LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57895.D

Acqg On : 20 Feb 2024 12:17
Operator : MD/SY

Sample : P1496-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@57895.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 86 95 111 rVB 129347 153548 15.56%  1.988%
2 1.679 117 121 129 rVB2 3165 3398 0.34% 0.044%
3 1.792 139 156 157 rBV7 9494 19977 2.02% 0.259%
4 1.888 177 186 202 rVB 94786 133051 13.48% 1.723%
5 2.554 381 393 406 rBV 204704 336169 34.06% 4.353%
6 2.618 406 413 424 rVB 6520 11476 1.16% 0.149%
7 2.708 438 441 445 rBV2 323 219 0.02% 0.003%
8 2.747 445 453 454 rBV 738 721 0.07% 0.009%
9 2.946 512 515 518 rwv2 272 213 0.02% 0.003%
106 2.965 518 521 527 rVv2 195 212 0.02% ©0.003%
11  3.033 533 542 555 rBv4 3184 6095 0.62% 0.079%
12 3.158 574 581 582 rBv2 959 846 0.09% 0.011%
13  3.528 691 696 698 rBv2 241 222  0.02% ©0.003%
14 3.743 759 763 768 rBV2 244 323  0.03% 0.004%
15 4.274 924 928 933 rBV2 243 264 0.03% 0.003%
16 4.489 991 995 998 rBv2 373 325 0.03% 0.004%
17 4.608 1022 1032 1071 rBV 58044 155952 15.80% 2.019%
18 4.788 1086 1088 1095 rVB3 519 519 0.05% 0.007%
19 5.049 1154 1169 1195 rBV 168240 374291 37.92% 4.847%
20 5.322 1241 1254 1267 rBV3 1590 4061 0.41% 0.053%
21 5.489 1301 1306 1310 rBV2 201 210 0.02% 0.003%
22 5.538 1318 1321 1331 rVB2 290 499 0.05% 0.006%
23 5.583 1331 1335 1340 rBV2 179 229 0.02% ©0.003%
24 5.714 1355 1376 1412 rBV2 362105 986993 100.00% 12.780%
25 5.975 1454 1457 1463 rVB4 626 611 0.06% 0.008%
26 6.020 1468 1471 1474 rBV 294 226 0.02% 0.003%
27 6.055 1478 1482 1488 rBV3 255 285 0.03% 0.004%
28 6.161 1506 1515 1518 rBV2 444 778 0.08% 0.010%
29 6.238 1526 1539 1564 rBV 354182 679078 68.80% 8.793%
30 6.502 1617 1621 1622 rBV2 392 240 0.02% 0.003%
31 6.544 1622 1634 1662 rBV2 21641 71598  7.25% ©.927%
32 6.679 1664 1676 1702 rVB 223878 444251 45.01% 5.752%
33  6.933 1753 1755 1760 rVB2 521 390 0.04% 0.005%
34 7.168 1826 1828 1832 rBV 347 218 0.02% 0.003%
35 7.197 1832 1837 1840 rBV5 749 710 0.07% ©0.009%
36 7.287 1861 1865 1869 rvB2 228 213 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57895.D

Acqg On : 20 Feb 2024 12:17
Operator : MD/SY

Sample : P1496-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 7.312 1869 1873 1876 rBV3 291 263 0.03% 0.003%
38 7.364 1885 1889 1893 rBV 286 300 0.03% 0.004%
39 7.557 1936 1949 1973 rBV 123213 224055 22.70% 2.901%
40 7.669 1979 1984 1991 rVB6 678 973 0.10% 0.013%
41  7.801 2022 2025 2031 rVB2 328 403 0.04% 0.005%
42 7.846 2031 2039 2040 rBV 363 480 0.05% 0.006%
43  7.891 2040 2053 2076 rBV 441932 778333 78.86% 10.078%
44  8.174 2128 2141 2160 rBV 84008 144885 14.68% 1.876%
45  8.306 2179 2182 2186 rBV3 296 280 0.03% 0.004%
46 8.412 2211 2215 2219 rW 328 332 0.03% 0.004%
47  8.444 2220 2225 2228 rVV2 494 458 0.05% 0.006%
48  8.467 2228 2232 2240 rVB2 631 763 0.08% 0.010%
49 8.586 2261 2269 2271 rBV 245 356 0.04% 0.005%
50 8.627 2271 2282 2314 rBV2 198563 405410 41.08% 5.249%
51 8.791 2325 2333 2350 rVB5 5037 9954 1.01% 0.129%
52 8.920 2370 2373 2378 rVB 288 213 0.02% 0.003%
53 9.081 2419 2423 2428 rVB 215 261 0.03% 0.003%
54  9.132 2434 2439 2443 rBV2 150 211 0.02% ©0.003%
55 9.168 2446 2450 2455 rBV 305 322 0.03% 0.004%
56 9.409 2513 2525 2558 rBV 487326 828315 83.92% 10.725%
57 9.698 2609 2615 2620 rvB2 635 781 0.08% 0.010%
58 9.865 2664 2667 2673 rvV 250 220 0.02% 0.003%
59 10.094 2733 2738 2739 rBv2 285 237 0.02% 0.003%
60 10.225 2772 2779 2781 rBV2 335 384 0.04% 0.005%
61 10.264 2789 2791 2797 rBV 342 430 0.04% 0.006%
62 10.357 2813 2820 2826 rBV4 945 1287 0.13% 0.017%
63 10.479 2856 2858 2861 rBV2 309 243 0.02% ©0.003%
64 10.750 2930 2942 2963 rBV 265415 434354 44.01% 5.624%
65 10.840 2968 2970 2975 rVB2 329 223 0.02% 0.003%
66 10.885 2975 2984 2991 rBv4 915 1264 0.13% 0.016%
67 10.936 2996 3000 3002 rBV 347 299 0.03% 0.004%
68 11.344 3125 3127 3133 rBV 218 254 0.03% 0.003%
69 11.393 3139 3142 3146 rVB 282 216 0.02% 0.003%
70 11.425 3146 3152 3158 rVB2 288 405 0.04% 0.005%
71 11.467 3158 3165 3166 rBV2 502 482 0.05% 0.006%
72 11.714 3237 3242 3246 rVB2 484 501 0.05% 0.006%
73 11.804 3258 3270 3292 rBV 486065 801420 81.20% 10.377%
74 12.068 3341 3352 3369 rBV4 6128 15949 1.62% 0.207%

75 12.187 3377 3389 3413 rBV 399475 664174 67.29%  8.600%

76 12.373 3445 3447 3450 rVB2 425 217 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57895.D

Acqg On : 20 Feb 2024 12:17
Operator : MD/SY

Sample : P1496-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 12.389 3450 3452 3455 rBV2 303 211 0.02% ©0.003%
78 12.704 3547 3550 3553 rBV2 246 213 0.02% ©0.003%
79 12.762 3562 3568 3569 rBV3 726 684 0.07% 0.009%
80 12.801 3576 3580 3583 rBV2 289 236 0.02% 0.003%
81 12.823 3584 3587 3597 rVv2 206 325 0.03% 0.004%
82 12.897 3603 3610 3621 rBVS5S 2171 4182 0.42% 0.054%
83 13.132 3678 3683 3685 rBV 258 245 0.02% 0.003%
84 13.203 3701 3705 3709 rVB2 312 289 0.03% 0.004%
85 13.232 3709 3714 3716 rBV3 390 304 0.03% 0.004%
86 13.341 3742 3748 3749 rBV2 389 307 0.03% 0.004%
87 13.540 3808 3810 3813 rBV 278 239  0.02% 0.003%
88 13.688 3849 3856 3860 rVB2 393 559 0.06% 0.007%
89 13.717 3860 3865 3869 rBV2 299 385 0.04% 0.005%
90 13.746 3871 3874 3879 rVB3 339 304 0.03% 0.004%
91 13.852 3900 3907 3914 rVB4 1630 2096 0.21% 0.027%
92 13.968 3940 3943 3945 rBV 295 246 0.02% 0.003%
93 14.103 3976 3985 3987 rBV 1469 1526 0.15% 0.020%
94 14.309 4045 4049 4053 rBV2 299 336 0.03% 0.004%
95 14.331 4053 4056 4061 rVB2 439 473 0.05% 0.006%
96 14.511 4108 4112 4114 rBV 326 282 0.03% 0.004%
97 14.547 4120 4123 4129 rBV3 349 415 0.04% 0.005%
98 14.643 4151 4153 4157 rBV 264 211 0.02% ©0.003%
99 15.582 4443 4445 4447 rBV2 424 236 0.02% 0.003%
100 15.955 4558 4561 4563 rBV3 441 266 0.03% 0.003%
Sum of corrected areas: 7722888
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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\

: VUe57895.D

: 20 Feb 2024 12:17

: MD/SY

: P149%6-14

: 5.0mL/MSVOA_U/WATER

: 9 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 TIC: VU057895.D\data.ms
400000
5.714 6.238
300000
6.67
2.554
200000
5.049
1.596
100000 1.888
4.608
¥ BE331 i 6.54
0\\‘\\\\‘\?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘7\\2\\‘\\\\‘5\8\\\‘\3\\\5\28\3\\7\4‘.?’\\\‘\\\\?\%?\4‘4\4\8\ \\4\'\7‘8\\8\\‘\\\\‘?\\3\2‘8\@9‘8\\\\‘\\5\\‘\\‘\\\\‘\\\\‘\\\
Time--> 140160180200220240260280300320340360380400420440460480500520540560580600620640660
Abundance TIC: VU057895.D\data.ms
9.409 11.804
7.891
400000 124
300000
10.750
200000 8.627
7.557
100000 8.174
oL.6. 933 mmmm 669 L /\ 8 8 7%1929mm8 L 9.698. 86510 amzsaa7479 meas 1mm711 7{ 12 06
Reilost ‘
Time--> 700 750 900 950 1000 1050 1100 1150 1200
Abundance TIC: VU057895.D\data.ms
400000
300000
200000
100000
o\ 123EY 12 PARIEOT\ ABRARAAN3 . SUBEABAS 21681 0B/ FIUATNG43 15582 15.955
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57895.D

Acqg On : 20 Feb 2024 12:17
Operator : MD/SY

Sample : P1496-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 2
R.T. EstConc Area Relative to ISTD R.T.
6.544 5.27 ug/L 71598 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 74
2 1-Butanol 74 C4H100 000071-36-3 74
3 1-Butanol 74 C4H1e0 000071-36-3 72
4 1-Butanol 74 C4Hl1e0 000071-36-3 64
5 1-Butanol 74 C4Hl1le0 000071-36-3 50
Abundance Scan 1634 (6.544 min): VU057895.D\data.ms (-1622) (-) m/z 56.00 100.00%
56.0
40.9
5000
R EEmERREEEE
72.9 1318 6.20 6.40 6.60 6.80
bl S e m/z 0 40.98 73.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #967: 1-Butanol
31.0 56.0
5000 T T T e
6.20 6.40 6.60 6.80
m/z 42.90 57.32%
15.0
O H\‘\}‘\\“H!\‘\‘H‘MH“H‘H \‘H\Z:\B\IR‘\\H‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
56.0
Y e LA
31.0 6.20 6.40 6.60 6.80
5000 ITI/Z 41.90 29.34%
0 15.0 73.0
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #959: 1-Butanol T
31.0 6.20 6.40 6.60 6.80
56.0 m/z 38.90 22.18%
5000
TR Y-
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57895.D

Acqg On : 20 Feb 2024 12:17
Operator : MD/SY

Sample : P1496-14

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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 6.544 5.3 ug/L 71598 1 6.238 679078 50.0
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