LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35
Operator : MD/SY

Sample : P1081-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMULMO20724WMA .M
Title : VOC Analysis

Signal : TIC: VU@57846.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 88 95 106 rBV 127543 149603 0.05% 0.019%
2 1.891 180 187 205 rVB 98524 139414 0.05% 0.017%
3 2.4706 365 367 372 rVB3 510 437 ©.00% 0.000%
4 2.493 372 374 378 rBV2 278 201 0.00% ©0.000%
5 2.557 382 394 406 rBV 209068 342587 ©0.12% 0.043%
6 2.615 406 412 424 rVB 16413 27872 0.01% 0.003%
7 2.785 447 465 477 rBV2 7348 15451 0.01% 0.002%
8 2.895 496 499 504 rVB2 238 251 ©0.00% ©0.000%
9 2.949 504 516 529 rBv3 1006 2063 0.00% 0.000%
106 3.036 529 543 555 rBv4 7804 16338 0.01% 0.002%
11 3.129 561 572 576 rBvV2 24232 46138 0.02% 0.006%
12 3.174 577 586 623 rVB 109875 253126 0.09% 0.032%
13  3.351 631 641 653 rVB8 3871 8075 0.00% 0.001%
14 3.406 653 658 662 rVB2 243 253 0.00% ©0.000%
15 3.679 737 743 744 rBV3 1039 780 0.00% ©0.000%
16 3.859 797 799 804 rVv2 250 169 0.00% ©0.000%
17 3.885 804 807 811 rVB2 199 147 0.00% ©0.000%
18 4.033 848 853 857 rBV 126 130 0.00% 0.000%
19 4.087 867 870 874 rBV2 135 135 0.00% 0.000%
20 4.223 908 912 915 rBvV 217 195 0.00% 0.000%
21  4.261 920 924 927 rVW2 195 196 ©0.00% ©0.000%
22 4.309 935 939 945 rW2 163 182 0.00% 0.000%
23 4.522 984 1005 1021 rBvV3 99863 246241 0.08% 0.031%
24  4.621 1021 1036 1083 rVB4 70268 287574 ©0.10% 0.036%
25 5.055 1154 1171 1197 rVV3 189494 493810 0.17% 0.062%
26 5.187 1209 1212 1213 rBV2 259 155 0.00% 0.000%
27 5.267 1234 1237 1240 rVB3 314 181 ©0.00% ©0.000%
28 5.300 1243 1247 1249 rBvV2 418 392 0.00% 0.000%
29 5.325 1252 1255 1257 rVWv2 363 294 0.00% 0.000%
30 5.380 1257 1272 1291 rVB2 48150 108469 0.04% 0.014%
31 5.480 1298 1303 1304 rBV 315 208 0.00% ©0.000%
32 5.518 1304 1315 1324 rVVv3 3610 7416 0.00% 0.001%
33 5.628 1339 1349 1357 rBV5 1133 2236 0.00% 0.000%
34 5.769 1357 1393 1425 rBV2 26611203 55750845 19.01% 6.987%
35 6.242 1528 1540 1563 rVB 321520 610555 0.21% 0.977%
36 6.383 1578 1584 1596 rVB4 1462 2588 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35
Operator : MD/SY

Sample : P1081-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMULMO20724WMA .M
Title : VOC Analysis
37 6.538 1622 1632 1645 rvVvB3 8492 16425 0.01% 0.002%
38 6.631 1657 1661 1662 rBV 305 190 0.00% 0.000%
39 6.682 1663 1677 1694 rBV 221509 447875 0.15% 0.056%
40 6.952 1757 1761 1763 rBV2 353 205 0.00% ©0.000%
41  6.972 1763 1767 1772 rBV4 561 451 0.00% ©0.000%
42 7.097 1803 1806 1807 rBV 207 133 0.00% 0.000%
43 7.171 1826 1829 1832 rBV2 263 246 0.00% 0.000%
44  7.193 1832 1836 1839 rVB3 349 272 0.00% ©0.000%
45  7.406 1893 1902 1908 rBV4 1636 2327 ©0.00% 0.000%
46 7.464 1916 1920 1925 rVB2 306 285 0.00% 0.000%
47  7.505 1925 1933 1936 rBvV2 248 325 0.00% ©0.000%
48 7.560 1936 1950 1968 rBV 130553 235586 ©.08% 0.030%
49 7.727 2000 2002 2007 rVB2 321 157 0.00% 0.000%
50 7.798 2019 2024 2025 rBV 200 168 ©0.00% ©0.000%
51 7.894 2041 2054 2067 rBV 473590 824125 0.28% 0.103%
52 7.965 2068 2076 2092 rVB 79205 142565 0.05% 0.018%
53  8.177 2128 2142 2160 rBV 90523 160316 ©.05% 0.020%
54  8.338 2188 2192 2196 rBvV2 137 127 0.00% ©0.000%
55 8.373 2196 2203 2206 rBV 210 318 ©0.00% 0.000%
56 8.454 2224 2228 2229 rBV2 262 157 0.00% 0.000%
57 8.473 2231 2234 2242 rVB3 711 740 0.00% ©0.000%
58 8.550 2248 2258 2270 rVB4 16728 28650 0.01% 0.004%
59 8.637 2273 2285 2319 rBV 268850 539931 0.18% 0.068%
60 8.798 2333 2335 2337 rVB 338 139 0.00% ©0.000%
61 8.869 2354 2357 2360 rBV2 222 146 0.00% ©0.000%
62 8.955 2381 2384 2390 rBV2 328 284 0.00% 0.000%
63 9.042 2406 2411 2413 rBvV 164 156 0.00% 0.000%
64 9.081 2420 2423 2424 rBV2 318 181 ©0.00% ©0.000%
65 9.187 2453 2456 2459 rVB2 268 172 0.00% 0.000%
66 9.274 2480 2483 2486 rVB 185 126 0.00% ©.000%
67 9.296 2486 2490 2495 rBV2 307 317 ©0.00% 0.000%
68  9.322 2495 2498 2501 rBV2 205 151 ©0.00% ©0.000%
69 9.341 2501 2504 2508 rVB 194 128 0.00% 0.000%
70  9.489 2513 2550 2554 rBV6 82815329 293291082 100.00% 36.757%
71 10.753 2931 2943 2970 rBV2 338529 772571 0.26% 0.097%
72 10.984 3006 3015 3028 rVB 29142 47857 0.02% 0.006%
73 11.100 3043 3051 3063 rVB2 14407 24982 0.01% 0.003%
74 11.164 3068 3071 3073 rBV3 231 150 0.00% ©0.000%
75 11.203 3079 3083 3086 rBV4 652 569 0.00% 0.000%
76 11.280 3103 3107 3108 rBV2 425 344 0.00% ©0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35
Operator : MD/SY

Sample : P1081-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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\SFAMULMO20724WMA .M
Title : VOC Analysis

77 11.312 3114 3117 3122 rBV3 408 399 0.00% ©0.000%
78 11.399 3142 3144 3146 rVB2 301 136 ©0.00% 0.000%
79 11.418 3146 3150 3152 rBV3 748 554 0.00% 0.000%
80 11.473 3159 3167 3173 rBV5 1552 2552 0.00% 0.000%
81 11.553 3189 3192 3196 rBV 381 269 0.00% ©0.000%

82 11.750 3237 3253 3266 rBV 13055822 22472209 7.66% 2.816%
83 11.862 3266 3288 3322 rVB4 81478769 206641099 70.46% 25.897%
84 12.241 3380 3406 3448 rBv4 81027380 203627878 69.43% 25.520%

85 12.682 3538 3543 3553 rVB3 8063 11649 ©0.00% ©0.001%
86 12.901 3608 3611 3618 rVVe6 1698 2218 ©0.00% 0.000%
87 12.965 3621 3631 3648 rVB2 104755 171926 0.06% ©0.022%
88 13.090 3666 3670 3677 rVB6 1264 1625 ©0.00% ©0.000%
89 13.148 3680 3688 3689 rBV4 5265 5825 ©0.00% 0.001%
90 13.219 3705 3710 3719 rVB6 4343 6115 ©0.00% 0.001%
91 13.325 3733 3743 3758 rVB2 52548 83703 0.03% 0.010%
92 13.495 3790 3796 3801 rBV6 779 1125 ©0.00% 0.000%
93 13.569 3814 3819 3822 rBV3 1344 1587 ©.00% 0.000%
94 13.672 3849 3851 3854 rBV2 426 291 0.00% 0.000%
95 13.836 3887 3902 3927 rBV 5022153 7927154 2.70% 0.993%
96 14.087 3972 3980 3991 rVB 11754 19681 0.01% 0.002%
97 14.325 4041 4054 4083 rVB 1173173 1883097 0.64% 0.236%
98 14.489 4102 4105 4109 rBV3 463 469 ©0.00% 0.000%
99 15.415 4389 4393 4402 rVB5 1495 1449 0.00% 0.000%
100 15.675 4470 4474 4477 rBV4 704 740 0.00% 0.000%

Sum of corrected areas: 797919386
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\

: VU@57846.D

: 07 Feb 2024 17:35
: MD/SY

: P1o81-04

: 5.0mL/MSVOA_U/WATER
021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA .M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35
Operator : MD/SY

Sample : Ple81l-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA.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: Cyclic3.129 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.129 3.78 ug/L 46138 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 53
4 1-Pentene 70 C5H10 000109-67-1 53
5 1-Pentene 70 C5H10 000109-67-1 45
Abundance Scan 572 (3.129 min): VU057846.D\data.ms (-561) (-) m/z 41.90 100.00%
41.9
54.9
5000 70.0
R RRm T
‘ 88.9 2.80 3.00 3.20 3.40
0l et L m/z 54.906  54.18%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 T T T
550 2.80 3.00 3.20 3.40
: m/z 69.95 45.93%
270 70.0 /
15'0 \‘ | | ‘ | | ‘
O\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
AR AR
55.0 2.80 3.00 3.20 3.40
m/z 40.85 36.05%
5000 0.0 /
29.0
so |
L0 NI e s e e A mmmm
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl- e P ‘/‘\‘ o
42.0 2.80 3.00 3.20 3.40
m/z 38.85 27.26%
5000 55.0
27.0 70.0
15.0 ‘
0 \H‘\\‘H‘HH‘HHW R AR \ R e o s e E
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@20724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35

Operator : MD/SY

Sample : Ple81l-04

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO20724WMA .M
: 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 3 (DEL) Alkane: Cyclic4.522 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,522  20.17 ug/L 246241  1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86

4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 1005 (4.522 min): VU057846.D\data.ms (-984) (-) m/z 55.90 100.00%
55.9
5000 409 69.0 JL
R pamaE R
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
0Ll L Tz 4e.90  48.66%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B R R R
4.20 4.40 4.60 4.80
m/z 69.00  44.59%
28.0 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R R
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 25.78%
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘ww_m,‘mwwu‘_m,‘m_m_‘
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- AR R AR EE SRS
56.0 4.20 4.40 4.60 4.80
m/z 38.90  22.65%
5000 41.0
84.0
270
180 “ ‘ 68.0 ‘
0 ""H‘“‘m“m‘uwmwu‘Wu‘l“‘uu‘mwu T R
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57846.D

Acqg On : 07 Feb 2024 17:35
Operator : MD/SY

Sample : Plegi-o04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA .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: C... 3.129 3.8 ug/L 46138 1 6.242 610555 50.0
(DEL) Alkane: C... 4.522 20.2 ug/L 246241 1 6.242 610555 50.0
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