LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57908.D

Acqg On : 20 Feb 2024 17:31
Operator : MD/SY

Sample : P1496-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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@57908.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 53 59 70 rVB 9747 11145 0.29% 0.101%
2 1.595 87 95 108 rVB 127499 143474 3.76% 1.295%
3 1.679 115 121 128 rVB 7979 9483 0.25% 0.086%
4 1.756 138 145 148 rBV3 2468 3454 0.09% 0.031%
5 1.782 149 153 165 rVB 7039 9145 0.24% 0.083%
6 1.907 184 192 205 rVB 100708 128867 3.38% 1.163%
7 2.560 383 395 406 rBV 198965 326702 8.56%  2.949%
8 2.782 460 464 466 rBV2 773 670 0.02% 0.006%
9 2.833 478 480 483 rVB 330 143 0.00% 0.001%
10 2.894 496 499 500 rBV 238 141 0.00% 0.001%
11  2.988 525 528 532 rBV2 144 136 ©0.00% 0.001%
12 3.036 536 543 554 rVB4 1859 3533 0.09% 0.032%
13  3.132 563 573 574 rBV2 1409 1724 0.05% 0.016%
14 3.325 630 633 638 rVB2 276 271 0.01% 0.002%
15 3.357 638 643 647 rBv4 644 652 0.02% 0.006%
16 3.412 654 660 664 rBvV2 337 400 0.01% 0.004%
17 3.447 664 671 672 rBV 241 301 ©0.01% ©0.003%
18 3.476 677 680 682 rBV 207 161 ©0.00% 0.001%
19 3.647 729 733 736 rBV2 145 159 0.00% 0.001%
20 3.872 801 803 813 rVB2 152 174 0.00% 0.002%
21 3.981 831 837 839 rBV 169 168 ©0.00% 0.002%
22 4.036 850 854 858 rBvV 244 267 0.01% 0.002%
23 4.116 876 879 883 rBv2 220 191 0.01% 0.002%
24  4.190 898 902 903 rBV 171 141 0.00% 0.001%
25 4.335 944 947 952 rWw2 177 159 0.00% 0.001%
26 4.370 955 958 964 rBV2 154 161 ©0.00% ©0.001%
27 4.611 1021 1033 1069 rBV2 56502 167315 4.38% 1.510%
28 4.933 1131 1133 1137 rVB2 458 274 0.01% 0.002%
29 5.033 1148 1164 1215 rBV2 1565455 3815642 100.00% 34.442%
30 5.492 1305 1307 1310 rVB2 511 249 0.01% ©0.002%
31 5.508 1310 1312 1317 rBV3 355 235 0.01% 0.002%
32 5.557 1323 1327 1334 rBv4 565 588 0.02% 0.005%
33 5.624 1344 1348 1350 rBV2 436 279 0.01% ©0.003%
34 5.714 1356 1376 1404 rBV3 354479 970519 25.44%  8.761%
35 5.917 1437 1439 1442 rVB 434 236 0.01% 0.002%
36 6.113 1496 1500 1501 rBV3 308 241 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57908.D

Acqg On : 20 Feb 2024 17:31
Operator : MD/SY

Sample : P1496-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 6.145 1506 1510 1515 rvVvB3 165 164 0.00% 0.001%
38 6.242 1526 1540 1559 rBV 366090 703770 18.44%  6.353%
39 6.528 1621 1629 1649 rBV3 12135 36979 0.97% 0.334%
40 6.682 1664 1677 1696 rBV 219404 433774 11.37% 3.916%
41 6.865 1733 1734 1740 rVB3 442 240 0.01% 0.002%
42 6.894 1740 1743 1745 rBV 558 351 0.01% 0.003%
43 6.962 1760 1764 1768 rVB2 334 198 0.01% 0.002%
44  7.097 1802 1806 1808 rBvV2 329 203 0.01% ©0.002%
45  7.123 1811 1814 1818 rVB2 550 335 0.01% 0.003%
46 7.171 1824 1829 1830 rBV 160 154 0.00% 0.001%
47  7.193 1830 1836 1840 rBvV2 512 599 0.02% 0.005%
48 7.335 1877 1880 1883 rBV 174 127 0.00% 0.001%
49 7.467 1916 1921 1923 rBV 280 251 0.01% 0.002%
50 7.560 1937 1950 1974 rBV 122486 223238 5.85% 2.015%
51 7.708 1993 1996 2001 rvB2 522 458 0.01% 0.004%
52 7.891 2040 2053 2088 rBV 440613 778600 20.41% 7.028%
53 8.174 2129 2141 2160 rBV 81318 142394 3.73% 1.285%
54  8.338 2187 2192 2195 rBvV2 237 200 0.01% 0.002%
55  8.450 2224 2227 2229 rBvV2 192 134 0.00% 0.001%
56 8.627 2271 2282 2326 rBV2 190417 413404 10.83% 3.732%
57 8.901 2364 2367 2371 rVB2 239 162 0.00% 0.001%
58 8.923 2371 2374 2379 rVB2 257 187 ©0.00% 0.002%
59 9.032 2405 2408 2412 rVB2 207 152 0.00% 0.001%
60 9.229 2463 2469 2472 rBv2 208 202 0.01% 0.002%
61 9.306 2490 2493 2498 rVB2 315 299 0.01% ©0.003%
62 9.341 2498 2504 2509 rBV2 268 401 0.01% 0.004%
63 9.412 2512 2526 2551 rBV 505825 858224 22.49% 7.747%
64 9.692 2609 2613 2615 rBV2 337 243  0.01% 0.002%
65 9.788 2640 2643 2646 rBV 189 151 ©0.00% 0.001%
66 10.007 2708 2711 2718 rBV2 222 306 0.01% 0.003%
67 10.068 2724 2730 2731 rBV2 201 241 0.01% 0.002%
68 10.103 2739 2741 2749 rVB3 351 355 0.01% ©0.003%
69 10.148 2751 2755 2757 rBV3 240 202 0.01% 0.002%
70 10.193 2765 2769 2771 rBV2 191 168 0.00% 0.002%
71 10.341 2811 2815 2816 rBV 299 190 0.00% 0.002%
72 10.347 2816 2817 2820 rVV 404 199 0.01% 0.002%
73 10.367 2821 2823 2825 rVVv2 283 155 ©0.00% ©0.001%
74 10.569 2879 2886 2894 rVV5 1441 2193 0.06% 0.020%
75 10.598 2894 2895 2901 rVB2 417 264 0.01% 0.002%
76 10.624 2901 2903 2908 rVB2 210 165 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57908.D

Acqg On : 20 Feb 2024 17:31
Operator : MD/SY

Sample : P1496-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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 10.749 2929 2942 2962 rBV 255815 420343 11.02%  3.794%
78 10.852 2970 2974 2978 rBV2 203 185 ©0.00% 0.002%
79 10.881 2978 2983 2991 rVB2 405 652 0.02% 0.006%
80 10.958 3003 3007 3012 rBV2 309 372 0.01% 0.003%
81 11.267 3100 3103 3109 rBV 145 169 ©0.00% 0.002%
82 11.598 3202 3206 3209 rBV2 172 163 0.00% 0.001%
83 11.679 3225 3231 3235 rBV2 251 311 0.01% 0.003%
84 11.804 3255 3270 3295 rBV 495968 812692 21.30% 7.336%
85 12.032 3338 3341 3344 rBV2 157 138 ©0.00% 0.001%
86 12.068 3345 3352 3354 rBV3 4385 4869 ©0.13% 0.044%
87 12.187 3377 3389 3416 rBV 382370 638053 16.72% 5.759%
88 12.489 3478 3483 3486 rBV2 243 290 0.01% ©0.003%
89 12.595 3515 3516 3522 rVB2 165 136 0.00% 0.001%
90 12.624 3522 3525 3527 rBV2 186 157 ©0.00% 0.001%
91 12.916 3614 3616 3619 rVB2 382 215 0.01% 0.002%
92 13.061 3658 3661 3665 rBV 283 184 0.00% 0.002%
93 13.367 3753 3756 3759 rBV 173 151 ©0.00% 0.001%
94 14.084 3977 3979 3980 rBV 336 162 0.00% 0.001%
95 14.441 4088 4090 4093 rVB 283 145 0.00% 0.001%
96 14.463 4093 4097 4100 rBV2 312 299 0.01% 0.003%
97 14.531 4114 4118 4121 rBV3 322 335 0.01% ©0.003%
98 14.601 4137 4140 4141 rBV 278 144 0.00% ©0.001%
99 14.723 4175 4178 4180 rBV3 264 145 0.00% 0.001%
100 15.151 4307 4311 4318 rVB3 567 600 0.02% ©0.005%
Sum of corrected areas: 11078342
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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\

: VU@57908.D

: 20 Feb 2024 17:31

: MD/SY

: P1496-09

: 5.0mL/MSVOA_U/WATER

: 22 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
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TIC: VU057908.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU022024\
Data File : VU@57908.D

Acqg On : 20 Feb 2024 17:31
Operator : MD/SY

Sample : P1496-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  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-Pentanol, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.528 2.63 ug/L 36979 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 59
2 1-Butanol 74 C4H1e0 000071-36-3 59
3 1-Butanol 74 C4H1e0 000071-36-3 45
4 1-Butanol 74 C4H1e0 000071-36-3 45
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 45
Abundance Scan 1629 (6.528 min): VU057908.D\data.ms (-1621) (-) m/z 56.00 100.00%
56.0
40.9
5000
AL SRay
| ‘\ 720 958 114.0 1328 6.20 6.40 6.60 6.80
O L R L e RRR R AR m/z 40.90 67.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5020: 1-Pentanol, 4-methyl-
56.0
41.0
5000 M ey
.20 6.40 6.60 6.80
27. m/z 43.00 55.80%
OH‘HH‘HH‘HHiHH‘H \‘H\\i\\\\‘HH‘HH‘H\\‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
56.0
S BB K
31.0 6.20 6.40 6.60 6.80
5000 m/z 41.90 31.49%
0 15.0 73.0
T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #959: 1-Butanol e e
31.0 6.20 6.40 6.60 6.80
56.0 m/z 38.90  22.77%
5000
ool 739
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@57908.D

Acqg On : 20 Feb 2024 17:31
Operator : MD/SY

Sample : P1496-09

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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-Pentanol, 4-m... 6.528 2.6 ug/L 36979 1 6.242 703770 50.0
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