LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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@39490.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 22 27 32 rBV 6947 15472 0.72% 0.116%
2 1.368 43 46 54 rVB 78217 81491 3.81% 0.612%
3  1.453 57 60 65 rvB 19259 21198 ©0.99% 0.159%
4 1.666 91 95 104 rVB 54017 80105 3.75% 0.601%
5 2.057 154 159 168 rVB 26084 43466 2.03% 0.326%
6 2.307 193 200 206 rBV 149264 232941 10.89% 1.748%
7 2.374 206 211 216 rVV 133525 221343 10.35% 1.661%
8 2.422 216 219 229 rVB 67687 104250 4.88% 0.782%
9 2.532 230 237 248 rVWV 56665 106324 4.97% 0.798%
106 2.7063 260 265 273 rVB 6815 13052 0.61% 0.098%
11 2.788 277 279 284 rVB3 791 699 0.03% 0.005%
12 2.867 290 292 295 rVvB3 449 442 0.02% 0.003%
13 2.953 299 306 313 rVB6 1653 4328 0.20% 0.032%
14 3.014 315 316 322 rVB 492 487 0.02% 0.004%
15 3.063 322 324 326 rBv2 373 342  0.02% 0.003%
16 3.331 364 368 375 rvv2 1184 2135 0.10% 0.016%
17 3.843 448 452 453 rBV 4156 4379 0.20% 0.033%
18 4.007 476 479 486 rBV3 769 1390 0.07% 0.010%
19 4.245 512 518 527 rVB4 1543 4255 0.20% 0.032%
20 4.355 529 536 537 rBv4 1682 2549 0.12% 0.019%
21  4.453 543 552 560 rBV 102011 336693 15.74%  2.527%
22 4.550 561 568 590 rVB 423059 1193588 55.82% 8.958%
23 4.989 628 640 646 rBV 161721 495904 23.19% 3.722%
24 5.465 716 718 721 rVB3 481 359 0.02% 0.003%
25 5.733 758 762 766 rBV3 250 416 0.02% 0.003%
26 5.971 789 801 818 rBv2 248078 758409 35.47% 5.692%
27 6.123 819 826 832 rBV3 5141 12877 0.60% 0.097%
28 6.574 898 900 903 rBvV2 203 310 0.01% 0.002%
29 6.757 921 930 947 rBV 215201 521244 24.38% 3.912%
30 6.952 959 962 964 rBvV2 399 364 0.02% ©0.003%
31 7.019 968 973 978 rvw4 804 1751 ©0.08% 0.013%
32 7.141 987 993 997 rBV7 1553 3287 0.15% 0.025%
33 7.208 997 1004 1012 rWV 55716 123893 5.79% 0.930%
34 7.306 1013 1020 1034 rVV 167058 376766 17.62%  2.828%
35 7.452 1038 1044 1061 rvV 88596 184441 8.63% 1.384%
36 7.592 1061 1067 1070 rvv3 4060 8725 0.41% 0.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 7.641 1070 1075 1089 rVB 19530 40264 1.88% 0.302%
38 7.903 1111 1118 1134 rBV2 26234 66555 3.11% 0.499%
39 8.324 1181 1187 1195 rBV 110845 177169 8.29% 1.330%
40 8.574 1222 1228 1234 rBV 21763 36215 1.69% 0.272%
41  8.647 1234 1240 1248 rBV 366086 575516 26.91% 4.319%
42 8.952 1284 1290 1300 rBV 78029 119481 5.59% 0.897%
43  9.165 1323 1325 1330 rVB5 821 1198 0.06% 0.009%
44  9.238 1332 1337 1340 rBvV2 6326 10233 0.48% 0.077%
45  9.342 1347 1354 1356 rBV3 15611 21467 1.00% 0.161%
46  9.385 1356 1361 1366 rBV 426818 591864 27.68% 4.442%
47  9.519 1380 1383 1391 rBV 11434 17146 0.80% 0.129%
48 9.756 1421 1422 1423 rBV 597 375 0.02% 0.003%
49 10.055 1463 1471 1483 rBV 451200 643396 30.09% 4.829%
50 10.159 1485 1488 1493 rVB3 3071 4209 0.20% 0.032%
51 10.269 1504 1506 1516 rvB7 2414 4616 0.22% 0.035%
52 10.384 1523 1525 1527 rVWV 1193 1159 0.05% 0.009%
53 10.415 1527 1530 1534 rVB5 1437 2271 0.11% 0.017%
54 10.506 1539 1545 1550 rBV4 1289 2536 0.12% 0.019%
55 10.579 1553 1557 1565 rBV 27253 44629 2.09% 0.335%
56 10.768 1583 1588 1598 rBV 294476 376458 17.60%  2.825%
57 10.878 1601 1606 1616 rVV 102428 147100 6.88% 1.104%
58 11.085 1636 1640 1644 rVB5 3150 4497 0.21% 0.034%
59 11.189 1652 1657 1667 rVB 340669 431526 20.18% 3.239%
60 11.433 1693 1697 1703 rBV3 4634 6251 ©0.29% 0.047%
61 11.482 1703 1705 1710 rVB4 1198 1508 0.07% 0.011%
62 11.591 1719 1723 1727 rBV2 3593 5621 0.26% 0.042%
63 11.683 1735 1738 1740 rBV2 4319 5635 0.26% 0.042%
64 11.756 1745 1750 1759 rVV 1858891 2138413 100.00% 16.048%
65 11.848 1759 1765 1771 rVV2 876798 1118683 52.31% 8.395%
66 11.896 1771 1773 1788 rW 66463 127811 5.98% 0.959%
67 12.018 1788 1793 1802 rVB 492424 644256 30.13% 4.835%
68 12.140 1810 1813 1821 rVB4 12542 19654 0.92% 0.147%
69 12.219 1822 1826 1834 rBV 18691 31336 1.47% 0.235%
70 12.317 1837 1842 1848 rW 434121 548879 25.67% 4.119%
71 12.561 1879 1882 1884 rBV2 4063 4424  0.21% 0.033%
72 12.689 1900 1903 1911 rVB3 7448 10071 0.47% 0.076%
73 12.768 1911 1916 1919 rBV 30496 40678 1.90% 0.305%
74 13.164 1976 1981 1990 rBV 14923 26384 1.23% 0.198%
75 13.402 2018 2020 2022 rBV2 1218 1334 0.06% 0.010%
76 13.445 2024 2027 2034 rVV3 6344 8595 0.40% 0.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 13.512 2034 2038 2046 rVV 204055 255034 11.93% 1.914%
78 13.774 2078 2081 2086 rVB 4392 5082 0.24% 0.038%
79 13.890 2097 2100 2106 rBV4 1209 2002 0.09% 0.015%
80 13.963 2110 2112 2114 rVB2 611 343 0.02% 0.003%
81 14.061 2126 2128 2132 rVB4 1192 1005 ©0.05% 0.008%
82 14.115 2134 2137 2142 rVV2 1462 1977 0.09% 0.015%
83 14.195 2146 2150 2153 rBV3 759 1016 ©0.05% ©0.008%
84 14.262 2158 2161 2162 rBV3 437 340 0.02% ©0.003%
85 14.298 2162 2167 2171 rBV2 5980 7993 0.37% 0.060%
86 14.371 2176 2179 2184 rVV5 3489 4790 0.22% 0.036%
87 14.420 2185 2187 2195 rVB3 1266 1951 0.09% 0.015%
88 14.512 2198 2202 2208 rVB3 4764 6569 0.31% 0.049%
89 14.640 2220 2223 2226 rVB3 2309 3156 0.15% 0.024%
90 14.780 2242 2246 2250 rVB3 1465 2084 0.10% 0.016%
91 14.908 2263 2267 2270 rVB4 1624 2175 0.10% 0.016%
92 15.024 2284 2286 2287 rBV2 321 344 0.02% 0.003%
93 15.054 2287 2291 2294 rVV2 2192 2816 0.13% 0.021%
94 15.158 2305 2308 2310 rBV3 509 720 0.03% 0.005%
95 15.182 2310 2312 2315 rVWV3 366 415 0.02% 0.003%
96 15.566 2371 2375 2380 rVB4 1725 2910 0.14% 0.022%
97 16.164 2468 2473 2477 rVB5 1025 1728 0.08% 0.013%
98 16.213 2480 2481 2484 rBV3 490 525 0.02% 0.004%
99 16.463 2519 2522 2525 rVB3 355 410 0.02% 0.003%
100 16.755 2568 2570 2573 rVB2 330 324 0.02% 0.002%
Sum of corrected areas: 13324797
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 05989-03
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VX039490.D
: 27 Dec 2023 12:43

JC/MD

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

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

Abundance TIC: VX039490.D\data.ms
1500000
1000000
500000 4.550
5.971
4.45 4,989
1285108531666 2057 A?M?zgé 288699063 3.331 3.843.007 424535 5.465 5.733 | 6.123
Oﬁ_Y—r\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\F\\W\\T‘T\\\T\\\\‘\\\\‘\\\\’\\\\‘\ m V“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\Y—rﬁ\\‘\r\‘
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX039490.D\data.ms
1500000
1000000
500000 8.647 9.385 10.055
s 7er ' 10768 11189
/\¥»f 7306 452 7903 324 os 8.952 0.878
6.574 6 QMQZ 775621 . 9.9 2.519 9.756 11.08 111438,
O'AY—'* T 1 T T \/‘LV;’T T ‘ T T T T T T J\\_‘g’\ T T T ‘
Time--> 6.50 700 750 800 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX039490.D\data.ms
11.756
1500000
1000000
11.848
500000 12018 15 317
13.512
12.318868 13.164133494\5 13. T2BWE RGN PR 15.566 166.84316.463 16.7¢
0 \/\%Y_'—Y’/\\ﬁ;\/\]_ﬁ;ﬁ‘\*\’f”fﬂ) - - — 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_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown-01 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
2.057 4.17 ug/L 43466  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 43
2 Ethanol 46 C2H60 000064-17-5 9
3 Ethanol 46 C2H60 000064-17-5 9
4 Dimethyl ether 46 C2H60 000115-10-6 9
5 Ethanol 46 C2H60 000064-17-5 9
Abundance Scan 159 (2.057 min): VX039490.D\data.ms (-154) (-) m/z 45.05 100.00%
45.0
5000
‘ 1.80 2.00 2.20 2.40
e e e 8 L0 /2 46.10 37.88%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #105: Ethano
31.0
5000 450 L LI L I LA B
1.80 2.00 2.20 2.40
m/z 42.95 21.02%
is0 |||
\\\‘\N\\“\\11}\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #108: Ethano
31.0
o AREEEREAREES
1.80 2.00 2.20 2.40
5000 45.0 ITI/Z 42.05 7.01%
150l
\\\‘\\‘\H‘\\11{H\\‘1‘\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 2 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0 1.80 2.00 2.20 2.40
m/z 44.00 4.69%
5000 45.0
1
I i |
B L ma A o T ERRREEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 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 : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 10.20 ug/L 106324  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 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
Abundance Scan 237 (2.532 min): VX039490.D\data.ms (-230) (-) m/z 45.05 100.00%
45.0
5000

2.20 2.40 2.60 2.80

38 59.0 76.0 B
\‘\\H‘HH‘HH‘HH‘HH‘\\\\’\\M\ﬂ}\ \\\\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘ m/Z 43.06 23.750
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
2.20 2.40 2.60 2.80

m/z 41.10 9.75%

27.0
W””W”W%?ﬁ”ﬁhhh”ﬁ%ﬂw‘“”W”W?%?”W”W””W”W”W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: 1sopropyl Alcohol j\
45.0
Ao,

2.20 2.40 2.60 2.80

5000 ITI z 39.05 7.06%
27.0
19.0 ‘
m/fz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 NK
Abundance #345: Isopropyl Alcohol PR ey
45.0 2.20 2.40 2.60 2.80

m/z 42.05 5.37%

5000

27.0

19.0
.30 590 A

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 : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 47.57 ug/L 495904  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol 74 C4H1e0 000078-92-2 83
2 2-Butanol, (R)- 74 C4H100 014898-79-4 83
3 2-Butanol 74 C4H1e0 000078-92-2 83
4 2-Butanol 74 C4H1e0 000078-92-2 83
5 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 83
Abundance Scan 640 (4.989 min): VX039490.D\data.ms (-628) (-) m/z 45.10 100.00%
45.1
5000
59.1 R AR
| ‘ ‘ o1 4.60 4.80 5.00 5.20 5.40
o et 5 840 myz s9.10 22.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #960: 2-Butano
45.0
5000 BEEEEEEERE RN R
4.60 4.80 5.00 5.20 5.40
27.0 59.0 m/z 43.10 18.36%
\\‘\\]:8(‘)\\\‘“‘\\\\“M\\‘\\\\"\\\\‘7\3\(\)\‘\\\\‘\\
m/z--> 50 60 70 80 90
Abundance #974.2—ButanoL(R}
45.0

4.60 4.80 5.00 5.20 5.40
m/z 41.10 14.46%

5000
31.0 59.0
Hw,\mm‘_m\,m?;qwm_‘
m/z--> 10 20 40 50 60 70 80 90
Abundance #965: 2-Butanol

45.0 4.60 4.80 5.00 5.20 5.40
m/z 44.05 9.03%

5000

31.0 59.0

15.0 H‘ Ly

m/z--> 10 20 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 : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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.
7.208 11.88 ug/L 123893  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 90
2 1-Butanol 74 C4H100 000071-36-3 90
3 1-Butanol 74 C4H100 000071-36-3 83
4 1-Butanol 74 C4H100 000071-36-3 80
5 1-Butanol 74 C4Hl1le0 000071-36-3 72
Abundance Scan 1004 (7.208 min): VX039490.D\data.ms (-997) (-) m/z 56.10 100.00%
56.1
41.0
5000
Rmaaa e RRRER
‘ ‘ 20 6.80 7.00 7.20 7.40 7.60
H‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘H‘\‘\“HHHH‘HH‘\‘\\‘HH‘HH‘HH‘HH‘HH m/z 41.05 79.3100
m/z--> 5 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
5000 I R LB B R
6.80 7.00 7.20 7.40 7.60
m/z 43.10 61.32%
15.0 ‘ ‘
H‘HH‘\H}lHH‘H.\\‘!\H‘ \1\ \}1\‘ HWHH‘HH‘ 1H‘HH‘HHZ%'\(‘)\\H‘HH
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #968: 1-Butano
31.0 56.0
Rmaas s RRREEREE o
41.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 32.70%
15.0 1490 || 730
H_HWHH_HWHH_HWHH‘HWHH_HWHH‘HWHH_HWHH_HWHH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #966: 1-Butanol R o N e
56.0 6.80 7.00 7.20 7.40 7.60
310 m/z 39.05 24.47%
" 41.0
5000
180 “‘490 ‘ 73.0
‘WHH_HWHH_HWHHMHWHHMH‘HH_HW‘H_HWHHMHWHHMH‘ P T 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 : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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  17.69 ug/L 184441 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 72
2 2-Pentanone 86 C5H100 000107-87-9 58
3 2-Pentanone 86 C5H100 000107-87-9 58
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53

Abundance Scan 1044 (7.452 min): VX039490.D\data.ms (-1038) (-) m/z 43.10 100.00%

43.1
5000

86.1 L R R B R

581 71.1 7.20 7.40 7.60 7.80
“‘H““H““‘MM«“_“J‘H“H“H““w“‘ m/z 86.10  18.42%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1923: 2-Pentanone
43.0
5000 RN AR RN AR

7.20 7.40 7.60 7.80
86.0 m/z 41.05 12.94%

27.0 | 58‘.0 71‘.0
| L1y
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone
43.0

7.20 7.40 7.60 7.80

5000 ITI z 39.10 9.06%
86.0
27.0 58.0 71.0
S A Y M N
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone mewm‘mwm
43.0 7.20 7.40 7.60 7.80

m/z 71.10 8.08%

5000
86.0
15‘.0 27‘.0 | 58‘.0 71‘.0

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

SFAMXLM120523WMA.M Thu Dec 28 16:56:08 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 14
R.T. EstConc Area Relative to ISTD R.T.
7.641 3.86 ug/L 40264  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 78
2 3-Pentanone 86 C5H100 000096-22-0 78
3 3-Pentanone 86 C5H100 000096-22-0 9
4 3-Pentanone 86 C5H100 000096-22-0 9
5 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 7

Abundance Scan 1075 (7.641 min): VX039490.D\data.ms (-1070) (-) m/z 57.10 100.00%

57.1
5000
86.0 R R RN RN
420 7.40 7.60 7.80 8.00
\\‘\\\\‘\\\\‘\\\\“}\\\‘\\H\\“\\\\‘\\\\‘\\\\‘\\\ m/Z 86.05 19.8900
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
5000 L B I L LI LN B
7.40 7.60 7.80 8.00
29.0 86.0 m/z 42.05 4.32%
150 || 420 ‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1925: 3-Pentanone
29.0 57.0
S AABEERREEEEEE A
7.40 7.60 7.80 8.00
5000 m/z 55.95 3.02%
86.0
18.0 ‘ ‘ . \4:§0 1y 71.0
et

m/z--> 10 20 30 40 50 60 70 80 90

Abundance #1919: 3-Pentanone R NREEEN SRRy

57.0 7.40 7.60 7.80 8.00

m/z 58.05 2.42%
29.0
5000
86.0
150 || 410 J 71.0
R e o I R
m/z--> 10 20 30 40 50 60 70 80 90 7.40 7.60 7.80 8.00

SFAMXLM120523WMA.M Thu Dec 28 16:56:09 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39490.D

Acqg On : 27 Dec 2023 12:43

Operator JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 2-Pentanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.903 6.38 ug/L 66555 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol 88 C5H120 006032-29-7 74
2 2-Pentanol 88 C5H120 006032-29-7 72
3 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 72
4 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 72
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 59
Abundance Scan 1118 (7.903 min): VX039490.D\data.ms (-1111) (-) m/z 45.10 100.00%
45.1
5000
55.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ B 7.60 7.80 8.00 8.20
e QUL L 802 s 43,05 31.69%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2353: 2-Pentanol
45.0
5000 TT{ T T T T[T T[T T T T TT1T]
7.60 7.80 8.00 8.20
270 55.0 m/z 55.10  24.66%
15.0 ‘ 73.0
\\\‘\\‘\\‘\\\\’\\\\p"\\‘\\‘\\‘\\\\‘\‘\\\‘\\8\7\9\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2354: 2-Pentano
45.0
“/\\m/\m‘m_m,uw
7.60 7.80 8.00 8.20
5000 m/z 73.10 10.76%
55.0
27.0 7
190°7) 370/, 30 70
R B L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2367: (R)-(-)-2-Pentanol EAEmmaEE TSR
45.0 7.60 7.80 8.00 8.20
m/z 41.05 9.16%
5000
55.0
73.0
15.0 \“370‘\\ 87.0
I R A
m/z--> 10 20 30 40 50 60 70 80 90 7.60 7.80 8.00 8.20

SFAMXLM120523WMA.M Thu Dec 28 16:56:11 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 15
R.T. EstConc Area Relative to ISTD R.T.
10.579 3.47 ug/L 44629 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 64
2 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 64
3 Formic acid, hexyl ester 130 C7H1402 000629-33-4 64
4 1-Hexanol 102 C6H140 000111-27-3 64
5 1-Hexanol 102 C6H140 000111-27-3 64
Abundance Scan 1557 (10.579 min): VX039490.D\data.ms (-1553) (- m/z 56.10 100.00%
56.1
41.1
5000
T
l ) 1080 DD o
e e e e e e e e m/z 55.10 58.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4965: 1-Hexano
56.0
5000 e :
42,0 10.50
m/z 43.05 57.80%
27.(T 84.0
H‘\HHH\H’\H\‘i\“\\‘” ‘\‘\\\7\i.\0\\\’\\\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5018: 1-Pentanol, 4-methyl-
56.0
41.0 T T
10.50
5000 m/z 41.10 56.12%
27.0
H‘ L __||_70.0 840
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15425: Formic acid, hexyl ester =
56.0 10.50
m/z 42.10 41.31%
5000 42,0
2r0 84.0
| “\ ‘ L T90 | 101011601300
T e e e e e e e i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50

SFAMXLM120523WMA.M Thu Dec 28 16:56:12 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 10 2-Heptanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.769  29.26 ug/L 376458 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 91
3 2-Heptanone 114 C7H140 000110-43-0 91
4 2-Heptanone 114 C7H140 000110-43-0 90
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90

Abundance Scan 1588 (10.768 min): VX039490.D\data.ms (-1583) (- m/z 43.10 100.00%

43.1
58.0
5000
71.1
\M i ‘ 850 991 1142 1050 1100 ;
T e e e e e m/z 58.05 60.33%
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
1.0 m/z 71.10 15.97%
27.0 :
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 #8418: 2-Heptanone
43.0
T
58.0 10.50 1100
5000 ’ ITI/Z 41.10 12.38%
270 71.0
140 | | T es0 990 1140
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone
43.0 1050 1100
m/z 59.10 10.36%
58.0
5000
27.0 71.0
| 850 990 1140

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50 11 00

SFAMXLM120523WMA.M Thu Dec 28 16:56:13 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39490.D

Acqg On : 27 Dec 2023 12:43

Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 11 2-Heptanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.878 11.43 ug/L 147100  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-Octanol 130 C8H180 000123-96-6 64
4 2-Octanol 130 C8H180 000123-96-6 64
5 2-Octanol, (S)- 130 C8H180 006169-06-8 56

Abundance Scan 1606 (10.878 min): VX039490.D\data.ms (-1601) (- m/z 45.10 100.00%
45.1
5000 JK\
‘ ‘ 83 10,50 11.00
1 . .
69.1 98.1
H\‘HH‘\H\‘\\\\““\!H‘Hl‘\“\\\\‘}‘HH‘\‘\H‘HH‘\\H]_‘:I\-ﬁ\]‘_\\\\‘\\\\ m/z 43.19 27.9200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9444 2-Heptanol
45.0
5000 — —
10.50 11.00
m/z 55.10 22.82%
290 1 |, 69¢° 0 98.0 1150
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9438: 2-Heptanol
45.0
- s
10.50 11.00
5000 ITI/Z 41.05 18.55%
27.0
o .l |, 690%9 10101350
‘H_‘H_‘H_‘H_‘H_‘H_‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15655: 2-Octanol = =
45.0 10.50 11.00
m/z 39.10 10.04%
5000
97.0
290
L0 50 409
HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘ - ===
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00

SFAMXLM120523WMA.M Thu Dec 28 16:56:14 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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.
11.756 165.96 ug/L 2138410 1,4-Dichlorobenzene-d4 12.024
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 2-Pentene, 5-(pentyloxy)-, (E)- 156 C10H200 056052-85-8 47
5 3-Octanone 128 C8H160 000106-68-3 47
Abundance Scan 1750 (11.756 min): VX039490.D\data.ms (-1745) (- m/z 43.05 100.00%
43.0 57.0
72.1
5000 99.1
1150 12,00
85.0 . .
128.2
0 ‘_H‘_HMmwmww‘uw‘swmgml‘}?c‘l‘wa_w m/z 57.05 92.07%
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 55.03%
‘ ‘ 85.0
\‘Hi}‘\H\“M\\‘\‘\‘fw‘Hf\‘\‘H\‘HM\‘\H\}\H\‘\\'\\‘\H\“\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14271: 3-Octanone
29.0 43.0 57.0
—— —
11.50 12.00
5000 72.0 m/z 71.05 49.34%
99.0
128.0
‘ L ‘ | ‘\ | 850 | 1140
AR E B R e RRa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8244: Ethanone, 1-(3,3-dimethyloxiranyl)- — ——
43.0 11.50 12.00
m/z 99.10 46.76%
5000 99.0
57‘0 72.0
1 O
T e e e e e e —— ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11.50 12.00

SFAMXLM120523WMA.M Thu Dec 28 16:56:16 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 86.82 ug/L 1118680 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol 130 C8H180 000589-98-0 90
2 3-Octanol 130 C8H180 000589-98-0 83
3 3-Octanol 130 C8H180 000589-98-0 78
4 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 72
5 3-Octanol 130 C8H180 000589-98-0 72

Abundance Scan 1765 (11.848 min): VX039490.D\data.ms (-1759) (- m/z 59.10 100.00%

59.1
83.1
5000 41.0

101.1
‘H 11. 50 12 00
H\ Il

H‘ww_m‘w_M;Hmw:wmmw,suwl‘zﬁnlm m/z 55.10 61.67%

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 51.92%
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 40.31%
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 #15661: 3-Octanol
59.0 11. 50 12 00

m/z 43.10 31.34%

5000 41.0 83.0
# 101.0
L ‘ ‘M \“ ‘

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

SFAMXLM120523WMA.M Thu Dec 28 16:56:17 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39490.D

Acqg On : 27 Dec 2023 12:43

Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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, (S)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.896 9.92 ug/L 127811 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanol, (S)- 130 C8H180 006169-06-8 86
2 2-Octanol 130 C8H180 000123-96-6 83
3 2-Octanol, (R)- 130 C8H180 005978-70-1 83
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): VX039490.D\data.ms (-1771) (| m/z 45.10 100.00%
45.1
5000 A}t
‘ 1150 12,00
‘ ‘ 69.1 97.0 115.1 . :
el e L m/z 43.10 23.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15674: 2-Octanol, (S)-
458.0
5000 | —
11.50 12.00
m/z 55.10 21.30%
29.0 70.0 97.0
H’\H‘\‘\H‘\“\H\“M‘M\‘\\“HH\\‘}H\\‘\‘l\\‘\\\‘\‘\\\]-\]‘_}2\.‘9‘\]\-\2\9‘.\\0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15646: 2-Octanol
43.0
— P
11.50 12.00
5000 m/z 41.10 19.95%
29.0 ‘ 70.0 97.0
250 S e 0, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15673: 2-Octanol, (R)- — T
45.0 11.50 12.00
m/z 97.05 8.22%
5000 M
29.0 ‘ 70.0 97.0
s 801200 WA Lk,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00

SFAMXLM120523WMA.M Thu Dec 28 16:56:18 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 3.16 ug/L 40678 1,4-Dichlorobenzene-d4 12.024
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-Nonanone 142 C9H180 000821-55-6 91
4 2-Undecanone 170 C11H220 000112-12-9 78
5 2-Dodecanone 184 C12H240 006175-49-1 78

Abundance Scan 1916 (12.768 min): VX039490.D\data.ms (-1911) (- m/z 58.05 100.00%
58.0
5000 k
1250 1300
‘ 99.0 1423 267 -
Mw‘,h‘www‘m_wmw,w,mwwwwww-r m/z 43.85 99.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22965: 2-Nonanone
43.0
5000
1250 1300
71.0 m/z 71.00 25.27%
150 || | | ono 1420
L 1l
H\‘HH’H\\‘\H\‘HH‘\\H‘\H\‘HH’HH’\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22980: 2-Nonanone
58.0 j&
ﬂh mA ey
12.50 13.00
5000 m/z 41.05 25.03%
290 ‘ 142.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22979: 2-Nonanone
58.0 1250 1300
m/z 57.10 23.87%
5000
29.0
g0 2O .
m/z--> 20 40 60 80 100120140160180200220240260 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122723\
Data File : VX@39490.D

Acqg On : 27 Dec 2023 12:43

Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 16 Benzoic acid, ethyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.512  19.79 ug/L 255034 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, ethyl ester
2 Benzoic acid, ethyl ester
3 Benzoic acid, ethyl ester
4 Benzoic acid, ethyl ester
5 Butanedioic acid, 2,3-bis(benzoy... 358 C18H1408

150 CS9H1e02
150 C9H1002
150 C9H1e02
150 C9H1e02

000093-89-0 95
000093-89-0 94
000093-89-0 94
000093-89-0 91
002743-38-6 72

Abundance Scan 2038 (13.512 min): VX039490.D\data.ms (-2034) (- m/z 105.10 100.00%
105.1
77.1
5000
51.1 L ‘
123.1 15\02 13.50
e 2SR L 0 m/z 77.10 0 53.65%
m/z--> 0 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 122.18  27.52%
29.0
40 | A | 123.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #28313: Benzoic acid, ethyl ester
105.0
—
13.50
5000 77.0 ITI/Z 51.10 25.17%
51.0 150.0
29.0 | 1230
Ll I il I il
T a2 o T
m/z--> 0 20 40 60 80 100 120 140
Abundance #28315: Benzoic acid, ethyl ester =
105.0 13.50
m/z 150.20 14.01%
5000 7.0
- 510 150.0
7.
S NS N SN N SR - e
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 : VX039490.D

Acqg On : 27 Dec 2023 12:43
Operator : JC/MD

Sample : 05989-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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|
unknown-01 2.057 4.2 ug/L 43466 1 6.763 521244 50.0
Isopropyl Alcohol 2.532 10.2 ug/L 106324 1 6.763 521244 50.0
2-Butanol 4.989 47.6 ug/L 495904 1 6.763 521244 50.0
1-Butanol 7.208 11.9 ug/L 123893 1 6.763 521244 50.0
2-Pentanone 7.452 17.7 ug/L 184441 1 6.763 521244 50.0
3-Pentanone 7.641 3.9 ug/L 40264 1 6.763 521244 50.0
2-Pentanol 7.903 6.4 ug/L 66555 1 6.763 521244 50.0
1-Hexanol 10.579 3.5 ug/L 44629 2 10.055 643396 50.0
2-Heptanone 10.769 29.3 ug/L 376458 2 10.055 643396 50.0
2-Heptanol 10.878 11.4 ug/L 147100 2 10.055 643396 50.0
3-Octanone 11.756 166.0 ug/L 2138410 3 12.024 644256 50.0
3-Octanol 11.848 86.8 ug/L 1118680 3 12.024 644256 50.0
2-Octanol, (S)- 11.896 9.9 ug/L 127811 3 12.024 644256 50.0
2-Nonanone 12.768 3.2 ug/L 40678 3 12.024 644256 50.0
Benzoic acid, e... 13.512 19.8 wug/L 255034 3 12.024 644256 50.0

SFAMXLM120523WMA.M Thu Dec 28 16:56:21 2023

20



