LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39489.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 23 27 31 rBV3 4790 9644  0.46% 0.074%
2 1.368 43 46 56 rVB 77211 80275 3.86% 0.619%
3  1.453 56 60 65 rBv 21341 23678 1.14% 0.183%
4 1.666 91 95 107 rBV 53877 80909 3.89% 0.624%
5 2.050 154 158 168 rVB 25177 42583 2.04% 0.328%
6 2.307 193 200 206 rBV 144032 230267 11.06% 1.776%
7 2.374 206 211 216 rVV 137585 226007 10.85% 1.743%
8 2.422 216 219 229 rVB 67606 102502 4.92% 0.791%
9 2.532 230 237 249 rVW 52745 99818 4.79% 0.770%
106 2.703 262 265 271 rVB3 1564 2645 0.13% 0.020%
11  2.794 276 280 286 rVB4 820 1604 ©0.08% 0.012%
12 2.941 299 304 313 rVB3 1449 2939 0.14% 0.023%
13 3.215 346 349 353 rBV2 131 266 0.01% ©0.002%
14 3.337 360 369 378 rBV5S 1315 3766 0.18% 0.029%
15 3.416 380 382 388 rBV 242 405 0.02% 0.003%
16 3.794 441 444 446 rBV2 287 266 0.01% 0.002%
17 3.849 448 453 464 rBV3 4396 12275 ©.59% 0.095%
18 3.995 473 477 479 rBv2 583 878 0.04% 0.007%
19 4.245 509 518 527 rBv4 2082 6714 0.32% 0.052%
20 4.355 530 536 543 rBv4 1891 5032 0.24% 0.039%
21 4.452 543 552 560 rBV 98257 327510 15.73% 2.526%
22 4.550 561 568 589 rVB 419557 1170950 56.23% 9.032%
23 4.879 619 622 626 rVB3 346 466 0.02% 0.004%
24 4.989 630 640 646 rBV2 162824 495042 23.77% 3.818%
25 5.964 786 800 818 rBvV2 244302 744353 35.75% 5.741%
26 6.111 819 824 833 rVB2 5852 15165 ©0.73% 0.117%
27 6.367 864 866 867 rBV 515 280 0.01% 0.002%
28 6.434 876 877 880 rBV 278 310 0.01% 0.002%
29 6.580 897 901 903 rBV2 222 278 0.01% 0.002%
30 6.653 903 913 917 rBvV3 1389 3798 0.18% 0.029%
31 6.757 921 930 944 rBV 211123 507991 24.40%  3.918%
32 6.964 963 964 969 rBV3 299 359 0.02% 0.003%
33 7.129 987 991 993 rBv3 1072 1862 0.09% 0.014%
34 7.202 997 1003 1013 rvVv 57145 127108 6.10% ©0.980%
35 7.306 1013 1020 1030 rvB2 161371 352298 16.92% 2.717%
36 7.409 1035 1037 1038 rw 1509 1172 0.06% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM120523WMA.M
Title : VOC Analysis
37 7.452 1038 1044 1061 rVvV 87208 180596 8.67% 1.393%
38 7.586 1061 1066 1070 rVVv4 4674 9559 0.46% 0.074%
39 7.641 1070 1075 1084 rVB 19865 36308 1.74% 0.280%
40 7.903 1111 1118 1130 rBvV2 25460 60161 2.89% 0.464%
41  8.324 1181 1187 1197 rVV 106444 174416 8.38% 1.345%
42 8.501 1211 1216 1222 rBV6 837 1763 0.08% 0.014%
43 8.574 1222 1228 1234 rBV 21401 34107 1.64% 0.263%
44  8.647 1234 1240 1248 rBV 367584 567889 27.27% 4.380%
45  8.952 1284 1290 1299 rBV 75300 116881 5.61% ©0.902%
46  9.165 1323 1325 1329 rVB3 521 551 ©0.03% 0.004%
47  9.238 1332 1337 1340 rBvV2 7667 11329 ©0.54% 0.087%
48 9.342 1347 1354 1356 rBv4 18157 25430 1.22% 0.196%
49 9.384 1356 1361 1366 rVV 408696 568906 27.32% 4.388%
50 9.525 1379 1384 1390 rVB 9189 12860 0.62% 0.099%
51 9.762 1422 1423 1425 rBvV2 434 315 0.02% 0.002%
52 9.964 1453 1456 1461 rVB4 848 1104 0.05% 0.009%
53 10.055 1462 1471 1484 rBV 451498 631759 30.34% 4.873%
54 10.159 1484 1488 1494 rBV5 2946 5198 0.25% 0.040%
55 10.275 1504 1507 1509 rvB4 1398 1486 0.07% 0.011%
56 10.360 1519 1521 1523 rBV2 507 486 0.02% 0.004%
57 10.512 1539 1546 1550 rBV4 1443 2520 0.12% 0.019%
58 10.579 1553 1557 1566 rBV2 27018 45208 2.17% ©0.349%
59 10.762 1583 1587 1596 rBV 287500 369097 17.73% 2.847%
60 10.878 1601 1606 1621 rVB 107500 154263 7.41% 1.190%
61 11.085 1636 1640 1645 rVB2 3789 5210 0.25% 0.040%
62 11.189 1652 1657 1665 rVB 341933 418110 20.08% 3.225%
63 11.433 1693 1697 1702 rBV4 4104 5553 0.27% 0.043%
64 11.591 1720 1723 1726 rBV3 3047 3894 0.19% 0.030%
65 11.683 1735 1738 1740 rBV 4911 6134 0.29% 0.047%
66 11.756 1745 1750 1759 rBV 1809973 2082307 100.00% 16.061%
67 11.847 1759 1765 1771 rVV2 856997 1076528 51.70%  8.304%
68 11.896 1771 1773 1782 rVB 58103 91925 4.41% 0.709%
69 12.018 1788 1793 1801 rVB 500548 633605 30.43% 4.887%
70 12.140 1810 1813 1821 rVB4 12775 18657 0.90% 0.144%
71 12.219 1822 1826 1837 rVWV 18867 29858 1.43% 0.230%
72 12.317 1837 1842 1849 rVV 435180 538084 25.84% 4.150%
73 12.561 1879 1882 1884 rBV2 4585 5081 0.24% 0.039%
74 12.689 1900 1903 1911 rVB 6509 9152 0.44% 0.071%
75 12.768 1911 1916 1919 rBV 25611 35166 1.69% 0.271%
76 13.164 1977 1981 1990 rBV3 8193 13498 0.65% 0.104%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM120523WMA.M
Title : VOC Analysis
77 13.408 2018 2021 2023 rBV3 1380 1698 0.08% 0.013%
78 13.445 2024 2027 2034 rVB3 5805 8469 0.41% 0.065%
79 13.512 2034 2038 2045 rBV 199058 245652 11.80% 1.895%
80 13.774 2077 2081 2085 rVB2 4164 5612 0.27% 0.043%
81 13.847 2091 2093 2096 rVB 508 375 0.02% 0.003%
82 13.957 2109 2111 2120 rVB6 686 1044 0.05% 0.008%
83 14.121 2133 2138 2144 rBVS 1427 2477 0.12% 0.019%
84 14.298 2163 2167 2172 rBV 5005 7084 0.34% 0.055%
85 14.371 2176 2179 2185 rVWV4 2402 3351 0.16% 0.026%
86 14.512 2198 2202 2209 rBV3 4042 6029 0.29% 0.047%
87 14.603 2215 2217 2220 rBV4 647 862 0.04% 0.007%
88 14.640 2220 2223 2227 rVB2 2303 2967 0.14% 0.023%
89 14.743 2239 2240 2243 rBV2 331 345 0.02% 0.003%
90 14.780 2243 2246 2251 rVB4 1747 2225 0.11% 0.017%
91 14.902 2262 2266 2271 rBV5S 610 922 0.04% 0.007%
92 14.981 2277 2279 2282 rBV3 418 522 0.03% 0.004%
93 15.048 2286 2290 2296 rVvVv4 1933 2936 0.14% 0.023%
94 15.286 2327 2329 2331 rBV2 257 313  0.02% 0.002%
95 15.383 2343 2345 2348 rBV3 373 403 0.02% 0.003%
96 15.566 2371 2375 2381 rVB6 2224 3523 0.17% 0.027%
97 15.700 2394 2397 2399 rBV2 378 567 0.03% 0.004%
98 16.042 2451 2453 2456 rBV2 364 307 0.01% 0.002%
99 16.206 2478 2480 2483 rVB2 299 356 0.02% 0.003%
100 16.347 2502 2503 2506 rvv2 295 336 0.02% 0.003%
Sum of corrected areas: 12964744
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\

1 VX039489.D
: 27 Dec 2023 12:20
JC/MD
: 05989-02
: 5.0mL/MSVOA_X/WATER
: 6 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: VX039489.D\data.ms
1500000
1000000
500000 4.550
080 5.964
2.30974 4.
6 " 4.45
ol L 25gﬁ $531.666 2,050 /\7\/\2%@2@39& 941 3.2B533716 33848995 4.2435 6.111
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\F\\‘ T \\‘\\\\‘ \\\\\\\\\\‘\Y_r\\\\‘\\"\\\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 120 1.40 1.60 1.80 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
Abundance TIC: VX039489.D\data.ms
1500000
1000000
500000 10.055
8.647 9.384 11180
10.762 '
6.757
8.324 8.952
0888 68E5|_6.967. iﬁgf\upg 6861 7. 903 /\_8.86% 9.9 2. 525 9.7629.96 0. 15%75569 (
T T ‘ T T T ‘ T T L
Time--> 6.50 7.00 7,50 8.00 8.50 9.00 950 10.00 1050 11.00
Abundance TIC: VX039489.D\data.ms
11.756
1500000
1000000
11.847
500000 12018 15 317
13.512
89
) 2124p18 1290188668  13.16418344 b; 20 BRRRL 91815 PRESIH. 565700 16.04B.206 347
T T T T ‘ T T T T ‘ T T T T ‘ T [ — ‘ 17‘17‘7\‘!7\7\7‘ I T r T—Yilil—r /7\‘1—1—'7‘!7\‘!7
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_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.050 4.19 ug/L 42583  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Ethanol 46 C2H60 000064-17-5 64
3 Dimethyl ether 46 C2H60 000115-10-6 9

4 Ethanol 46 C2H60 000064-17-5 9
5 Ethanol 46 C2H60 000064-17-5 9

Abundance Scan 158 (2.050 min): VX039489.D\data.ms (-154) (-) m/z 45.10 100.00%

48.1
5000 /\k

1.80 2.00 2.20 2.40

40. . .
e 0 ST m/z 46.10 38.78%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #105: Ethanol
31.0
5000 45.0 L W SV

1.80 2.00 2.20 2.40
m/z 43.00 22.14%

\\‘HH‘H?‘\?\?H‘HH‘\&\M
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #106: Ethanol
31.0

1.80 2.00 2.20 2.40

45.0

5000 : m/z 42.10 10.25%
15.0
H_m_m}mm“zﬁ'}m} m‘mwl!‘ S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #110: Dimethyl ether PR R A
45.0 1.80 2.00 2.20 2.40
29.0

m/z 41.10 3.58%

15.0
5000
220 1 390
S N—

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Isopropyl Alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.532 9.82 ug/L 99818 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Isopropyl Alcohol 60 C3H80 000067-63-0 56
Abundance Scan 237 (2.532 min): VX039489.D\data.ms (-230) (-) m/z 45.05 100.00%
45.0
“_‘H‘H“_‘H,H“
381 59.1 6.0 2.20 2.40 2.60 2.80
\‘\\H‘HH‘HH‘HH‘HH‘\\H’H\‘\“\}\‘\ \‘H\‘HH‘\H‘\“HH‘HH‘H\\‘\.\H‘HH‘ m Z 43 05 22.4200
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #343: Isopropyl Alcohol
45.0
5000 L L R R R R
2.20 2.40 2.60 2.80
m/z 41.00 8.39%
27.0
\‘\\\\‘H\\‘\]\-?‘(\)\H‘\!\Ml\Hﬁﬁ}ﬂ\!\ {\H‘HH‘?%“?H‘HH‘H\\‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: Isopropyl Alcoho
45.0
2.20 2.40 2.60 2.80
5000 ITI z 39.05 6.89%
27.0
19.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #345: Isopropyl Alcoho
45.0 2.20 2.40 2.60 2.80
m/z 42.00 5.44%
5000 j\
27.0
19.0
S ..U S H_ww_m,w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,989 48.73 ug/L 495042  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol 74 C4H100 000078-92-2 83
2 2-Butanol 74 C4H100 000078-92-2 83
3 2-Butanol, (R)- 74 C4H100 014898-79-4 83
4 2-Butanol 74 C4H100 000078-92-2 78
5 2-Butanol 74 C4H100 000078-92-2 72
Abundance Scan 640 (4.989 min): VX039489.D\data.ms (-630) (-) m/z 45.05 100.00%
45.0
5000

59.1 R s

| ‘ ‘ e 4.60 4.80 5.00 5.20 5.40
et e e 840 m/z 59.10  22.96%

miz--> 10 20 30 40 50 60 70 80 90

Abundance #965: 2-Butano

48.0
5000 [TT T T[T I T TrrryrT
4.60 4.80 5.00 5.20 5.40
31.0 59.0 m/z 43.10 17.77%
\\‘\]_\5\()\‘\\\‘\“‘\\\\“\H\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\
miz--> 10 20 40 50 60 70 80 90
Abundance #960: 2-Butano
45.0
R R ARRE
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.10 13.89%
27.0 59.0
18.0 ‘ ‘ ‘
H_Hlum1‘_m,‘;‘l;Wm_mf?’:qwmw
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #974: 2-Butanol, (R)- ERaEEE e A
45.0 4.60 4.80 5.00 5.20 5.40
m/z 44.05 8.93%
5000
31.0 59.0
SR Y

In
m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Butanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.202 12.51 ug/L 127108 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 86
2 1-Butanol 74 C4H100 000071-36-3 80
3 1-Butanol 74 C4H1e0 000071-36-3 80
4 1-Butanol 74 C4H1e0 000071-36-3 72
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 50
Abundance Scan 1003 (7.202 min): VX039489.D\data.ms (-997) (-) m/z 56.10 100.00%
56.1
41.0
5000
REmma R S R
‘ 83 ‘ 721 6.80 7.00 7.20 7.40 7.60
4 . B 0,
H‘\\H‘HH‘\\H‘HH‘HH‘HH‘H}\“\HH\H\“HH‘\‘H‘HH‘HH‘H‘H‘HH‘HH m/z 41.05 77.470
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #968: 1-Butano
31.0 56.0
41.0
5000 | L AL R R
6.80 7.00 7.20 7.40 7.60
m/z 43.10 59.84%
150 N1 |/l 49,0 || 730
H‘\\H‘HH‘HH‘HH‘HH‘\H‘HH‘\H‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH
m/z--> 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #967: 1-Butano
31.0 41.0 56.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 31.95%
15.0
H‘mWlw_ww;!W;!m}ww!H‘WWZ?":("MW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #959: 1-Butanol R RN R
31.0 6.80 7.00 7.20 7.40 7.60
a0 80 m/z 39.05  25.65%
5000
M‘ ‘ 49.0 ||/ 73.0
HMHWHH_HWHH_HW‘HMH‘HHMHWHH_HWHHMHWHHMHWHH P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.452  17.78 ug/L 180596 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2-Pentanone 86 C5H100 000107-87-9 90
3 2-Pentanone 86 C5H100 000107-87-9 86
4 2-Pentanone 86 C5H100 000107-87-9 72
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64

Abundance Scan 1044 (7.452 min): VX039489.D\data.ms (-1038) (-) m/z 43.10 100.00%

43.1
5000

86.1 L R L B B

580 71.0 7.20 7.40 7.60 7.80
“‘H““H““‘th“_“l‘w“ﬂ“H““w“‘ m/z 86.10  17.04%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0
5000 R A ANSAARAS

7.20 7.40 7.60 7.80
86.0 m/z 41.10 13.32%

27.0 58.0 71.0
\\‘\J-\S;O\‘\\\‘\‘\\\\“1\‘\\‘\\\\“\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0

7.20 7.40 7.60 7.80

5000 m/z 39.05 8.79%
86.0
B Y N N A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone ““_““‘H““H“‘
43.0 7.20 7.40 7.60 7.80

m/z 71.00 8.25%

5000
86.0
27.0 I 58‘ .0 710
\ Ll \

m/z--> 10 20 30 40 50 60 70 80 90 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 3-Pentanone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.641 3.57 ug/L 36308 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 50
2 3-Pentanone 86 C5H100 000096-22-0 50
3 3-Pentanone 86 C5H100 000096-22-0 45
4 3-Pentanone 86 C5H100 000096-22-0 45
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9

Abundance Scan 1075 (7.641 min): VX039489.D\data.ms (-1070) (-) m/z 57.05 100.00%

57.0
5000
86.1

7.40 7.60 7.80 8.00

42.0
e bt e b m/z 86.10  21.08%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0

5000 L S as
7.40 7.60 7.80 8.00

86.0 m/z 55.00  4.15%
L

18.0 | 430 71.0
\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1926: 3-Pentanone
57.0
29.0

7.40 7.60 7.80 8.00

5000 m/z 42.05 4.01%
86.0
- Hll“‘%gpu R R
m/z--> 1b Zb 3b 4b Sb 65 7b Sb Qb
Abundance #1927: 3-Pentanone P T
57.0 7.40 7.60 7.80 8.00

m/z 56.05 3.87%

5000
29.0 86.0
15.0 ﬂ‘ 42.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 2-Pentanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.903 5.92 ug/L 60161 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol 88 C5H120 006032-29-7 78
2 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 72
3 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 64
4 2-Pentanol 88 C5H120 006032-29-7 64
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 59

Abundance Scan 1118 (7.903 min): VX039489.D\data.ms (-1111) (-) m/z 45.10 100.00%
45.1
5000
55.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ 73.1 1 7.60 7.80 8.00 8.20
“‘H""‘H""‘ﬂ‘““H‘,“H“M“WQQ“‘H m/z 43.05  30.25%
miz--> 10 20 50 60 70 80 90
Abundance #2347.2-Paﬂanm
45.0
5000 BEBEREERERENEEERERERRE
7.60 7.80 8.00 8.20
55.0 m/z 55.10  25.29%
27.0 73.0
150 \\‘370\“\ 1860
\\‘\\\\‘\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 50 60 70 80 90
Abundance #2365 (S)(+)2 Pentano
4:
J\‘a/‘\m_ww,w
7.60 7.80 8.00 8.20
5000 m/z 41.05 12.34%
55.0
27.0
73.0
H_lr?:‘?wmmm\!"_“‘,“““w“‘,‘%ﬂ?;?m
miz--> 10 20 50 60 70 80 90
Abundance #2367: (R)() 2-Pentanol R ENEE S s
45.0 7.60 7.80 8.00 8.20
m/z 73.10 11.42%
5000
55.0
73.0
150 Fay |0 e b
m/z--> 10 20 30 40 50 60 70 80 90 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Hexanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.579 3.58 ug/L 45208 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 86
2 1-Hexanol 102 CeH140 000111-27-3 83
3 Hexyl chloroformate 164 C7H13C1l02 006092-54-2 78
4 1-Hexanol 102 C6H140 000111-27-3 74
5 1-Hexanol 102 C6H140 000111-27-3 64
Abundance Scan 1557 (10.579 min): VX039489.D\data.ms (-1553) (- m/z 56.10 100.00%
56.1
41.1
5000
10.50 |
| ' ;
\\‘HH‘HH‘HH‘HH‘\‘\\‘\H\‘{H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H m/z 43.05 62.060
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4964: 1-Hexano
56.0
31.0
5000
10.50
m/z 41.10 59.22%
‘ ‘ 84.0
\\‘HH‘HMMHW\\HH‘\‘\‘ ‘\‘\H\i‘\H\‘\1\\‘\H\‘\;H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4965: 1-Hexano
56.0
—T T
10.50
5000 m/z 55.10 57.04%
4110
‘ 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #40097: Hexyl chloroformate ot ‘
56.0 10.50
m/z 42.10 44.49%
5000 41.0
84.0
260 || | ‘\H | . 106.0121.0
e e e e e -1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39489.D

Acqg On : 27 Dec 2023 12:20

Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 2-Heptanone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.762  29.21 ug/L 369097 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Heptanone 114 C7H140 000110-43-0 83
4 2-Hexanone 100 C6H120 000591-78-6 78
5 2-Heptanone 114 C7H140 000110-43-0 74

Abundance Scan 1587 (10.762 min): VX039489.D\data.ms (-1583) (- m/z 43.10 100.00%
43.1
58.1
5000
71.1
1050 1100
L | 851 991 114.2 ;
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘HH‘H m/z 58 19 59.780
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone
43.0
58.0
5000 - - :
10.50 1100
m/z 71.10 15.15%
27.0 71.0
L] L, L ‘ 85.0 99.0 11\40
H\‘\H\‘\H\[HH[HH‘HH‘HH‘HH‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone
43.0
U \
58.0 10.50 1100
5000 m/z 41.10 12.59%
27.0 71.0
et | 850 990 TTED
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8421: 2-Heptanone
43.0 1050 1100
m/z 39.05 10.10%
58.0
5000
21.0 71.0
0 | .. | 809901140
“w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 50 11 00

SFAMXLM120523WMA.M Thu Dec 28 16:55:29 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39489.D

Acqg On : 27 Dec 2023 12:20

Operator JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2-Heptanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.878  12.21 ug/L 154263  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanol 116 C7H160 000543-49-7 83
2 2-Heptanol 116 C7H160 000543-49-7 83
3 2-Heptanol 116 C7H160 000543-49-7 72
4 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 72
5 2-Heptanol, (S)- 116 C7H160 006033-23-4 72

Abundance Scan 1606 (10.878 min): VX039489.D\data.ms (-1601) (- m/z 45.10 100.00%
45.1
5000
‘ 83.1 10%6 ilbd
8.1
98.1 1140 .
H\‘\H\‘\H\‘HH‘i‘\\\\‘H!\“HH}HH‘\‘H\‘\HM‘H\\‘HH‘H m Z 43 19 28.320
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9438: 2-Heptanol
45.0
5000
1050 1100
27.0 m/z 55.10 20.82%
83.0
H\‘\\f\‘\\f‘\‘[\\H‘[‘\MH[\\M‘\‘H\?ﬂ\(\)\\‘\‘\\\‘H:\I-}O“]\-\(\)\]‘-\].\E\)\(‘)H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9444: 2-Heptanol
45.0
1050 1100
5000 m/z 41.10 18.61%
20.0 83.0
150 B0l T8 T 9890 aso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9442: 2-Heptanol
45.0 1050 1100
m/z 56.05 10.38%
5000
27.0
83.0
a0 || 70080 w0 g,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10. 50 11 00

SFAMXLM120523WMA.M Thu Dec 28 16:55:31 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 3-Octanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.756 164.32 ug/L 2082310 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 94
2 3-Octanone 128 C8H160 000106-68-3 64
3 Ethanone, 1-(3,3-dimethyloxiranyl)- 114 C6H1002 004478-63-1 50
4 Ethyl amylketone 128 C8H160 020616-93-7 50
5 3-Octanone 128 C8H160 000106-68-3 47
Abundance Scan 1750 (11.756 min): VX039489.D\data.ms (-1745) (- | m/z 43.05 100.00%
43.0 57.1
72.1
5000 99.1
85.1 11 50 12 00
128.2
‘_HWHMm‘_u‘m_m_‘m_“H_‘H_ml‘l?'}_ww‘ m/z 57.10 91.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
5000 29.0 R T
11.50 12.00
128.0 m/z 72.10 55.64%
‘ ‘ 85.0
\‘H\\‘\H\“\M\\‘I\M\‘\Hf‘\‘\\\‘\\M\‘HH}H\]\-‘].\s\’\(\)‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #14271: 3-Octanone
29.0 43.0 57.0
—— ——
11.50 12.00
5000 72.0 m/z 71.10 48.89%
99.0
85.0 .
1140
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #8244: Ethanone, 1-(3,3-dimethyloxiranyl)- —— ——
43.0 11.50 12.00
m/z 99.10 46.66%
5000 99.0
570 2.0
| [
wmWHWHWHWm_m_m‘uH‘mwuu‘mmuw P —r
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 3-Octanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.848 84.95 ug/L 1076530  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol 130 C8H180 000589-98-0 83
2 3-Octanol 130 C8H180 000589-98-0 83
3 3-Octanol 130 C8H180 000589-98-0 78
4 3-Octanol 130 C8H180 000589-98-0 78
5 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 64

Abundance Scan 1765 (11.847 min): VX039489.D\data.ms (-1759) (- m/z 59.10 100.00%

59.1
83.1
5000 41.0

101.1
‘ I ‘H 11. 50 12 00
L L

vl e 282 myz 55,05 61.31%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octanol
59.0
83.0

5000 11. 50 12 00
41.0
101.0 m/z 83.10 53.25%
g |
H‘HH‘\H‘\‘HH“‘\M‘\\‘\\}HiHH‘HH‘\}H‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol
59.0
11. 50 12 00
5000 ITI z 41.05 41.00%
27.0 41.0 83.0
101.0
SN O N 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15662: 3-Octanol
59.0 11. 50 12 00

m/z 43.05 30.74%

83.0
5000
41.0
101.0
ﬁ) 1R [ ‘ | 1280

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11. 50 12 00

SFAMXLM120523WMA.M Thu Dec 28 16:55:33 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39489.D

Acqg On : 27 Dec 2023 12:20

Operator JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2-Octanol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.896 7.25 ug/L 91925 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanol 130 C8H180 000123-96-6 83
2 2-Octanol, (R)- 130 C8H180 005978-70-1 78
3 2-Octanol 130 C8H180 000123-96-6 78
4 2-Octanol, (S)- 130 C8H180 006169-06-8 78
5 2-Octanol, (R)- 130 C8H180 005978-70-1 78

Abundance Scan 1773 (11.896 min): VX039489.D\data.ms (-1771) (- m/z 45.10 100.00%

45.1
5000

‘ 70.2 97.2 1150 1200
115.2129.1 9
\H‘HH’H\\’\H\‘i‘\\H‘\\‘M‘\\H“‘HH’H‘H’\H‘\‘HH‘HH‘HH‘HH m/z 43 19 25.840
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15652: 2-Octanol
45.0
5000 I
1L50 1200
270 ‘ m/z 55.10 18.86%
\H]I\SH()\’H\\’\H\“‘HH‘H‘m‘\\\?ﬂ‘\o\\\’gj\o\’ \\gﬁ‘o\\\l\]‘-%?‘\]\-\z\g‘\(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15676: 2-Octanol, (R)-
45.0
\
1L50 1200
5000 ITI/Z 41.10 18.34%

150 270 ||| | 690 830 970 1150
‘H_‘kuW‘HWHH‘HH_H‘_HWH‘WHH_‘H_HW‘HWHH
10 20 30 40 50 60 70 80 90 100110120130
#15646: 2-Octanol .

m/z-->
Abundance ‘
45.0 11.50 1200
m/z 56.10 10.25%
5000
150200 ) T90 9191120 1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1L50 1200

SFAMXLM120523WMA.M Thu Dec 28 16:55:34 2023

Page:

17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 2-Nonanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.768 2.78 ug/L 35166 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone 142 C9H180 000821-55-6 91
2 2-Nonanhone 142 CSH180 000821-55-6 91
3 2-Undecanone 170 C11H220 000112-12-9 78
4 2-Heptanone 114 C7H140 000110-43-0 78
5 2-Nonanone 142 C9H180 000821-55-6 78

Abundance Scan 1916 (12.768 min): VX039489.D\data.ms (-1911) (- m/z 43.00 100.00%

43.0
5000
71.0
T

‘ M ‘ 002 1422 12,50 13.00
““H“M;‘u b 992 T m/z 58.10  98.38%
miz--> 20 60 80 100 120 140 160
Abundance #22979: 2-Nonanone
58.0
5000 e ——
12.50 13.00

m/z 71.00  27.14%

29.0
| eso 1420
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 40 60 80 100 120 140 160
Abundance #22965: 2-Nonanone
43.0

12.50 13.00
5000 ITI/Z 57 .00 23.53%
71.0
so | | | | o 120
e R A
m/z--> 20 40 60 80 100 120 140 160
Abundance #45383: 2-Undecanone 7 —1
58.0 12.50 13.00

m/z 41.10 22.90%

5000
29.0
M I 850 1120 170.0

T T
m/z--> 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzoic acid, ethyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.512  19.39 ug/L 245652 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, ethyl ester 150 CS9H1e02 000093-89-0 95
2 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 94
3 Benzoic acid, ethyl ester 150 C9H1e02 000093-89-0 91
4 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 91
5 Butanedioic acid, 2,3-bis(benzoy... 358 C18H1408 002743-38-6 64
Abundance Scan 2038 (13.512 min): VX039489.D\data.ms (-2034) (- m/z 105.10 100.00%
105.1
77.1
5000
51.1 i ‘
123.1 15‘0-2 13.50
ot LSSl myz 77.10 52.37%
miz--> 0O 20 40 60 80 100 120 140
Abundance #28314: Benzoic acid, ethyl ester
105.0
5000 7.0 — ‘
13.50
51.0 150.0 m/z 122.10  26.41%
29.0
40 | A | 123.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 20 40 60 80 100 120 140
Abundance #28315: Benzoic acid, ethyl ester
105.0
N T
13.50
5000 77.0 m/z 51.10  24.06%
51.0 150.0
27.0
S TS G R D N
m/z--> 0 20 40 60 80 100 120 140
Abundance #28307: Benzoic acid, ethyl ester =
105.0 13.50
m/z 150.20  14.27%
51.0 150.0
27\'\0 il ‘ 12‘ 0 ‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘ \‘\
m/z--> 0 20 40 60 80 100 120 140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039489.D

Acqg On : 27 Dec 2023 12:20
Operator : JC/MD

Sample : 05989-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.050 4.2 ug/L 42583 1 6.763 507991 50.0
Isopropyl Alcohol 2.532 9.8 ug/L 99818 1 6.763 507991 50.0
2-Butanol 4.989 48.7 ug/L 495042 1 6.763 507991 50.0
1-Butanol 7.202 12.5 wug/L 127168 1 6.763 507991 50.0
2-Pentanone 7.452 17.8 wug/L 180596 1 6.763 507991 50.0
3-Pentanone 7.641 3.6 ug/L 36308 1 6.763 507991 50.0
2-Pentanol 7.903 5.9 ug/L 60161 1 6.763 507991 50.0
1-Hexanol 10.579 3.6 ug/L 45208 2 10.055 631759 50.0
2-Heptanone 10.762 29.2 wug/L 369097 2 10.055 631759 50.0
2-Heptanol 10.878 12.2 ug/L 154263 2 10.055 631759 50.0
3-Octanone 11.756 164.3 ug/L 2082310 3 12.018 633605 50.0
3-Octanol 11.848 85.0 wug/L 1076530 3 12.018 633605 50.0
2-Octanol 11.896 7.3 ug/L 91925 3 12.018 633605 50.0
2-Nonanone 12.768 2.8 ug/L 35166 3 12.018 633605 50.0
Benzoic acid, e... 13.512 19.4 wug/L 245652 3 12.018 633605 50.0
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