LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 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@92022WMA .M
Title : VOC Analysis

Signal : TIC: VU@50917.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 73 82 101 rBV2 603315 761601 16.97%  3.102%
2 1.928 169 183 207 rVB2 812186 1319743 29.41% 5.376%
3 2.568 369 382 398 rBV2 364249 632005 14.09%  2.575%
4 2.781 438 448 449 rBV4 1589 1779 0.04% 0.007%
5 2.790 449 451 456 rvvs 982 942 0.02% 0.004%
6 2.938 493 497 500 rBV2 451 403 0.01% 0.002%
7 3.047 521 531 540 rVB3 5516 9273 0.21% 0.038%
8 3.195 565 577 605 rVB4 6558 22008 0.49% 0.090%
9 3.356 614 627 647 rBvV 59387 115934 2.58% 0.472%
106 3.436 651 652 656 rVB2 564 284 0.01% ©0.001%
11 3.472 656 663 666 rBV3 642 685 0.02% 0.003%
12 3.533 679 682 685 rVB 516 266 0.01% 0.001%
13 3.562 685 691 694 rBV3 330 325 0.01% 0.001%
14 3.697 729 733 737 rBv2 324 304 0.01% 0.001%
15 3.768 751 755 760 rBv2 322 313 0.01% 0.001%
16 3.867 765 786 813 rBV 1627409 3832180 85.41% 15.611%
17 4.362 937 940 948 rVB4 541 649 0.01% ©0.003%
18 4.417 950 957 960 rBV3 440 385 0.01% 0.002%
19 4.443 962 965 969 rVB3 321 253 0.01% 0.001%
20 4.520 987 989 993 rBV4 384 255 0.01% 0.001%
21  4.568 999 1004 1007 rBV4 562 372  0.01% 0.002%
22 4.665 1007 1034 1070 rBV2 1812146 4486990 100.00% 18.278%
23 5.063 1141 1158 1187 rVB 318760 697594 15.55% 2.842%
24 5.317 1216 1237 1258 rBV 701801 1574644 35.09% 6.414%
25 5.475 1283 1286 1288 rBV 584 282 0.01% 0.001%
26 5.555 1309 1311 1315 rVB2 642 363 0.01% 0.001%
27 5.600 1322 1325 1328 rVB3 686 409 0.01% 0.002%
28 5.639 1332 1337 1341 rVB3 526 545 0.01% 0.002%
29 5.726 1341 1364 1378 rBv2 649310 1748561 38.97% 7.123%
30 6.134 1486 1491 1499 rVB3 681 840 0.02% 0.003%
31 6.250 1512 1527 1552 rBV 506253 962552 21.45%  3.921%
32 6.542 1603 1618 1634 rBV4 82991 168025 3.74% 0.684%
33  6.690 1649 1664 1684 rBV 412267 809918 18.05%  3.299%
34 6.935 1733 1740 1742 rBV3 446 465 0.01% 0.002%
35 6.986 1744 1756 1780 rvv2 10897 29062 0.65% 0.118%
36 7.189 1809 1819 1832 rVB6 2519 4465 0.10% 0.018%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 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@92022WMA .M
Title : VOC Analysis
37 7.327 1858 1862 1865 rvv2 299 260 0.01% 0.001%
38 7.362 1869 1873 1876 rvB2 296 266 0.01% 0.001%
39 7.385 1876 1880 1883 rBV2 465 265 0.01% 0.001%
40 7.565 1923 1936 1963 rBV 205205 366712 8.17% 1.494%
41  7.697 1972 1977 1982 rVB5 1498 1693 0.04% 0.007%
42 7.745 1989 1992 1996 rVB2 430 385 0.01% 0.002%
43  7.806 2007 2011 2014 rVB3 640 516 0.01% 0.002%
44  7.896 2026 2039 2055 rBV 731651 1259782 28.08% 5.132%
45  8.089 2096 2099 2105 rBV3 416 345 0.01% 0.001%
46 8.179 2114 2127 2150 rBV 145660 252362 5.62% 1.028%
47  8.401 2188 2196 2209 rVB3 2696 4471 0.10% 0.018%
48  8.472 2209 2218 2229 rBV3 2633 4501 0.10% 0.018%
49 8.552 2233 2243 2255 rVB3 49539 82588 1.84% 0.336%
50 8.636 2255 2269 2304 rBV2 499212 1026278 22.87% 4.181%
51 8.861 2336 2339 2343 rvVvB3 639 564 0.01% 0.002%
52 8.999 2372 2382 2388 rBVS5 718 1211 0.03% 0.005%
53 9.057 2396 2400 2403 rBvV3 516 458 0.01% 0.002%
54 9.169 2432 2435 2438 rVB3 493 276 0.01% ©0.001%
55  9.227 2448 2453 2455 rBvV2 295 269 0.01% 0.001%
56 9.417 2499 2512 2536 rBV 709807 1168914 26.05% 4.762%
57 9.571 2552 2560 2575 rVB2 10367 16112 ©0.36% ©0.066%
58 9.655 2581 2586 2588 rvB4 502 321 0.01% 0.001%
59 9.700 2593 2600 2603 rBV2 1458 1850 0.04% 0.008%
60 9.973 2681 2685 2688 rBV2 364 294 0.01% ©0.001%
61 10.099 2716 2724 2733 rVB5 1828 2979 0.097% 0.012%
62 10.327 2792 2795 2800 rBV3 474 379 0.01% 0.002%
63 10.484 2836 2844 2859 rVB7 1906 3016 0.07% 0.012%
64 10.668 2897 2901 2908 rVB4 1783 2031 0.05% ©0.008%
65 10.754 2914 2928 2948 rBV 591948 952194 21.22%  3.879%
66 10.896 2964 2972 2982 rVB5 3900 7026 0.16% 0.029%
67 11.005 3002 3006 3009 rBV3 320 316 ©0.01% 0.001%
68 11.092 3029 3033 3036 rV4 991 748 0.02% 0.003%
69 11.208 3064 3069 3070 rVV 342 304 0.01% 0.001%
70 11.234 3071 3077 3084 rVB5 1084 1533 0.03% 0.006%
71 11.291 3085 3095 3103 rBV3 7079 10601 0.24% 0.043%
72 11.468 3139 3150 3164 rBV3 13480 21388 0.48% 0.087%
73 11.578 3179 3184 3188 rVB2 385 342 0.01% 0.001%
74 11.603 3189 3192 3197 rVB 453 361 ©0.01% 0.001%
75 11.693 3214 3220 3222 rBV4 879 934 0.02% 0.004%
76 11.742 3231 3235 3236 rBV 779 414 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 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
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92022WMA .M
Title : VOC Analysis
77 11.812 3244 3257 3274 rBV 558544 894766 19.94%  3.645%
78 11.893 3278 3282 3292 rVW4 6644 10066 0.22% 0.041%
79 11.941 3294 3297 3300 rVB5 1046 806 0.02% 0.003%
80 12.092 3330 3344 3357 rBV4 6047 11358 ©.25% 0.046%
81 12.192 3360 3375 3401 rBV 631816 1027731 22.90% 4.187%
82 12.324 3413 3416 3418 rBV4 778 501 0.01% 0.002%
83 12.478 3452 3464 3486 rBV 122804 214062 4.77% 0.872%
84 12.574 3492 3494 3497 rBV2 710 462 0.01% 0.002%
85 12.934 3601 3606 3609 rBV3 485 521 0.01% 0.002%
86 13.195 3683 3687 3689 rBV2 520 426 0.01% 0.002%
87 13.224 3692 3696 3699 rVv2 613 543 0.01% 0.002%
88 13.301 3717 3720 3725 rBV3 347 303 0.01% 0.001%
89 13.327 3725 3728 3731 rBV 591 406 0.01% 0.002%
90 13.426 3756 3759 3763 rVB 666 480 0.01% 0.002%
91 13.520 3785 3788 3791 rBV3 571 418 0.01% 0.002%
92 13.619 3814 3819 3821 rBV3 467 328 0.01% 0.001%
93 13.729 3851 3853 3856 rBV2 415 280 0.01% 0.001%
94 13.822 3877 3882 3885 rBV3 512 572 0.01% 0.002%
95 13.851 3885 3891 3896 rVV5 1058 1254 0.03% 0.005%
96 14.050 3950 3953 3956 rBV 461 378 0.01% 0.002%
97 14.086 3960 3964 3967 rBV3 1171 1281 0.03% 0.005%
98 14.288 4023 4027 4029 rBV3 663 406 0.01% 0.002%
99 14.407 4061 4064 4068 rVB3 850 661 0.01% 0.003%
100 14.430 4068 4071 4072 rBV 528 321  0.01% 0.001%
Sum of corrected areas: 24548263
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA.M
Quant Title : VOC Analysis

o

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU050917.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Cyclohexanone, 3,3,5-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.478 11.96 ug/L 214062 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 78
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64

Abundance Scan 3464 (12.478 min): VU050917.D\data.ms (-3452) (- m/z 83.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92322\
Data File : VU@50917.D

Acqg On : 23 Sep 2022 14:08
Operator : JC/MD

Sample : N4650-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92022WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Cyclohexanone, ... 12.478 12.0 ug/L 214062 3 11.812 894766 50.0
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