LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
Data File : VU@53566.D

Acqg On : 04 Apr 2023 17:07
Operator : JC/MD

Sample : 02158-27

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 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\SFAMULM@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53566.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.491 40 47 71 rBV 332640 351613 45.12% 5.087%
2 1.597 73 80 93 rvVB 96305 111890 14.36% 1.619%
3 1.909 169 177 194 rVB 81768 113221 14.53% 1.638%
4 2.565 369 381 395 rBV 152340 248900 31.94% 3.601%
5 2.748 432 438 443 rBV2 832 1078 0.14% 0.016%
6 2.951 496 501 506 rBV 382 335 0.04% 0.005%
7 3.330 617 619 620 rBV 274 114 0.01% 0.002%
8 3.729 740 743 746 rBV 257 134 0.02% 0.002%
9 3.899 792 796 800 rBV2 227 242 0.03% 0.004%
10 4.054 841 844 845 rBV2 189 81 0.01% 0.001%
11 4.102 856 859 861 rVB 306 190 0.02% 0.003%
12 4.321 922 927 930 rBV 222 241 0.03% 0.003%
13 4.443 960 965 971 rBV 409 448 0.06% 0.006%
14 4.613 1006 1018 1047 rBV2 70548 175172 22.48%  2.534%
15 4.899 1103 1107 1109 rBvV2 343 327 0.04% 0.005%
16 5.057 1140 1156 1182 rBV 149103 324649 41.66% 4.697%
17 5.285 1223 1227 1228 rBV2 340 226 0.03% 0.003%
18 5.372 1250 1254 1256 rBV3 633 449 0.06% 0.006%
19 5.420 1267 1269 1271 rBV 224 82 0.01% 0.001%
20 5.610 1327 1328 1330 rVB 127 49 0.01% 0.001%
21 5.719 1341 1362 1384 rBvV2 283155 779210 100.00% 11.274%
22 5.928 1425 1427 1430 rVB 262 127 0.02% 0.002%
23 6.034 1458 1460 1462 rBV 231 127 0.02% 0.002%
24  6.111 1481 1484 1491 rVB2 463 415 0.05% 0.006%
25 6.163 1497 1500 1506 rVB2 438 444 0.06% 0.006%
26 6.192 1506 1509 1510 rBV2 323 167 0.02% 0.002%
27  6.243 1512 1525 1542 rBV 299255 561505 72.06%  8.124%
28 6.465 1592 1594 1600 rVB2 294 208 0.03% 0.003%
29 6.491 1600 1602 1604 rBV 138 64 0.01% 0.001%
30 6.533 1604 1615 1625 rvwv7 4205 8615 1.11% ©.125%
31 6.603 1634 1637 1638 rBV 171 89 0.01% 0.001%
32 6.684 1649 1662 1680 rBV 178905 353431 45.36% 5.113%
33 6.902 1727 1730 1732 rBV 149 107 0.01% 0.002%
34 7.111 1788 1795 1799 rBvV2 609 639 0.08% 0.009%
35 7.140 1799 1804 1807 rVB2 246 218 ©0.03% 0.003%
36 7.237 1831 1834 1835 rBV 183 106 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
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Acqg On : 04 Apr 2023 17:07
Operator : JC/MD
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Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@33123WMA.M
Title : VOC Analysis
37 7.446 1897 1899 1903 rBV 277 199 0.03% 0.003%
38 7.562 1923 1935 1957 rBV 103969 182605 23.43% 2.642%
39 7.687 1971 1974 1977 rBV2 675 503 0.06% 0.007%
40 7.835 2017 2020 2022 rBV 331 167 0.02% 0.002%
41  7.893 2025 2038 2054 rBV 362612 629856 80.83% 9.113%
42 8.115 2105 2107 2110 rBV 185 146 0.02% 0.002%
43 8.176 2114 2126 2150 rW 70177 123877 15.90% 1.792%
44  8.545 2236 2241 2255 rVB4 2259 3240 0.42% 0.047%
45  8.626 2255 2266 2299 rBV 212910 391386 50.23% 5.663%
46  8.799 2316 2320 2326 rVB3 652 588 0.08% 0.009%
47  9.070 2402 2404 2405 rBV3 186 60 0.01% 0.001%
48 9.121 2418 2420 2423 rBV 195 97 0.01% 0.001%
49 9.414 2498 2511 2533 rBV 409992 687045 88.17% 9.940%
50 9.867 2648 2652 2656 rBV 294 291 0.04% 0.004%
51 10.028 2701 2702 2703 rBV 146 48 0.01% 0.001%
52 10.066 2711 2714 2717 rBV 254 139 0.02% 0.002%
53 10.111 2718 2728 2737 rVBS8 1899 3850 0.49% 0.056%
54 10.256 2770 2773 2778 rBvV2 241 237 0.03% 0.003%
55 10.288 2781 2783 2786 rBV 375 235 0.03% 0.003%
56 10.420 2821 2824 2828 rVB2 311 195 0.03% 0.003%
57 10.481 2838 2843 2853 rVvB3 1379 1987 0.26% ©0.029%
58 10.751 2915 2927 2943 rBV 274907 444297 57.02% 6.428%
59 10.854 2956 2959 2963 rBV 349 290 0.04% 0.004%
60 10.889 2967 2970 2978 rVB3 996 1080 0.14% 0.016%
61 10.960 2989 2992 2998 rVB 286 208 0.03% 0.003%
62 11.082 3026 3030 3040 rVB3 1126 1635 0.21% 0.024%
63 11.314 3097 3102 3111 rVB5 896 1236 0.16% ©0.018%
64 11.368 3116 3119 3121 rBV 168 125 0.02% 0.002%
65 11.465 3143 3149 3159 rVB4 1352 2325 0.30% 0.034%
66 11.552 3174 3176 3182 rBV 304 245 0.03% 0.004%
67 11.741 3229 3235 3243 rVB4 2577 3765 0.48% 0.054%
68 11.809 3243 3256 3276 rBV 452589 726159 93.19% 10.506%
69 11.970 3303 3306 3309 rBV2 487 405 0.05% 0.006%

70 12.188 3361 3374 3404 rBV 394907 646907 83.02%  9.359%

71 12.333 3415 3419 3420 rBV2 473 348 0.04% 0.005%
72 12.436 3449 3451 3454 rBV 301 128 0.02% 0.002%
73 12.475 3461 3463 3465 rBV 289 175 0.02% 0.003%
74 12.590 3496 3499 3503 rBV2 310 199 0.03% 0.003%
75 12.661 3518 3521 3524 rBV 335 201 0.03% 0.003%
76 12.732 3540 3543 3545 rBV3 290 186 0.02% 0.003%
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77 12.960 3612 3614 3618 rVB2 397 199 0.03% 0.003%
78 12.995 3623 3625 3629 rvB2 400 233 0.03% 0.003%
79 13.201 3686 3689 3691 rBV 396 254 0.03% 0.004%
80 13.407 3750 3753 3758 rBV2 358 234 0.03% 0.003%
81 13.507 3780 3784 3787 rBV2 380 255 0.03% 0.004%
82 13.680 3834 3838 3841 rBV 306 262 0.03% 0.004%
83 13.841 3879 3888 3901 rVB4 7721 12846 1.65% ©0.186%
84 14.056 3953 3955 3958 rBV 451 269 0.03% 0.004%
85 14.092 3958 3966 3967 rBV2 1761 1893 0.24% 0.027%
86 14.333 4034 4041 4050 rVB6 2377 3591 0.46% ©0.052%
87 15.330 4349 4351 4352 rBV 535 218 0.03% 0.003%

Sum of corrected areas: 6911832
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40423\
Data File : VU®@53566.D

Acqg On : 04 Apr 2023 17:07
Operator : JC/MD

Sample : 02158-27

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU053566.D\data.ms
400000
1.491
300000 5719 6.243
200000 6.682
2.565 5.057
1.597
100000
1.909 4613
0 2.7482.951 3.330 3.728. 89@4)5024 321443 4. 899 mzcs 610 \_5. Ve
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W\\\\\‘\\\\‘\\\\‘\\\W ‘\\ —F\\\ —VT/_FW’\\\ \\\7‘\\'7
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 420 440 4.60 4.80 500 520 540 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU053566.D\data.ms
9.414 11.809
400000 ' 121
7.893
300000 10.751
8.626
200000
7.562
100000
8.176
6.9027711410377.446 \7.687.8 8.1 8.545.8.799 991701 L 9.8 DI0REMD2ARAZAB1 |1 @82[13%96551?1#1 1.970
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU053566.D\data.ms
400000
300000
200000
100000
15.330
O Lrhff"i/i‘r‘!—!_‘ ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13 50 14. oo 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\VvUue40423\
Data File : VU®@53566.D

Acqg On : 04 Apr 2023 17:07
Operator : JC/MD

Sample : 02158-27

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.491  31.31 ug/L 351613 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 53
Abundance  Scan 47 (1.491 min): VU053566.D\data.ms (-40) (-) m/z 43.10 100.00%
43.1
5000 [t
‘ 140 160 180
50.1 97.1 . : : .
Ol A e M/Z 41,10 49.42%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
43.0
5000 | L
270 140 160 1.80
’ m/z 42.05 33.30%
0 15\'0 “m 36-O“ _50.057.0
\H\H\\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HHH\‘HH‘HH‘HH’HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0
e
140 160 1.80
5000 m/z 39.10 22.80%
27.0
0 1.0 120 “m 0., 500570
T R e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #268: Isobutane e
43.0 140 160 1.80
m/z 57.10 4.48%
5000
27.0
15.0
0 20 \‘ | | | 500 57\\0
T T e e e e R T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 140 160 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
Data File : VU@53566.D

Acqg On : 04 Apr 2023 17:07
Operator : JC/MD

Sample ¢ 02158-27

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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|

(DEL) Alkane: S... 1.491 31.3 ug/L 351613 1 6.243 561505 50.0
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