘“ \H T 1;4\]-‘0\ \8\‘ \O’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
— —
15.50 16.00
5000 m/z 41.00 48.06%
L1 a0 asso
oh T R N i S
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- — ——
57.0 15.50 16.00
m/z 85.05 37.81%
5000
o L ‘ 170 14001830 2530 296 M by
A S
m/z--> 50 100 150 200 250 15,50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@72125\
Data File : VN@87373.D

Acqg On : 21 Jul 2025 12:51
Operator : JC\MD

Sample : Q2646-01 5X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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|
Pentane 3.653 16.9 ug/l 153096 1 8.206 452389 50.0
Ethanol 3.789 34.3 ug/l 310010 1 8.206 452389 50.0
1-Propanol 6.724 66.3 wug/l 599800 1 8.206 452389 50.0
2-Butanol, (R)- 7.771 182.9 ug/l 1654650 1 8.206 452389 50.0
1-Butanol 9.259 13.9 ug/l 191421 2 9.088 687726 50.0
Hexanal 11.282 33.1 wug/l 542496 3 11.847 819883 50.0
2-Heptenal, (E)- 13.323 15.4 wug/l 256110 4 13.770 832331 50.0
Dodecane 14.935 11.7 ug/l 194907 4 13.770 832331 50.0
1-Phenyl-1-butene 15.023 8.5 ug/l 141552 4 13.770 832331 50.0
Tridecane 15.806 15.0 ug/l 250431 4 13.770 832331 50.0
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