LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92321WMA.M
Title : VOC Analysis

Signal : TIC: VU@44806.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 36 42 51 rBV 62321 59591 4.29% 0.545%
2 1.600 74 81 96 rBv 180077 206703 14.89% 1.889%
3 1.912 170 178 196 rVB 156312 210724 15.18% 1.926%
4 2.572 369 383 405 rBV 280275 475156 34.23% 4.343%
5 2.755 437 440 443 rBV2 316 199 0.01% 0.002%
6 2.793 444 452 455 rBV5S 805 11606 ©0.08% 0.010%
7 2.861 470 473 476 rBV2 223 152 0.01% 0.001%
8 2.961 496 504 505 rBvV2 454 432 0.03% 0.004%
9 3.051 522 532 541 rBvV3 2546 4665 0.34% 0.043%
16 3.121 551 554 557 rVB2 248 187 0.01% 0.002%
11  3.189 570 575 577 rBV3 598 600 0.04% 0.005%
12 3.260 594 597 6600 rBv2 177 152 0.01% 0.001%
13  3.276 600 602 605 rVB 212 105 ©0.01% 0.001%
14 3.359 618 628 639 rBvV3 6581 12247 0.88% 0.112%
15 3.420 644 647 650 rVB2 207 136 ©0.01% 0.001%
16 3.453 655 657 659 rBV 134 93 0.01% 0.001%
17 3.491 665 669 673 rBv2 263 268 0.02% 0.002%
18 3.552 684 688 690 rBV 205 99 0.01% 0.001%
19 3.571 690 694 698 rBV2 180 223 0.02% 0.002%
20 3.645 715 717 722 rVB2 142 152 0.01% 0.001%
21  3.671 722 725 727 rBV 144 104 0.01% 0.001%
22 3.690 728 731 733 rBvV 186 131 0.01% 0.001%
23 3.729 740 743 746 rBvV2 207 133 0.01% 0.001%
24 3.748 746 749 753 rVB2 194 148 0.01% 0.001%
25 3.813 764 769 771 rBV2 197 217 0.02% 0.002%
26 3.874 786 788 794 rVv2 190 223  0.02% 0.002%
27 4.070 846 849 856 rBv2 196 245 0.02% 0.002%
28 4.105 856 860 864 rVB 250 221 0.02% 0.002%
29 4.157 873 876 880 rBV2 206 179 0.01% 0.002%
30 4.176 880 882 885 rVB 219 142 0.01% ©0.001%
31 4.205 885 891 893 rBv2 186 249 0.02% 0.002%
32 4.221 894 896 900 rVB 146 107 0.01% 0.001%
33  4.308 920 923 928 rBvV2 204 180 0.01% 0.002%
34 4.382 943 946 954 rvB2 268 371 0.03% 0.003%
35 4.424 954 959 961 rBv2 174 202 0.01% 0.002%
36 4.459 967 970 974 rBv2 104 94 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92321WMA.M
Title : VOC Analysis
37 4.536 992 994 1000 rBvV2 160 168 ©0.01% 0.002%
38 4.578 1001 1007 1009 rBvV2 113 132  0.01% 0.001%
39 4.671 1009 1036 1068 rBv2 293360 1018884 73.39% 9.313%
40 4.890 1101 1104 1105 rVB2 342 173 0.01% 0.002%
41 5.070 1143 1160 1182 rBV 248635 542430 39.07% 4.958%
42 5.214 1203 1205 1207 rBV 218 125 0.01% 0.001%
43 5.256 1216 1218 1223 rVB3 286 192 0.01% 0.002%
44  5.288 1226 1228 1234 rVB2 422 432 0.03% 0.004%
45 5.324 1234 1239 1240 rBV 174 138 0.01% 0.001%
46 5.333 1240 1242 1245 rVB 243 115 0.01% 0.001%
47  5.385 1255 1258 1259 rBV 255 131 0.01% 0.001%
48 5.613 1326 1329 1336 rBv2 142 169 0.01% 0.002%
49 5.729 1342 1365 1402 rBV2 507642 1388274 100.00% 12.689%
50 5.954 1433 1435 1442 rVB2 287 188 0.01% 0.002%
51 6.189 1505 1508 1510 rvB2 224 134 0.01% 0.001%
52 6.253 1514 1528 1549 rBV 345913 656940 47.32% 6.005%
53 6.546 1606 1619 1635 rBV2 55291 105962 7.63% 0.969%
54 6.697 1650 1666 1684 rBV 331727 641953 46.24% 5.868%
55 6.806 1695 1700 1709 rVB4 900 1432 0.10% 0.013%
56 6.870 1716 1720 1722 rBV 175 157 0.01% 0.001%
57 6.925 1735 1737 1742 rVB2 188 157 0.01% 0.001%
58 6.964 1744 1749 1752 rVB 264 253  0.02% 0.002%
59 6.983 1752 1755 1756 rBV2 269 135 0.01% 0.001%
60 7.044 1769 1774 1775 rBV2 447 316 0.02% 0.003%
61 7.089 1785 1788 1791 rBV2 178 116 ©0.01% 0.001%
62 7.189 1811 1819 1828 rVB3 1488 2165 0.16% 0.020%
63 7.272 1841 1845 1856 rBV2 535 788 0.06% ©0.007%
64 7.317 1856 1859 1861 rBV 137 92 0.01% 0.001%
65 7.517 1915 1921 1924 rBV 155 196 0.01% 0.002%
66 7.571 1924 1938 1958 rBV 171419 303252 21.84% 2.772%
67 7.684 1969 1973 1975 rBV3 969 766 0.06% 0.007%
68 7.735 1986 1989 1992 rVB2 304 193 0.01% 0.002%
69 7.902 2026 2041 2056 rBV 600853 1019554 73.44% 9.319%
70 8.182 2115 2128 2144 rBV 120331 204377 14.72% 1.868%
71  8.295 2160 2163 2174 rVB3 385 359 0.03% 0.003%
72 8.417 2196 2201 2206 rBV2 172 285 0.02% 0.003%
73 8.468 2213 2217 2220 rBV2 299 327 0.02% 0.003%
74  8.639 2257 2270 2299 rBV 523576 937053 67.50%  8.565%
75 8.861 2335 2339 2342 rBV3 307 202 0.01% 0.002%

76  9.420 2500 2513 2549 rVB 496792 813453 58.59%  7.435%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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@92321WMA.M
Title : VOC Analysis
77 9.574 2556 2561 2564 rBV 336 323  0.02% 0.003%
78 9.693 2593 2598 2600 rBV2 738 710 0.05% 0.006%
79 10.102 2721 2725 2730 rVB3 278 310 0.02% 0.003%
80 10.285 2779 2782 2784 rBV 160 116 0.01% 0.001%
81 10.304 2784 2788 2790 rBV2 161 133 0.01% 0.001%
82 10.513 2850 2853 2855 rBV 188 113 0.01% 0.001%
83 10.565 2866 2869 2875 rVB2 255 203 0.01% 0.002%
84 10.674 2896 2903 2911 rBV3 2524 3385 0.24% 0.031%
85 10.761 2917 2930 2953 rBV 456009 728567 52.48% 6.659%
86 10.844 2953 2956 2957 rBV 204 101 0.01% 0.001%
87 10.873 2963 2965 2968 rBV2 254 163 0.01% 0.001%
88 10.999 2996 3004 3007 rBV2 391 465 0.03% 0.004%
89 11.266 3084 3087 3089 rBV2 175 123 0.01% 0.001%
90 11.459 3142 3147 3160 rVB4 1662 2740 0.20% 0.025%
91 11.632 3196 3201 3204 rBV 199 193 0.01% 0.002%
92 11.697 3214 3221 3229 rBVS5S 947 1519 0.11% 0.014%
93 11.816 3245 3258 3281 rBV 448141 704583 50.75% 6.440%
94 11.941 3293 3297 3300 rBV4 676 532 0.04% 0.005%
95 12.073 3335 3338 3343 rVB4 550 464 0.03% 0.004%
96 12.118 3349 3352 3356 rVB2 201 160 0.01% 0.001%
97 12.198 3361 3377 3394 rBV 542905 877002 63.17% 8.016%
98 12.330 3415 3418 3421 rBV2 440 242 0.02% 0.002%
99 13.008 3626 3629 3630 rBV 207 106 0.01% 0.001%
100 13.352 3731 3736 3738 rBvV2 214 249 0.02% 0.002%
Sum of corrected areas: 10940606
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X
Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

Abund%nce TIC: VU044806.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU092421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.M
Quant Title : VOC Analysis

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.475 4.54 ug/L 59591 1,4-Difluorobenzene 6.253

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 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
4 Thiirane 60 C2H4S 000420-12-2 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 42 (1.475 min): VU044806.D\data.ms (-36) (-) m/z 60.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92421\
Data File : VU@44806.D

Acqg On : 24 Sep 2021 12:51
Operator : SY/MD

Sample : M3873-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92321WMA.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 1.475 4.5 ug/L 59591 1 6.253 656940 50.0
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