LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48586.D

Acqg On : 16 May 2022 17:36
Operator : SY/MD

Sample : N2821-21

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULMO51622WMA .M
Title : VOC Analysis

Signal : TIC: VU@48586.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 71 80 98 rVB 96353 118906 12.77%  1.552%
2 1.912 176 178 194 rVB 70343 92820 9.97% 1.212%
3 2.257 283 285 286 rBV 461 181 0.02% 0.002%
4 2.568 365 382 394 rBV 193183 316570 33.99% 4.133%
5 2.752 431 439 449 rBV 4891 8264 ©0.89% 0.108%
6 2.832 461 464 467 rVB 242 184 0.02% 0.002%
7 2.900 482 485 488 rVv2 437 3106 0.03% 0.004%
8 2.961 496 504 511 rVB2 546 825 0.09% 0.011%
9 3.038 526 528 533 rVB2 347 246 0.03% 0.003%
106 3.138 556 559 560 rvw 305 211 0.02% ©0.003%
11 3.179 560 572 593 rVB3 13103 31077 3.34% 0.406%
12 3.324 613 617 621 rVB 321 291 0.03% 0.004%
13 3.366 626 630 635 rBB2 353 378 0.04% 0.005%
14 3.401 639 641 645 rVB2 270 172 0.02% 0.002%
15 3.437 649 652 655 rVW 240 160 0.02% 0.002%
16 3.588 696 699 701 rBV2 389 299 0.03% 0.004%
17 3.758 746 752 755 rBB 274 259 0.03% 0.003%
18 3.793 756 763 764 rBV 179 226 0.02% 0.003%
19 3.957 812 814 818 rBB 265 161 0.02% 0.002%
20 3.986 821 823 828 rBB 264 183 0.02% 0.002%
21 4.051 839 843 845 rBV 297 229 0.02% 0.003%
22 4.089 852 855 858 rBvV 185 163 0.02% 0.002%
23  4.134 865 869 874 rBB 216 260 0.03% 0.003%
24  4.205 887 891 895 rBB2 313 244 0.03% ©0.003%
25 4.359 936 939 941 rBV 267 161 ©0.02% 0.002%
26 4.449 951 967 977 rBv6 4005 10735 1.15% 0.140%
27 4.549 994 998 1000 rBV 257 174 0.02% 0.002%
28 4.620 1006 1020 1048 rBV2 99380 244609 26.26%  3.194%
29 5.063 1139 1158 1183 rBV 182712 400178 42.96% 5.225%
30 5.208 1198 1203 1208 rBvV2 325 353 0.04% 0.005%
31 5.234 1208 1211 1215 rVvB2 364 334 0.04% 0.004%
32 5.295 1226 1230 1232 rBV 496 477 0.05% 0.006%
33 5.337 1241 1243 1247 rVB 267 157 0.02% 0.002%
34 5.382 1254 1257 1260 rBV 568 376 0.04% 0.005%
35 5.469 1279 1284 1286 rBV 161 194 0.02% 0.003%
36 5.485 1287 1289 1293 rVB 313 215 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48586.D

Acqg On : 16 May 2022 17:36
Operator : SY/MD

Sample : N2821-21

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULMO51622WMA .M
Title : VOC Analysis
37 5.559 1308 1312 1313 rBV 190 156 0.02% 0.002%
38 5.626 1330 1333 1334 rBV 250 160 0.02% 0.002%
39 5.726 1342 1364 1388 rBV2 337673 931417 100.00% 12.160%
40 5.944 1429 1432 1436 rVB2 306 229 0.02% 0.003%
41 6.041 1459 1462 1463 rBV 409 238 0.03% 0.003%
42 6.073 1467 1472 1474 rBV 301 223 0.02% 0.003%
43  6.186 1504 1507 1510 rBV2 290 282 0.03% 0.004%
44  6.250 1513 1527 1547 rBV 296417 554774 59.56%  7.243%
45  6.465 1588 1594 1599 rBV3 238 302 0.03% 0.004%
46 6.533 1606 1615 1625 rBB7 2345 5050 ©.54% 0.066%
47 6.690 1650 1664 1684 rBV 210270 411910 44.22% 5.378%
48 6.887 1722 1725 1728 rBV 513 317 0.03% 0.004%
49 6.957 1744 1747 1756 rBB2 298 363 0.04% 0.005%
50 7.038 1767 1772 1774 rBV 290 289 0.03% 0.004%
51 7.128 1789 1800 1804 rBV6 1961 3283 0.35% 0.043%
52 7.565 1925 1936 1958 rVvV 127025 225551 24.22% 2.945%
53 7.687 1969 1974 1976 rBV2 1064 931 0.10% 0.012%
54 7.732 1986 1988 1992 rVB2 319 216 ©0.02% ©0.003%
55 7.803 2002 2010 2014 rBvV2 520 637 0.07% 0.008%
56 7.899 2026 2040 2055 rBV 444161 758932 81.48% 9.908%
57 8.096 2099 2101 2104 rVB 369 202 0.02% 0.003%
58 8.179 2115 2127 2143 rBV 92540 163290 17.53% 2.132%
59 8.472 2206 2218 2229 rBV2 9841 18428 1.98% 0.241%
60 8.632 2255 2268 2303 rBV = 290829 539762 57.95% 7.047%
61 8.829 2326 2329 2333 rVB 292 188 0.02% 0.002%
62 9.102 2410 2414 2416 rBV 202 190 0.02% 0.002%
63 9.163 2432 2433 2436 rVB2 475 204 0.02% ©0.003%
64  9.182 2436 2439 2442 rBV 245 204 0.02% ©0.003%
65  9.205 2443 2446 2449 rVVv2 220 154 0.02% 0.002%
66 9.372 2494 2498 2499 rBvV 232 175 0.02% 0.002%
67 9.417 2500 2512 2532 rBV 428582 707745 75.99%  9.240%
68 9.655 2583 2586 2589 rVB2 261 155 0.02% 0.002%
69 9.694 2592 2598 2602 rBV4 953 1129 0.12% 0.015%
70 10.031 2700 2703 2707 rVB 322 188 0.02% 0.002%
71 10.092 2717 2722 2724 rBV2 542 518 0.06% 0.007%
72 10.105 2724 2726 2728 rBV2 327 196 0.02% 0.003%
73 10.202 2753 2756 2759 rVB2 310 227 0.02% 0.003%
74 10.266 2772 2776 2778 rBV 327 304 0.03% 0.004%
75 10.324 2790 2794 2795 rBV 334 166 0.02% 0.002%
76 10.349 2796 2802 2808 rVV3 1668 1605 0.17% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48586.D

Acqg On : 16 May 2022 17:36
Operator : SY/MD

Sample : N2821-21

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULMO51622WMA .M
Title : VOC Analysis
77 10.391 2812 2815 2822 rVB 257 188 ©0.02% 0.002%
78 10.671 2896 2902 2904 rBV3 1067 1006 0.11% 0.013%
79 10.758 2916 2929 2949 rBV 321227 517413 55.55% 6.755%
80 10.893 2963 2971 2986 rVB3 11002 18490 1.99% 0.241%
81 11.021 3008 3011 3015 rVB 207 148 0.02% 0.002%
82 11.092 3029 3033 3039 rBV2 435 426 0.05% 0.006%
83 11.327 3102 3106 3109 rBV2 373 268 0.03% 0.003%
84 11.462 3143 3148 3150 rBV3 1324 1223 0.13% 0.016%
85 11.619 3188 3197 3199 rBV 403 541 0.06% 0.007%
86 11.693 3216 3220 3224 rBV3 723 558 0.06% 0.007%
87 11.751 3231 3238 3243 rBV3 1412 1574 0.17% 0.021%
88 11.812 3245 3257 3273 rBV 475948 767350 82.39% 10.018%
89 11.973 3304 3307 3313 rVB2 958 837 0.09% 0.011%
990 12.076 3334 3339 3342 rBV 269 280 0.03% 0.004%
91 12.195 3362 3376 3397 rBV = 471932 779990 83.74% 10.183%
92 12.587 3495 3498 3501 rBV 361 216 0.02% 0.003%
93 12.742 3543 3546 3550 rBV3 447 354 0.04% 0.005%
94 13.086 3650 3653 3656 rBV2 390 195 0.02% 0.003%
95 13.224 3690 3696 3698 rBV2 1142 1088 ©0.12% 0.014%
96 13.526 3786 3790 3793 rBV2 381 302 0.03% 0.004%
97 13.848 3882 3890 3899 rBV4 2235 3297 0.35% 0.043%
98 13.960 3922 3925 3928 rBV2 351 316 ©0.03% 0.004%
99 14.092 3962 3966 3974 rBV3 2118 2235 0.24% 0.029%
100 14.224 4004 4007 4008 rBV 478 305 0.03% 0.004%
Sum of corrected areas: 7659472
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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\VU@51622\

: VUe48586.D

: 16 May 2022 17:36
: SY/MD

: N2821-21

: 5.0mL/MSVOA_U/WATER
14

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48586.D

Acqg On : 16 May 2022 17:36
Operator : SY/MD

Sample : N2821-21

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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.
3.179 2.80 ug/L 31077 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol 88 C5H120 000584-02-1 40
2 3-Pentanol 88 C5H120 000584-02-1 38
3 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 38
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 38
5 3-Pentanol 88 C5H120 000584-02-1 38
Abundance Scan 572 (3.179 min): VU048586.D\data.ms (-560) (-) m/z 59.00 100.00%
59.0
89.0
5000
e AaRammmEaEE
4‘2"9 2.80 3.00 3.20 3.40 3.60
e 8 | NS P [P m/z 89.00  69.56%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2358: 3-Pentanol
59.0
5000 31.0 B R R A
41.0 2.80 3.00 3.20 3.40 3.60
m/z 42.90 15.00%
\\‘\\\\‘\\\‘\“\\\\“f“\\\‘\\‘\ui\\\\‘T\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2357: 3-Pentano
59.0 1
N W RS
2.80 3.00 3.20 3.40 3.60
5000 m/z 40.90 14.68%
31.0
41.0
Ll ‘ “\ ‘ L, 70.0 87.0
B A mm AT
miz--> 10 20 30 40 50 60 70 80 90 m
Abundance #992: 2-Propanol, 2-methyl- “HN““H““W““‘
59.0 2.80 3.00 3.20 3.40 3.60
m/z 57.00 9.27%
5000
810 410
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40 3.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51622\
Data File : VU@48586.D

Acqg On : 16 May 2022 17:36
Operator : SY/MD

Sample : N2821-21

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO51622WMA.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 3.179 2.8 ug/L 31077 1 6.250 554774 50.0
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