LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1081-05

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\SFAMULMO20724WMA .M
Title : VOC Analysis

Signal : TIC: VU@57847.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 87 95 111 rVB 131330 165087 ©.05% 0.017%
2 1.879 176 183 200 rVB 98132 144641 0.05% 0.015%
3 2.554 381 393 406 rBV 214432 352322 0.11% 0.037%
4 2.618 408 413 423 rVB 8266 13614 ©0.00% 0.001%
5 2.779 456 463 476 rVB2 4305 7086 0.00% 0.001%
6 2.904 498 502 508 rVB4 250 238 0.00% ©0.000%
7 2.959 516 519 521 rVB2 410 213 0.00% ©0.000%
8 3.033 532 542 558 rBV3 7952 17501 0.01% 0.002%
9 3.123 558 570 578 rBv2 21906 42690 0.01% 0.004%
10 3.348 630 640 651 rVB8 2735 5543 0.00% 0.001%
11  3.419 659 662 669 rVB3 339 367 ©0.00% 0.000%
12 3.538 694 699 703 rBV2 291 264 0.00% 0.000%
13 3.689 739 746 758 rVB7 1607 2996 0.00% 0.000%
14 3.779 770 774 780 rBV3 341 341 0.00% ©0.000%
15 3.833 785 791 795 rVB3 215 242 0.00% ©0.000%
16 3.869 795 802 805 rBV3 312 320 0.00% ©0.000%
17 3.965 827 832 834 rBV3 226 152 0.00% ©0.000%
18 4.014 843 847 851 rVB2 278 226 0.00% ©0.000%
19 4.046 851 857 861 rBV3 330 456 0.00% 0.000%
20 4.165 892 894 898 rBvV2 244 164 0.00% 0.000%
21  4.213 907 909 914 rBV3 197 169 ©0.00% 0.000%
22 4.409 965 970 974 rBV2 393 271 0.00% 0.000%
23 4.518 983 1004 1021 rBv2 70544 172137 0.05% 0.018%
24  4.624 1025 1037 1079 rBv4 58109 221011 0.07% 0.023%
25 4.827 1098 1100 1105 rVB3 551 371 0.00% ©0.000%
26 4.988 1147 1150 1154 rBV2 238 210 0.00% 0.000%
27 5.065 1154 1174 1198 rBV5 244909 776088 0.24% 0.081%
28 5.190 1209 1213 1217 rBVS 599 619 ©0.00% 0.000%
29 5.251 1226 1232 1234 rBvV3 459 440 0.00% 0.000%
30 5.264 1234 1236 1240 rVB2 296 181 0.00% 0.000%
31 5.313 1248 1251 1252 rBV 513 220 0.00% ©0.000%
32 5.325 1252 1255 1256 rVv2 471 291 0.00% 0.000%
33 5.380 1257 1272 1287 rVB3 37201 84398 0.03% 0.009%
34 5.515 1300 1314 1330 rBV2 30018 66635 0.02% 0.007%
35 5.634 1339 1351 1352 rBV5 1054 1679 ©0.00% 0.000%

36 5.776 1357 1395 1430 rBV2 44962571 104210896 32.60% 10.934%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1081-05

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\SFAMULMO20724WMA .M
Title : VOC Analysis
37 6.242 1528 1540 1563 rVB 336420 645980 0.20% 0.068%
38  6.541 1622 1633 1644 rBV5 7156 13415 0.00% 0.001%
39 6.592 1647 1649 1654 rBV3 422 293 0.00% 0.000%
40 6.682 1664 1677 1693 rBV 226686 458631 0.14% 0.048%
41  6.923 1749 1752 1756 rBV3 305 245 0.00% ©0.000%
42 6.972 1759 1767 1779 rVB7 1655 2787 0.00% 0.000%
43 7.062 1791 1795 1798 rVB 279 193 0.00% 0.000%
44  7.100 1798 1807 1813 rBV3 767 1397 0.00% 0.000%
45  7.145 1817 1821 1825 rVB3 274 294 0.00% ©0.000%
46  7.174 1825 1830 1831 rBV2 593 465 0.00% 0.000%
47  7.303 1867 1870 1874 rBV2 361 290 0.00% ©0.000%
48 7.357 1883 1887 1890 rBvV2 256 224 0.00% ©0.000%
49 7.438 1909 1912 1916 rVB2 270 186 0.00% 0.000%
50 7.496 1926 1930 1936 rVB4 460 302 0.00% ©0.000%
51 7.560 1936 1950 1968 rBV 136418 247283 ©0.08% 0.026%
52 7.624 1968 1970 1973 rBV2 415 268 0.00% 0.000%
53 7.740 2003 2006 2012 rvVB2 544 468 0.00% 0.000%
54 7.811 2019 2028 2034 rBV4 1172 1724 0.00% 0.000%
55 7.840 2034 2037 2041 rBvV2 243 185 ©0.00% ©0.000%
56 7.891 2041 2053 2068 rBV 468683 825610 0.26% ©0.087%
57 7.968 2069 2077 2094 rVB2 25139 48523 0.02% 0.005%
58 8.177 2130 2142 2163 rBV 94090 169701 ©0.05% 0.018%
59 8.415 2213 2216 2218 rBV3 345 207 0.00% 0.000%
60 8.470 2224 2233 2243 rVB3 1996 3460 0.00% 0.000%
61 8.550 2248 2258 2273 rBv4 13508 24058 0.01% 0.003%
62 8.637 2273 2285 2315 rBV 286571 568838 0.18% 0.060%
63 8.862 2351 2355 2358 rVB3 415 286 0.00% ©0.000%
64 8.910 2365 2370 2372 rBV2 203 147 0.00% ©0.000%
65 8.978 2387 2391 2396 rBV3 275 245 0.00% ©0.000%
66 9.087 2423 2425 2430 rVB3 316 213 0.00% ©0.000%
67 9.119 2431 2435 2439 rVB3 250 203 0.00% ©0.000%
68  9.155 2444 2446 2451 rVB2 311 186 ©0.00% ©0.000%
69 9.216 2461 2465 2469 rVB4 364 335 0.00% 0.000%
70 9.290 2485 2488 2493 rVB 270 187 0.00% 0.000%
71  9.338 2499 2503 2505 rBV 357 245 0.00% ©0.000%
72 9.376 2509 2513 2515 rBV 382 284 0.00% 0.000%
73  9.489 2515 2550 2606 rBV6 83837896 319637283 100.00% 33.535%
74 10.753 2931 2943 2971 rBV2 352010 829289 0.26% 0.087%
75 10.894 2980 2987 2995 rVB5 2844 3797 ©0.00% 0.000%

76 10.988 3005 3016 3030 rBv2 43181 74267 ©.02% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20724\
Data File : VU@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1081-05

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\SFAMULMO20724WMA .M
Title : VOC Analysis

77 11.052 3031 3036 3040 rVV5 1475 1742 0.00% 0.000%
78 11.100 3043 3051 3071 rVB2 22294 39801 0.01% 0.004%
79 11.354 3127 3130 3131 rBV 471 222 0.00% 0.000%
80 11.367 3132 3134 3138 rVB2 714 448 0.00% 0.000%
81 11.418 3145 3150 3151 rBV2 635 468 0.00% 0.000%
82 11.476 3160 3168 3172 rBV4 1363 2161 0.00% 0.000%
83 11.589 3199 3203 3207 rVB3 377 319 0.00% ©0.000%
84 11.611 3207 3210 3214 rVB4 512 352 0.00% ©0.000%
85 11.637 3215 3218 3220 rBV 546 328 0.00% 0.000%

86 11.750 3236 3253 3267 rBV 25396408 44030527 13.78% 4.620%
87 11.865 3267 3289 3333 rVB4 84724864 221682124 69.35% 23.258%
88 12.245 3380 3407 3443 rBV4 83802409 219564365 68.69% 23.036%
89 12.685 3539 3544 3553 rVB3 9378 13416 ©0.00% ©0.001%
90 12.965 3621 3631 3648 rVB 200770 319738 0.10% 0.034%

91 13.148 3677 3688 3699 rBV3 26033 57950 ©.02% ©0.006%
92 13.209 3700 3707 3725 rVB4 23300 45359 0.01% ©0.005%
93 13.325 3732 3743 3759 rVB 115233 185954 0.06% ©0.020%
94 13.573 3812 3820 3832 rVB3 4870 8069 0.00% 0.001%

95 13.840 3887 3903 3927 rBV 18029092 28527140 8.92% 2.993%

96 14.087 3971 3980 3990 rVB 10710 17868 ©.01% 0.002%
97 14.325 4039 4054 4077 rBV 5467958 8685172 2.72% ©0.911%
98 14.733 4176 4181 4188 rBV5 2729 3809 0.00% 0.000%
99 15.415 4383 4393 4402 rVB3 22726 36354 0.01% 0.004%
100 15.997 4564 4574 4594 rVB2 35443 57864 ©.02% ©0.006%

Sum of corrected areas: 953133623
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1e81-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  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

Abundance TIC: VU057847.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VUe57847.D

: 07 Feb 2024 18:0
: MD/SY

: P1081-05

: 5.0mL/MSVOA_U/WAT
: 22 Sample Multi

: VOC Analysis

: C:\Database\N

Library Search Compound Report

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

0

ER
plier: 1

IST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@20724WMA .M

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 3
R.T. EstConc Area Relative to ISTD R.T.
3.123 3.30 ug/L 42690 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H1e 000109-67-1 86
2 1-Pentene 70 C5H10 000109-67-1 86
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 86
4 Cyclopentane 70 C5H10 000287-92-3 78
5 Cyclopentane 70 C5H10 000287-92-3 56
Abundance Scan 570 (3.123 min): VU057847.D\data.ms (-558) (-) m/z 41.90 100.00%
41.9
54.9
5000 70.0
AN SRR Ena s
‘ 2.80 3.00 3.20 3.40
Oberprrrrrre e et ot prrre b et M/z 54,98 50.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene
42.0
55.0
5000 R R R R
27.0 70.0 2.80 3.00 3.20 3.40
m/z 70.00 38.35%
015.034-0.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene
42.0
A maaaa RS
55.0 2.80 3.00 3.20 3.40
m/z 40.90 35.48%
5000 0.0 /
29.0
0 15.0 H “‘ 620 |
T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl- L R B N SO M-
42.0 2.80 3.00 3.20 3.40
m/z 38.90 26.45%
5000
55.0
27.0 ‘ ‘ 70.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020724\
Data File : VU@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1e81-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22  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
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Peak Number 2 (DEL) Alkane: Cyclic4.518 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,518 13.32 ug/L 172137 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
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 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 1004 (4.518 min): VU057847.D\data.ms (-983) (-) m/z 56.00 100.00%
56.0
5000 40.9 68.9 /X
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Abundance #1681: Cyclopentane, methyl-
56.0
e EARERREES SR
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5000 m/z 54.90 26.09%
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84.0
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m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- AR RE R RS
56.0 4.20 4.40 4.60 4.80
m/z 38.90  22.15%
5000 41.0
84.0
270
180 M ‘ 68.0 ‘
0 ""H‘“‘m“m‘uwmwu SRR RRARECER NS R R e
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@57847.D

Acqg On : 07 Feb 2024 18:00
Operator : MD/SY

Sample : P1e81-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 22 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: S... 3.123 3.3 ug/L 42690 1 6.242 645980 50.0
(DEL) Alkane: C... 4.518 13.3 ug/L 172137 1 6.242 645980 50.0
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