LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47975.D

Acqg On : 12 Apr 2022 22:52
Operator : SY/MD

Sample : N2345-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47975.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 73 81 100 rBV 173172 204239 0.09% 0.043%
2 1.916 176 179 197 rBV 135899 187443 0.08% 0.040%
3 2.568 369 382 395 rBV 285596 469843 0.20% ©.099%
4 2.626 396 400 418 rvB2 8617 14230 0.01% 0.003%
5 2.758 429 441 461 rBV 30374 61141 0.03% 0.013%
6 2.986 509 512 515 rVB3 502 399 0.00% ©0.000%
7 3.054 523 533 536 rVB4 699 1075 ©0.00% 0.000%
8 3.073 536 539 540 rBvV2 543 327 0.00% 0.000%
9 3.141 548 560 570 rBv3 3820 7511 0.00% 0.002%
106 3.263 593 598 601 rBV3 343 369 0.00% ©0.000%
11 3.366 622 630 634 rVB3 933 1159 ©0.00% 0.000%
12 3.520 674 678 680 rBvV 302 254 0.00% 0.000%
13 3.562 687 691 697 rVB3 286 358 0.00% ©0.000%
14 3.768 747 755 757 rBV2 255 326 0.00% ©0.000%
15 3.838 773 777 780 rW4 425 367 ©0.00% 0.000%
16 3.944 804 810 815 rBV2 281 316 ©0.00% ©0.000%
17 4.018 828 833 836 rBv2 241 245 0.00% ©0.000%
18 4.166 876 879 882 rBV 379 299 0.00% 0.000%
19 4.279 908 914 916 rBV3 247 270 0.00% 0.000%
20 4.317 921 926 928 rBvV 280 265 0.00% 0.000%
21  4.349 933 936 943 rBV2 338 389 0.00% 0.000%
22 4.539 980 995 1008 rVB4 8593 20650 0.01% 0.004%
23 4.623 1008 1021 1066 rBV 141407 379448 0.16% ©0.080%
24 4.983 1131 1133 1136 rVB 491 256 0.00% ©0.000%
25 5.005 1136 1140 1142 rBV3 534 443 0.00% 0.000%
26 5.067 1142 1159 1180 rVV 238600 525773 0.22% 0.111%
27 5.288 1223 1228 1236 rBV4 556 832 0.00% 0.000%
28 5.391 1245 1260 1273 rBV3 5757 12586 0.01% 0.003%
29 5.581 1314 1319 1323 rBv2 359 404 0.00% 0.000%
30 5.600 1323 1325 1330 rVB2 367 337 0.00% 0.000%
31 5.636 1332 1336 1338 rBV 300 245 0.00% ©0.000%
32 5.803 1344 1388 1453 rBV5 86419096 237427670 100.00% 50.273%
33  6.250 1517 1527 1550 rVB 450722 858921 0.36% 0.182%
34 6.481 1597 1599 1603 rBV 495 339 0.00% 0.000%
35 6.536 1608 1616 1626 rVB8 1993 3374 0.00% 0.001%

36 6.693 1650 1665 1684 rBV 317538 615018 ©0.26% ©0.130%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47975.D

Acqg On : 12 Apr 2022 22:52
Operator : SY/MD

Sample : N2345-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 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@32422WMA .M
Title : VOC Analysis
37 6.896 1724 1728 1732 rVB4 472 454 0.00% 0.000%
38 6.915 1732 1734 1738 rVB2 476 355 0.00% ©0.000%
39 6.935 1738 1740 1744 rBV3 550 472 0.00% 0.000%
40 7.044 1771 1774 1784 rBV2 613 982 0.00% 0.000%
41  7.182 1809 1817 1826 rBv2 4697 7911 0.00% 0.002%
42 7.230 1830 1832 1836 rVB2 533 305 0.00% 0.000%
43  7.250 1836 1838 1843 rBV2 271 238 0.00% ©0.000%
44  7.311 1854 1857 1860 rVV3 320 273 0.00% ©0.000%
45  7.340 1864 1866 1869 rvV 360 284 0.00% ©0.000%
46 7.475 1905 1908 1914 rBvV2 514 581 0.00% 0.000%
47  7.568 1923 1937 1956 rBV 159762 282171 ©0.12% 0.060%
48 7.687 1967 1974 1988 rBV6 2733 4509 0.00% 0.001%
49 7.793 2000 2007 2017 rVB6 2642 4462 0.00% 0.001%
50 7.899 2026 2040 2054 rBV 656676 1111559 0.47% 0.235%
51 7.970 2055 2062 2077 rVB 20631 35635 0.02% 0.008%
52 8.073 2091 2094 2097 rBV2 338 256 0.00% 0.000%
53 8.179 2115 2127 2146 rBV 113807 192501 0.08% 0.041%
54  8.439 2205 2208 2211 rBV4 332 276 0.00% ©0.000%
55  8.478 2211 2220 2229 rVB4 3781 6604 0.00% 0.001%
56 8.517 2229 2232 2234 rBV2 374 266 0.00% 0.000%
57 8.558 2237 2245 2248 rBV4 847 860 0.00% 0.000%
58 8.632 2254 2268 2296 rBV 451317 815421 0.34% 0.173%
59 8.944 2362 2365 2366 rBV 411 236 0.00% 0.000%
60 9.037 2391 2394 2398 rBV2 436 318 0.00% ©0.000%
61 9.082 2406 2408 2411 rVB 568 296 0.00% ©0.000%
62 9.272 2462 2467 2470 rBV3 295 275 0.00% 0.000%
63 9.468 2500 2528 2575 rBV4 91214035 199551448 84.05% 42.253%
64 10.172 2745 2747 2754 rVB4 545 472 0.00% 0.000%
65 10.291 2781 2784 2789 rBV3 555 487 ©0.00% 0.000%
66 10.378 2809 2811 2815 rVB4 390 232 0.00% ©0.000%
67 10.478 2840 2842 2845 rBV4 471 256 0.00% ©0.000%
68 10.552 2863 2865 2869 rVv2 416 319 0.00% 0.000%
69 10.594 2876 2878 2882 rVB3 424 275 0.00% 0.000%
70 10.677 2895 2904 2911 rVB5 2850 4471 0.00% 0.001%
71 10.758 2916 2929 2954 rBV 487805 782695 ©0.33% 0.166%
72 10.893 2963 2971 2980 rBV2 6296 10403 0.00% 0.002%
73 10.989 2992 3001 3012 rVVv2 8899 14096 0.01% 0.003%
74 11.098 3027 3035 3046 rVB2 5038 8126 ©0.00% 0.002%
75 11.253 3080 3083 3085 rVVv2 522 269 0.00% 0.000%
76 11.420 3132 3135 3138 rBV2 416 289 0.00% ©0.000%
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77 11.462 3139 3148 3149 rBV5 2546 3022 0.00% 0.001%
78 11.613 3192 3195 3198 rBV3 443 386 0.00% 0.000%
79 11.635 3198 3202 3205 rBV3 557 441 0.00% 0.000%

80 11.745 3214 3236 3247 rBV2 385455 657835 ©.28% 0.139%

81 11.838 3247 3265 3287 rVB 12992287 21173771 8.92% 4.483%

82 12.069 3329 3337 3349 rVB4 8356 12938 0.01% 0.003%
83 12.211 3361 3381 3403 rBV3 3635842 6633998 2.79% 1.405%
84 12.442 3450 3453 3454 rBV 366 230 0.00% 0.000%
85 12.510 3472 3474 3479 rVB3 482 354 0.00% ©0.000%
86 12.629 3508 3511 3514 rBV3 534 526 ©0.00% 0.000%
87 12.680 3524 3527 3528 rBV3 381 238 0.00% 0.000%
88 12.774 3548 3556 3567 rVB3 2012 3416 ©.00% 0.001%
89 12.944 3603 3609 3610 rBV3 2072 1582 0.00% 0.000%
90 13.185 3676 3684 3692 rVB4 9973 13874 0.01% 0.003%
91 13.278 3711 3713 3716 rBV2 318 259 0.00% ©0.000%
92 13.307 3716 3722 3723 rBV4 1325 1247 ©0.00% 0.000%
93 13.375 3738 3743 3749 rBV4 2056 2769 0.00% 0.001%
94 13.841 3878 3888 3902 rVB 68544 107349 0.05% ©0.023%
95 14.089 3960 3965 3976 rVB2 3588 5340 ©0.00% 0.001%
96 14.333 4034 4041 4048 rBV3 6589 9634 0.00% 0.002%
97 14.619 4127 4130 4132 rBV2 437 251 0.00% 0.000%
98 14.751 4169 4171 4173 rBV2 424 244 0.00% ©0.000%
99 15.008 4249 4251 4255 rBV3 578 505 0.00% 0.000%
100 15.548 4411 4419 4427 rVB8 4989 6908 0.00% 0.001%

Sum of corrected areas: 472275576
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41222\

: VUe47975.D

: 12 Apr 2022 22:52
: SY/MD

: N2345-07

: 5.0mL/MSVOA_U/WATER
: 36

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU047975.D\data.ms
5.803
8e+07
6e+07
4e+07
2e+07
0 1.600 1.916 25 BB 128.366352623. 3B ANA 1 L8675 6.250 68.886.69:
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
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 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU047975.D\data.ms
9.468
8e+07
6e+07
4e+07
2e+07
11.838
12.2
0 i NMMS&&'&W@@%(E&?Q SMZ 893@6829 272 10.102700 1 9 FHG7 155D 98998, 25214260 GEY 12.069"
— R e e e e e
Time--> 7.00 150 800 &50 900 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU047975.D\data.ms
8e+07
6e+07
4e+07
2e+07
ol 1224ATEBUIL O SIEPHBIS  13.84114.08914.333 14 @W975115.008 15548 —— —— ——
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\VU041222\
Data File : VU@47975.D

Acqg On : 12 Apr 2022 22:52
Operator : SY/MD

Sample : N2345-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.758 3.56 ug/L 61141 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 40
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 441 (2.758 min): VU047975.D\data.ms (-429) (-) m/z 45.00 100.00%

45.0
5000
240260280300
379, 59.0 40200280390
O rreprerrprerprrrpreeepreepee e e e e m/z 43.00 22.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #342: Isopropyl Alcohol
45.0
5000 B B e B
2.40 2.60 2.80 3.00
m/z 41.00 9.17%
19.0 27"0 ‘ 59.0
O\H‘H\\‘\H\l\H!‘HH‘\H!‘E\H‘HH%\ H\\‘\H\’\H}.‘HH‘HH’HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #346: Isopropyl Alcoho
45.0

2.40 2.60 2.80 3.00

5000 ITI/Z 39.00 8.30%
Frrrr e e H e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 /\ 1 A
Abundance #344: 1sopropyl Alcohol ﬁﬂ“ﬂu‘ﬂ“W“‘W“‘W‘
45.0 2.40 2.60 2.80 3.00

m/z 42.00 5.75%

5000
15.0 27.0

‘1 ‘\ 38@ 59.0 9.0

m/z--> 5 10 15 20 25 30 35 40 5 50 55 60 65 70 75 2.40 2.60 2.80 3.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47975.D

Acqg On : 12 Apr 2022 22:52
Operator : SY/MD

Sample : N2345-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 2.758 3.6 ug/L 61141 1 6.250 858921 50.0
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