LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : 07 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMULM@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51202.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.472 35 41 52 rBV 121487 126892 8.10% 0.973%
2 1.597 71 80 93 rBvV2 283249 348794 22.27% 2.676%
3 1.903 167 175 195 rVB 180011 243949 15.57% 1.871%
4 2.562 369 380 392 rBV 313813 502216 32.06% 3.852%
5 3.038 525 528 538 rvB5 1425 1975 0.13% 0.015%
6 3.131 555 557 559 rVB5 366 109 0.01% 0.001%
7 3.244 589 592 596 rBvV3 512 410 0.03% 0.003%
8 3.359 619 628 648 rVB2 8167 19420 1.24% 0.149%
9 3.430 648 650 653 rBvV2 373 210 0.01% 0.002%
106 3.571 691 694 695 rBV 276 151 0.01% 0.001%
11  3.681 725 728 731 rBV2 323 190 0.01% 0.001%
12 3.700 731 734 737 rBV2 669 370 0.02% 0.003%
13 3.745 746 748 750 rBV 223 138 0.01% 0.001%
14 3.780 755 759 761 rBV2 275 270 0.02% 0.002%
15 3.829 771 774 776 rBV 263 185 ©0.01% 0.001%
16 3.858 781 783 787 rVB2 407 242  0.02% 0.002%
17 3.916 796 801 802 rBV2 336 304 0.02% 0.002%
18 3.957 810 814 816 rBV 273 174 0.01% 0.001%
19 4.002 824 828 829 rBV 271 146 0.01% 0.001%
20 4.041 838 840 843 rBV 204 128 0.01% 0.001%
21  4.260 904 908 915 rVB2 355 376 0.02% 0.003%
22 4.317 924 926 928 rVB 293 118 0.01% 0.001%
23 4.340 930 933 935 rBV 341 244 0.02% 0.002%
24  4.404 950 953 956 rBV 460 260 0.02% 0.002%
25 4.620 1008 1020 1047 rBV 133145 344685 22.00% 2.644%
26 4.919 1111 1113 1118 rVB3 714 493 0.03% 0.004%
27 5.060 1141 1157 1179 rBV 284556 629394 40.18% 4.828%
28 5.269 1219 1222 1224 rBV2 745 530 0.03% 0.004%
29 5.346 1244 1246 1248 rBV 181 68 0.00% 0.001%
30 5.440 1273 1275 1278 rBV 456 259 0.02% 0.002%
31 5.542 1305 1307 1308 rBV 159 53 0.00% 0.000%
32 5.604 1323 1326 1331 rBv2 213 209 0.01% 0.002%
33 5.723 1341 1363 1391 rBV2 578782 1566437 100.00% 12.016%
34 6.086 1473 1476 1477 rBV2 123 69 0.00% 0.001%
35 6.105 1480 1482 1483 rBvV2 382 141 0.01% 0.001%
36 6.160 1490 1499 1509 rBV4 4878 9049 0.58% 0.069%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : 07 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMULM@92922WMA .M
Title : VOC Analysis
37 6.247 1513 1526 1553 rBV 470251 890971 56.88% 6.835%
38 6.395 1570 1572 1575 rBV4 781 403 0.03% 0.003%
39 6.433 1582 1584 1587 rBV2 420 223 0.01% 0.002%
40 6.542 1606 1618 1631 rBV3 32947 63142 4.03% 0.484%
41 6.629 1644 1645 1647 rVB 362 93 0.01% 0.001%
42 6.690 1649 1664 1686 rBV 371975 735150 46.93% 5.639%
43 6.841 1709 1711 1714 rBV4 523 336 0.02% 0.003%
44  6.928 1734 1738 1742 rBV3 617 572 0.04% 0.004%
45 6.986 1754 1756 1759 rBV 328 230 0.01% 0.002%
46 7.057 1775 1778 1781 rBV 173 150 0.01% 0.001%
47 7.108 1791 1794 1797 rBV 323 169 0.01% 0.001%
48 7.166 1805 1812 1814 rBV4 956 1253 0.08% 0.010%
49 7.314 1854 1858 1861 rBV2 250 215 0.01% 0.002%
50 7.349 1867 1869 1870 rBV 222 76 0.00% 0.001%
51 7.407 1882 1887 1890 rBV 352 294 0.02% 0.002%
52 7.472 1905 1907 1908 rBV 234 105 0.01% 0.001%
53 7.565 1923 1936 1957 rBV 167598 294003 18.77% 2.255%
54 7.690 1972 1975 1976 rBvV2 817 488 0.03% 0.004%
55 7.774 1999 2001 2004 rBvV2 454 260 0.02% 0.002%
56 7.896 2026 2039 2054 rBV 635466 1089479 69.55% 8.357%
57 8.179 2115 2127 2145 rBV 116983 196686 12.56%  1.509%
58 8.272 2153 2156 2157 rBvV2 645 390 0.02% 0.003%
59 8.433 2203 2206 2209 rBV2 311 203 0.01% 0.002%
60  8.552 2227 2243 2257 rBV 628889 1063766 67.91% 8.160%
61 8.636 2258 2269 2307 rVB4 307218 751908 48.00% 5.768%
62 9.102 2410 2414 2417 rBV2 538 496 0.03% 0.004%
63 9.140 2423 2426 2430 rBvV 354 275 0.02% 0.002%
64  9.195 2441 2443 2444 rBV 172 71 0.00% 0.001%
65  9.208 2444 2447 2451 rVv2 280 237 0.02% 0.002%
66  9.243 2456 2458 2460 rBV 236 135 0.01% 0.001%
67 9.330 2482 2485 2486 rBV 146 77 ©0.00% 0.001%
68 9.417 2498 2512 2540 rBV 691327 1138426 72.68% 8.733%
69 9.629 2576 2578 2580 rBV2 356 180 0.01% 0.001%
70  9.668 2585 2590 2591 rBV2 564 397 0.03% 0.003%
71  9.755 2614 2617 2622 rVB2 556 491 0.03% 0.004%
72 9.851 2642 2647 2649 rBV 373 338 0.02% 0.003%
73 9.918 2665 2668 2672 rBV2 389 323  0.02% 0.002%
74  9.944 2672 2676 2678 rBV2 204 171 0.01% 0.001%
75 9.957 2678 2680 2682 rBV2 272 159 0.01% 0.001%
76 10.041 2703 2706 2708 rBV3 298 166 0.01% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : 07 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  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\SFAMULM@92922WMA .M
Title : VOC Analysis

77 10.237 2761 2767 2776 rBV6 1279 2221 0.14% 0.017%
78 10.385 2809 2813 2814 rBV2 398 268 0.02% 0.002%
79 10.423 2822 2825 2828 rBV2 321 193 0.01% 0.001%
80 10.472 2836 2840 2841 rBV 665 413 0.03% 0.003%
81 10.529 2856 2858 2861 rBV 353 201 0.01% 0.002%
82 10.754 2915 2928 2952 rBV 523076 840642 53.67% 6.448%
83 10.906 2968 2975 2983 rBV4 4038 5193 0.33% 0.040%
84 10.996 2996 3003 3004 rBV 709 677 0.04% 0.005%
85 11.291 3087 3095 3106 rVB3 6218 9160 ©.58% 0.070%
86 11.468 3139 3150 3161 rBV 25724 39594  2.53% 0.304%
87 11.545 3171 3174 3175 rBV 556 336 0.02% 0.003%
88 11.574 3175 3183 3197 rVWV2 10572 17873 1.14% 0.137%
89 11.809 3244 3256 3275 rBV 518576 829506 52.95% 6.363%
990 12.060 3323 3334 3356 rBV 117513 227747 14.54% 1.747%
91 12.192 3363 3375 3398 rVB 559266 933131 59.57% 7.158%
92 12.571 3486 3493 3501 rVB3 10720 14566 0.93% 0.112%
93 12.684 3518 3528 3531 rBV6 3647 5413 0.35% 0.042%
94 12.973 3610 3618 3626 rBv4 7656 11125 ©0.71% ©0.085%
95 13.024 3627 3634 3648 rVB2 8269 12353 0.79% 0.095%
96 13.452 3760 3767 3782 rVB5 13625 23234 1.48% 0.178%
97 14.089 3957 3965 3982 rVB 18084 31239 1.99%  0.240%

Sum of corrected areas: 13036250
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : @7 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU051202.D\data.ms
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Abundance TIC: VU051202.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : @7 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.472 7.12 ug/L 126892 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 Ethyne, chloro- 60 C2HC1 000593-63-5 5

3 Cyanogen chloride 61 CCIN 000506-77-4 5

4 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4

5 Methanamine, N-methoxy- 61 C2H7NO 001117-97-1 4
Abundance  Scan 41 (1.472 min): VU051202.D\data.ms (-35) (-) m/z 61.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : @7 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.060 13.73 ug/L 227747 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3334 (12.060 min): VU051202.D\data.ms (-3323) (- | m/z 57.00 100.00%
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O\\‘\\\\‘\\\H“\\\\‘!\\\‘\H\\‘\\\w‘\\\\‘l!\\‘\\\1‘\\\\‘}\\\‘\
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Abundance #15695: 1-Hexanol, 2-ethyl-
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Abundance #15692: 1-Hexanol, 2-ethyl- 1 7 ‘
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51202.D

Acqg On : @7 Oct 2022 03:36
Operator : JC/MD

Sample : N4893-15

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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 1.472 7.1 ug/L 126892 1 6.247 890971 50.0
1-Hexanol, 2-et... 12.060 13.7 ug/L 227747 3 11.809 829506 50.0
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