LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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_ U\Method\SFAMULMO21924WMA .M
Title : VOC Analysis

Signal : TIC: VU@57896.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 110 rVB 121597 148349 15.47%  1.921%
2 1.882 177 184 201 rVB 89885 132468 13.81% 1.715%
3  2.403 344 346 347 rBV 696 273 0.03% 0.004%
4 2.499 372 376 379 rBvV2 284 274 0.03% 0.004%
5 2.554 380 393 405 rVW 200018 326969 34.10% 4.233%
6 2.612 406 411 428 rVB2 8693 15895 1.66% 0.206%
7 2.779 457 463 471 rVB2 650 999 0.10% 0.013%
8 2.882 489 495 501 rBvV2 227 315 ©0.03% 0.004%
9 2.911 501 504 508 rBvV 257 197 0.02% 0.003%
106 3.030 533 541 553 rVB2 3385 5484 ©.57% 0.071%
11  3.175 575 586 594 rVw3 872 1959 0.20% 0.025%
12 3.300 623 625 631 rBvV 259 248 0.03% 0.003%
13  3.345 631 639 645 rVW5 890 1281 0.13% 0.017%
14 3.393 649 654 658 rBv2 290 362 0.04% 0.005%
15 3.451 667 672 675 rBV 250 240 0.03% 0.003%
16 3.583 709 713 717 rBV2 338 331 0.03% 0.004%
17 3.911 810 815 821 rVB2 258 305 ©0.03% 0.004%
18 4.017 842 848 852 rBv2 286 362 0.04% 0.005%
19 4.049 852 858 863 rvB 165 242 0.03% 0.003%
20 4.297 931 935 938 rBV2 263 260 0.03% 0.003%
21 4.464 984 987 992 rBvV2 438 439 0.05% 0.006%
22 4.525 1003 1006 1014 rVB 217 308 0.03% 0.004%
23 4.567 1014 1019 1021 rBV2 216 217 0.02% 0.003%
24  4.609 1022 1032 1041 rBV 61832 144895 15.11% 1.876%
25 5.049 1151 1169 1193 rBV 163482 364754 38.04% 4.722%
26 5.203 1214 1217 1220 rBV2 238 216 0.02% 0.003%
27 5.525 1313 1317 1325 rVB 241 336 0.04% 0.004%
28 5.615 1339 1345 1348 rBV2 175 234 0.02% 0.003%
29 5.711 1355 1375 1403 rBV2 356107 958880 100.00% 12.415%
30 5.975 1454 1457 1460 rVB 427 307 0.03% 0.004%
31 6.036 1472 1476 1480 rBvV2 349 258 0.03% 0.003%
32 6.084 1488 1491 1494 rVB2 235 194 0.02% 0.003%
33  6.239 1526 1539 1564 rBV 369757 705365 73.56% 9.132%
34 6.554 1621 1637 1663 rBV5 15554 56682 5.91% 0.734%
35 6.679 1663 1676 1696 rVB 216452 425463 44.37% 5.508%
36 6.882 1731 1739 1750 rBV4 3688 7935 0.83% 0.103%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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_ U\Method\SFAMULMO21924WMA .M
Title : VOC Analysis
37 7.158 1822 1825 1826 rBV 440 253 0.03% 0.003%
38 7.178 1829 1831 1833 rvv3 387 215 0.02% 0.003%
39 7.361 1883 1888 1890 rBV2 219 234 0.02% 0.003%
40 7.441 1909 1913 1918 rVB 262 270 0.03% 0.003%
41  7.557 1928 1949 1972 rBV = 121423 218509 22.79%  2.829%
42 7.666 1980 1983 1985 rBV 444 268 0.03% 0.003%
43  7.750 2002 2009 2013 rBvV2 488 660 0.07% ©0.009%
44  7.843 2033 2038 2040 rBvV2 282 299 0.03% 0.004%
45 7.888 2040 2052 2073 rBV = 432264 756213 78.86% 9.791%
46 8.071 2106 2109 2112 rBV 329 241 0.03% 0.003%
47  8.171 2128 2140 2166 rBV 80530 140573 14.66%  1.820%
48 8.303 2178 2181 2185 rVB3 365 230 0.02% 0.003%
49 8.451 2224 2227 2228 rBV 478 271 0.03% 0.004%
50  8.467 2230 2232 2241 rW 665 697 0.07% 0.009%
51 8.628 2271 2282 2315 rBV 207652 426317 44.46%  5.520%
52 8.785 2321 2331 2353 rVB2 35591 74046 7.72% 0.959%
53  8.933 2376 2377 2382 rVvB3 522 397 0.04% 0.005%
54  8.981 2385 2392 2395 rBV2 267 351 0.04% 0.005%
55 9.030 2402 2407 2411 rVB2 372 443 0.05% 0.006%
56 9.052 2411 2414 2417 rBv2 248 199 0.02% 0.003%
57 9.100 2426 2429 2434 rVB 369 284 0.03% 0.004%
58 9.216 2459 2465 2470 rBvV2 255 332 0.03% 0.004%
59 9.409 2513 2525 2557 rBV 503284 848841 88.52% 10.990%
60 9.698 2606 2615 2619 rBV3 1085 1585 0.17% 0.021%
61 9.843 2656 2660 2663 rBV2 224 206 0.02% 0.003%
62 10.251 2782 2787 2790 rVB3 289 306 0.03% 0.004%
63 10.351 2811 2818 2833 rBV5 3293 6198 0.65% 0.080%
64 10.483 2855 2859 2864 rVB2 352 372 0.04% 0.005%
65 10.515 2864 2869 2872 rBV2 318 356 0.04% 0.005%
66 10.750 2930 2942 2961 rBV 258370 426768 44.51% 5.525%
67 10.885 2982 2984 2990 rVB2 504 542 0.06% 0.007%
68 11.001 3017 3020 3025 rVB2 305 349 0.04% 0.005%
69 11.055 3032 3037 3041 rBV3 399 494 0.05% 0.006%
70 11.110 3050 3054 3060 rVVv3 654 751 0.08% 0.010%
71 11.258 3094 3100 3110 rBV3 694 1134 0.12% 0.015%
72 11.329 3118 3122 3124 rBV 232 202 0.02% 0.003%
73 11.579 3196 3200 3205 rBV 272 326 0.03% 0.004%
74 11.647 3218 3221 3223 rBV2 223 190 0.02% 0.002%
75 11.666 3224 3227 3230 rVB 345 232 0.02% 0.003%
76 11.695 3230 3236 3246 rBvV4 3205 5314 ©@.55% 0.069%

SFAMULMO21924WMA.M Wed Feb 21 13:14:17 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 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_ U\Method\SFAMULMO21924WMA .M
Title : VOC Analysis
77 11.804 3258 3270 3300 rBV 510132 829346 86.49% 10.738%
78 11.939 3310 3312 3318 rVB2 446 276 0.03% 0.004%
79 12.068 3344 3352 3365 rBVS5S 5031 11270 1.18% 0.146%
80 12.145 3373 3376 3377 rBV2 409 257 0.03% 0.003%
81 12.187 3377 3389 3407 rVV 395318 650183 67.81% 8.418%
82 12.377 3445 3448 3451 rBV3 294 219 0.02% 0.003%
83 12.554 3499 3503 3505 rBV2 204 210 0.02% 0.003%
84 12.669 3535 3539 3543 rBV2 262 282 0.03% 0.004%
85 12.734 3554 3559 3562 rBV 350 355 0.04% 0.005%
86 12.759 3562 3567 3570 rBV3 452 426 0.04%  0.006%
87 12.853 3593 3596 3602 rVB 324 245 0.03% 0.003%
88 12.891 3602 3608 3618 rBV5 3244 5739 0.60% 0.974%
89 12.946 3622 3625 3628 rVB2 309 204 0.02% 0.003%
90 13.203 3694 3705 3706 rBV2 281 516 ©.05% 0.007%
91 13.428 3771 3775 3783 rVWV2 259 448 0.05% 0.006%
92 13.695 3855 3858 3862 rBV2 286 325 0.03% 0.004%
93 13.853 3899 3907 3912 rBV4 1504 1726 0.18% 0.022%
94 13.920 3924 3928 3930 rBV 331 247 0.03% 0.003%
95 14.107 3981 3986 3990 rBV3 1047 933 0.10% 0.012%
96 14.219 4018 4021 4024 rVB 357 249 0.03% 0.003%
97 14.309 4047 4049 4052 rBV2 326 260 0.03% 0.003%
98 15.193 4321 4324 4328 rVB2 438 342 0.04% 0.004%
99 15.840 4522 4525 4528 rBV2 616 397 0.04% 0.005%
100 15.991 4569 4572 4575 rBV4 661 571 0.06% 0.007%
Sum of corrected areas: 7723790
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\

: VUe57896.D

: 20 Feb 2024 12:41

: MD/SY

: P1496-15

: 5.0mL/MSVOA_U/WATER

: 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
500000
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200000

100000

0
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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 1-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.554 4.02 ug/L 56682 1,4-Difluorobenzene 6.239

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 83
2 1-Butanol 74 C4H100 000071-36-3 64
3 1-Butanol 74 C4H1e0 000071-36-3 64
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42
5 1-Butanol 74 C4Hl1le0 000071-36-3 40

Abundance Scan 1637 (6.554 min): VU057896.D\data.ms (-1621) (-) m/z 56.00 100.00%
56.0
40.9
5000
‘ 6.20 6.40 6.60 6.60
71.8 129.7 : : : :
owaHw\‘\‘\hu,uu“‘,wm_HwH_Wuwu_m m/z 40.90  75.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #966: 1-Butanol
56.0
31.0
5000 T T Y
6.20 6.40 6.60 6.80
m/z 42.90 56.63%
0l..150 \\ ““ | 730
\H‘\H\‘HH‘\H\‘\H\ TT \’HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
31.0
56.0 R ERSAARA GLe~ S
6.20 6.40 6.60 6.80
5000 ITI/Z 41.90 26.44%
73.0
L ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #968: 1-Butanol R S RRA RN
31.0 56.0 6.20 6.40 6.60 6.80
m/z 38.80 16.71%
5000
o 150 L L omo MN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.785 4.36 ug/L 74046  Chlorobenzene-d5 9.409

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 59

Abundance Scan 2331 (8.785 min): VU057896.D\data.ms (-2321) (-) m/z 43.90 100.00%

439 56.0
5000
72.0 820

“ ‘ 8.40 8.60 8.80 9.00 9.20
oww‘wwmk‘qw ‘HH_HWmH_HW‘H‘ m/z 56.00  98.81%

m/z--> 20 30 40 50 60 70 90 100
Abundance #4251: Hexanal
44.0 56.0
5000 ‘\\\\‘\\\\‘\V\\‘\\\\‘\\

8.40 8.60 8.80 9.00 9.20
29.0 72.0
m/z 40.90 92.03%
]

m‘ 100.0
\‘\\\\‘\\\\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 60 100
Abundance
44.0
56.0

8.40 8.60 8.80 9.00 9.20

o

m/z 56.90  72.93%
5000 29.0
720 50
100.0
oAl
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal ‘H“‘H“‘H“‘H““
44.0 8.40 8.60 8.80 9.00 9.20
56.0

m/z 42.85 68.94%

27.0
5000
72.0 820 ﬂhkﬂ\ﬁ
A TR O et

m/z--> 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57896.D

Acqg On : 20 Feb 2024 12:41
Operator : MD/SY

Sample : P1496-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@21924WMA.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|
1-Butanol 6.554 4.0 ug/L 56682 1 6.239 705365 50.0
Hexanal 8.785 4.4 ug/L 74046 2 9.409 848841 50.0
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