LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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_ V\Method\SFAMVLMO62922WMA .M
Title : VOC Analysis

Signal : TIC: VVO26607.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.320 81 87 101 rBV 186960 198022 13.57% 1.795%
2 1.584 162 169 182 rVB 174484 199525 13.68% 1.808%
3 2.121 327 336 357 rVB 368032 524930 35.98% 4.758%
4 2.773 529 539 556 rVvB2 27534 54968 3.77% 0.498%
5 2.934 586 589 594 rBV 265 254 0.02% 0.002%
6 3.053 613 626 648 rBVv2 69837 144161 9.88% 1.307%
7 3.214 673 676 679 rBv2 166 119 0.01% 0.001%
8 3.230 679 681 682 rBV 199 106 ©0.01% 0.001%
9 3.304 702 704 709 rVB2 246 125 0.01% 0.001%
10 3.442 742 747 749 rBvV2 254 250 0.02% 0.002%
11 3.552 779 781 786 rBV3 150 103 0.01% 0.001%
12 3.590 791 793 796 rBB2 178 112 0.01% 0.001%
13  3.693 821 825 828 rBV2 233 195 0.01% 0.002%
14 3.719 829 833 834 rVWv2 285 152 0.01% 0.001%
15 3.777 834 851 872 rVW3 56203 142892 9.79%  1.295%
16 3.918 884 895 920 rBvV2 62777 225710 15.47% 2.046%
17 4.362 1018 1033 1063 rBV 245123 601115 41.20% 5.448%
18 4.683 1131 1133 1136 rBV3 455 287 0.02% 0.003%
19 4.699 1136 1138 1141 rVB2 253 111 0.01% 0.001%
20 4.793 1161 1167 1170 rBV3 336 336 0.02% 0.003%
21  4.995 1226 1230 1232 rBV 257 165 ©0.01% 0.001%
22 5.056 1232 1249 1287 rBv2 572034 1458982 100.00% 13.223%
23 5.259 1310 1312 1315 rBV 480 200 0.01% 0.002%
24 5.416 1358 1361 1363 rBV3 732 479 0.03% 0.004%
25 5.487 1380 1383 1385 rBV2 239 121 0.01% 0.001%
26 5.503 1385 1388 1391 rBV2 385 302 0.02% 0.003%
27 5.625 1412 1426 1456 rBV 420087 853170 58.48% 7.733%
28 5.915 1508 1516 1532 rBV9 3001 7283 0.50% 0.066%
29 6.018 1545 1548 1551 rVB 318 190 0.01% 0.002%
30 6.076 1551 1566 1597 rBV 325944 669205 45.87% 6.065%
31 6.288 1630 1632 1636 rBvV3 376 272  0.02% 0.002%
32 6.323 1640 1643 1645 rBV2 205 107 0.01% 0.001%
33  6.333 1645 1646 1648 rBvV2 329 120 0.01% 0.001%
34 6.378 1658 1660 1664 rVB 426 222 0.02% 0.002%
35 6.400 1664 1667 1671 rBV 365 197 0.01% 0.002%
36 6.500 1694 1698 1701 rBV2 293 246 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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_ V\Method\SFAMVLMO62922WMA .M
Title : VOC Analysis
37 6.532 1706 1708 1711 rvv2 294 161 ©0.01% 0.001%
38 6.600 1727 1729 1733 rBvV2 235 112 0.01% 0.001%
39 6.635 1737 1740 1741 rBV3 719 463 0.03% 0.004%
40 6.728 1765 1769 1772 rVB3 401 282 0.02% 0.003%
41  6.744 1772 1774 1775 rBV3 351 125 0.01% 0.001%
42 6.789 1784 1788 1789 rBV 343 198 0.01% 0.002%
43 6.799 1789 1791 1794 rW 291 203 0.01% 0.002%
44  6.918 1824 1828 1829 rVB2 220 139 0.01% 0.001%
45 6.931 1829 1832 1834 rBV 206 109 0.01% 0.001%
46 6.989 1840 1850 1878 rBV 142514 264066 18.10%  2.393%
47  7.166 1903 1905 1908 rBV2 376 253 0.02% 0.002%
48 7.182 1908 1910 1911 rBV 461 150 0.01% 0.001%
49 7.240 1926 1928 1932 rBV2 279 170 0.01% 0.002%
50 7.278 1936 1940 1941 rBV2 357 269 0.02% 0.002%
51 7.320 1941 1953 1972 rBV 625943 1076509 73.78% 9.757%
52 7.580 2030 2034 2038 rBV3 434 445 0.03% 0.004%
53 7.625 2038 2048 2068 rBV 97260 171965 11.79%  1.559%
54 7.793 2097 2100 2103 rBvV2 343 290 0.02% 0.003%
55 7.834 2108 2113 2114 rBV2 561 376 0.03% 0.003%
56 7.873 2122 2125 2126 rBV2 197 120 0.01% 0.001%
57 8.024 2170 2172 2173 rBV2 229 112 0.01% 0.001%
58 8.095 2183 2194 2226 rBV2 288260 607045 41.61% 5.502%
59 8.400 2287 2289 2292 rBV2 433 322 0.02% 0.003%
60  8.484 2313 2315 2316 rBV2 259 118 0.01% 0.001%
61 8.616 2352 2356 2361 rVVv2 297 356 0.02% 0.003%
62 8.641 2361 2364 2369 rVB3 216 177 0.01% 0.002%
63 8.754 2394 2399 2401 rVB3 378 231 0.02% 0.002%
64 8.770 2401 2404 2406 rBV2 380 166 ©0.01% 0.002%
65 8.854 2418 2430 2461 rBV 649771 1082947 74.23%  9.815%
66 9.092 2502 2504 2506 rBV 362 218 0.01% 0.002%
67 9.137 2514 2518 2519 rBV2 619 382 0.03% 0.003%
68 9.217 2541 2543 2546 rVB2 322 184 0.01% 0.002%
69 9.313 2569 2573 2575 rBV 245 128 0.01% 0.001%
70  9.400 2597 2600 2603 rBV2 328 230 0.02% 0.002%
71  9.436 2608 2611 2617 rBV 195 165 ©0.01% 0.001%
72 9.481 2622 2625 2628 rBV2 214 145 0.01% 0.001%
73 9.590 2655 2659 2666 rVB3 346 324 0.02% ©0.003%
74 9.635 2670 2673 2676 rVV 297 189 0.01% 0.002%
75 9.699 2690 2693 2695 rBV2 164 118 ©0.01% 0.001%
76 9.915 2755 2760 2764 rBV3 294 291 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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_ V\Method\SFAMVLMO62922WMA .M
Title : VOC Analysis
77 9.934 2764 2766 2768 rBV 360 191 0.01% 0.002%
78 10.127 2818 2826 2835 rVV4 1394 2112 0.14% 0.019%
79 10.214 2842 2853 2877 rBV 477170 750517 51.44% 6.802%
80 10.333 2888 2890 2893 rVB2 511 251 0.02% 0.002%
81 10.362 2896 2899 2902 rBV2 516 447 0.03% 0.004%
82 10.445 2922 2925 2927 rBV 335 169 0.01% 0.002%
83 10.477 2931 2935 2936 rBV2 307 199 0.01% 0.002%
84 10.603 2971 2974 2975 rBV2 262 113 0.01% 0.001%
85 10.628 2980 2982 2986 rVB2 372 180 0.01% 0.002%
86 10.911 3066 3070 3071 rBV3 1035 666 0.05% 0.006%
87 11.021 3102 3104 3107 rBV2 279 153 0.01% 0.001%
88 11.040 3107 3110 3112 rBV 306 184 0.01% 0.002%
89 11.082 3120 3123 3127 rBV2 267 185 0.01% 0.002%
990 11.120 3132 3135 3139 rBV2 329 245 0.02% 0.002%
91 11.249 3163 3175 3199 rBV 604486 960493 65.83% 8.705%
92 11.622 3279 3291 3314 rBV 622286 1005690 68.93% 9.115%
93 12.699 3624 3626 3628 rBV2 330 171  0.01% 0.002%
94 12.876 3679 3681 3684 rVB2 522 286 0.02% 0.003%
95 12.898 3684 3688 3690 rBV 496 401 0.03% 0.004%
96 13.210 3783 3785 3789 rBV2 372 305 0.02% 0.003%
97 13.265 3794 3802 3812 rVV5 7559 11564 ©0.79% 0.105%
98 13.747 3944 3952 3960 rBV5 2357 3304 0.23% 0.030%
99 13.882 3990 3994 3995 rBV 390 297 0.02% 0.003%
100 14.210 4093 4096 4100 rBV2 370 278 0.02% 0.003%
Sum of corrected areas: 11033388
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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_V\Data\VVve63022\

: VV026607.D

: 30 Jun 2022 15:08

: SY/MD

: N3534-04

: 5.0mL/MSVOA_V/WATER

: 12 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62922WMA .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_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62922WMA .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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.773 3.22 ug/L 54968 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 58
Abundance Scan 539 (2.773 min): VV026607.D\data.ms (-529) (-) m/z 57.10 100.00%
57.1
41.0
5000 j\
E RAREEEaRER S
‘ ‘ ‘ 69.1 g40 2.40 2.60 2.80 3.00
0l B m/z 56.16 81.40%
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Abundance #2049: Pentane, 3-methyl-
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Abundance #2050: Pentane, 3-methyl- A
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ol20 120 7O eeo SR A W I SR
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62922WMA .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 2 2-Ethyl-oxetane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.053 8.45 ug/L 144161 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 83
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 58
4 n-Hexane 86 C6H14 000110-54-3 40
5 n-Hexane 86 C6H14 000110-54-3 40

Abundance Scan 626 (3.053 min): VV026607.D\data.ms (-613) (-) m/z 57.10 100.00%
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86.1 e AREREaRE S
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Ot e et e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane H““‘H““‘_““H‘
57.0 2.80 3.00 3.20 3.40
m/z 42.10 34.36%
43.0
5000
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71.0 ‘
o e et ““
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_V\Data\VVv063022\
Data File : VV026607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62922WMA .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 3 (DEL) Alkane: Cyclic3.777 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.777 8.37 ug/L 142892  1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 76
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 52
Abundance Scan 851 (3.777 min): VV026607.D\data.ms (-834) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 J\
N R
‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00 4.20
0 “w“u“u“u“w“w‘h‘qﬂlM“mJiH‘NMw“_‘ m/z 41.00  48.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L LI I L B
3.40 3.60 3.80 4.00 4.20
m/z 69.10 47.13%
28.0 ‘ ‘ ‘ 84.0
O\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
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56.0
R E e RARRRE
41.0 3.40 3.60 3.80 4.00 4.20
5000 m/z 55.00 29.79%
69.0
27.0
84.0
10 150
] AR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- e
56.0 3.40 3.60 3.80 4.00 4.20

m/z 67.00 25.78%

5000 41.0
84.0
27 0
18 0 “ ‘ 68.0 ‘
0 | iin

m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00 4.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv063022\
Data File : VV@26607.D

Acqg On : 30 Jun 2022 15:08
Operator : SY/MD

Sample : N3534-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62922WMA .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... 2.773 3.2 ug/L 54968 1 5.625 853170 50.0
2-Ethyl-oxetane 3.053 8.4 ug/L 144161 1 5.625 853170 50.0
(DEL) Alkane: C... 3.777 8.4 ug/L 142892 1 5.625 853170 50.0
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