LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45254.D

Acqg On : 08 Oct 2021 16:17

Operator : SY/MD

Sample : M4070-06DL 50X

Misc : 5.41g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 18 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@45254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.466 32 39 61 rBV 47806 92825 7.01% ©.795%
2 1.601 74 81 105 rVB 143425 163618 12.36% 1.401%
3 1.890 163 171 186 rVB 115844 156881 11.85%  1.343%
4 2.562 367 380 401 rVW 212087 361749 27.32%  3.097%
5 2.636 401 403 409 rvv4 1023 968 0.07% 0.008%
6 2.662 409 411 415 rVB3 301 186 ©0.01% ©0.002%
7 2.787 446 450 454 rBV3 465 492 0.04% 0.004%
8 2.951 495 501 502 rBvV2 434 395 0.03% 0.003%
9 3.048 520 531 545 rVB3 6410 12162 0.92% 0.104%
16 3.125 551 555 561 rBV2 216 195 0.01% 0.002%
11 3.186 572 574 577 rBV 236 125 0.01% 0.001%
12 3.282 600 604 606 rBvV 172 140 0.01% 0.001%
13  3.375 629 633 636 rVB2 237 160 0.01% ©0.001%
14  3.427 642 649 659 rBv2 303 614 0.05% ©0.005%
15 3.684 720 729 732 rBV2 185 335 0.03% 0.003%
16 4.067 846 848 855 rVB2 206 208 0.02% ©0.002%
17 4.138 864 870 872 rBV2 141 149 0.01% ©0.001%
18 4.256 903 907 915 rBV2 487 658 ©0.05% 0.006%
19 4.629 1007 1023 1058 rBV 144675 340641 25.72% 2.917%
20 5.067 1141 1159 1184 rBV 214983 469054 35.42% 4.016%
21 5.292 1223 1229 1240 rVB3 650 1190 0.09% 0.010%
22 5.372 1247 1254 1256 rBvV3 329 283 0.02% 0.002%
23 5.501 1291 1294 1297 rBV 194 161 0.01% 0.001%
24  5.649 1337 1340 1343 rBV 214 190 0.01% 0.002%
25 5.729 1343 1365 1385 rBV2 453734 1221209 92.22% 10.457%
26 6.080 1470 1474 1478 rBV 266 269 0.02% 0.002%
27 6.115 1478 1485 1488 rBV3 288 382 0.03% 0.003%
28 6.253 1513 1528 1547 rBV 359209 671257 50.69% 5.748%
29 6.533 1603 1615 1626 rBV7 4453 8545 0.65% 0.073%
30 6.607 1635 1638 1640 rBV 236 125 0.01% 0.001%
31 6.694 1651 1665 1684 rBV 294583 570692 43.10% 4.887%
32 6.858 1712 1716 1720 rVV 199 176 0.01% 0.002%
33 6.880 1720 1723 1729 rVB2 199 243 0.02% 0.002%
34  6.999 1755 1760 1763 rBV 152 186 ©0.01% 0.002%
35 7.044 1769 1774 1777 rBV3 596 642 0.05% 0.005%
36 7.128 1797 1800 1804 rBV 197 188 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45254.D

Acqg On : 08 Oct 2021 16:17

Operator : SY/MD

Sample : M4070-06DL 50X

Misc : 5.41g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 18 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 7.179 1809 1816 1826 rBV5 2379 4405 ©0.33% 0.038%
38 7.317 1856 1859 1865 rvB2 146 136 ©0.01% 0.001%
39 7.382 1876 1879 1885 rBV2 166 183 0.01% 0.002%
40 7.472 1903 1907 1910 rBV 204 198 0.01% 0.002%
41  7.568 1924 1937 1955 rBV 157021 268253 20.26% 2.297%
42 7.687 1966 1974 1987 rVB3 1749 2710 0.20% 0.023%
43  7.903 2027 2041 2054 rBV 551778 938873 70.90%  8.039%
44  7.973 2054 2063 2077 rVB 50720 85609 6.47% 0©.733%
45  8.182 2115 2128 2145 rBV 109702 180229 13.61% 1.543%
46 8.465 2214 2216 2221 rBV2 143 155 0.01% 0.001%
47  8.636 2253 2269 2302 rBV 416212 740969 55.96%  6.345%
48 8.880 2344 2345 2350 rVB 326 167 ©0.01% 0.001%
49 8.922 2350 2358 2362 rBV2 290 480 0.04% 0.004%
50 8.960 2366 2370 2373 rBV2 217 195 0.01% 0.002%
51 9.150 2425 2429 2433 rBV2 185 183 0.01% 0.002%
52 9.420 2499 2513 2532 rBV 531715 845895 63.88% 7.243%
53 9.575 2548 2561 2581 rBV 249650 399181 30.15%  3.418%
54 9.697 2585 2599 2631 rVB 815040 1324191 100.00% 11.338%
55 9.848 2641 2646 2649 rBvV3 257 224 0.02% 0.002%
56 10.105 2713 2726 2745 rBV 263496 420798 31.78% 3.603%
57 10.488 2835 2845 2855 rVB 6798 9769 0.74% 0.084%
58 10.674 2896 2903 2910 rvB2 2520 3243  0.24% 0.028%
59 10.761 2917 2930 2948 rBV 426091 682083 51.51% 5.840%
60 10.867 2960 2963 2964 rBV 509 312 0.02% 0.003%
61 10.912 2968 2977 2984 rVB2 1915 2886 ©0.22% 0.025%
62 11.002 2995 3005 3022 rBV 8357 15284 1.15% 0.131%
63 11.092 3022 3033 3038 rBV2 4068 5781 ©.44% 0.049%
64 11.237 3076 3078 3081 rVB2 253 124 0.01% ©0.001%
65 11.256 3081 3084 3087 rBV 167 134 0.01% 0.001%
66 11.295 3087 3096 3104 rBV2 3249 4349 0.33% 0.037%
67 11.420 3131 3135 3140 rBB4 584 394 0.03% 0.003%
68 11.472 3140 3151 3163 rBB 13628 20875 1.58% 0.179%
69 11.536 3168 3171 3173 rBV2 192 134 0.01% 0.001%
70 11.578 3180 3184 3188 rVB2 311 301 0.02% ©0.003%
71 11.632 3198 3201 3203 rBV 165 122  0.01% 0.001%
72 11.700 3213 3222 3227 rVV3 1156 1428 0.11% 0.012%
73 11.816 3245 3258 3275 rBV = 489437 768746 58.05% 6.582%
74 11.899 3277 3284 3293 rVB2 5278 7573 0.57% 0.065%
75 11.980 3303 3309 3319 rVB2 2111 2583 0.20% 0.022%
76 12.095 3340 3345 3353 rVB2 1505 1733 0.13% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45254.D

Acqg On : 08 Oct 2021 16:17

Operator : SY/MD

Sample : M4070-06DL 50X

Misc : 5.41g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 18 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 12.140 3356 3359 3360 rBV 216 140 0.01% 0.001%
78 12.198 3360 3377 3396 rBV 521266 846477 63.92%  7.248%
79 12.333 3412 3419 3429 rBV6 1747 2729 0.21% 0.023%
80 12.410 3440 3443 3445 rBV 329 207 0.02% 0.002%
81 12.507 3471 3473 3476 rBV2 191 138 0.01% 0.001%
82 12.581 3491 3496 3499 rBV2 242 273 0.02% 0.002%
83 12.681 3523 3527 3530 rBV 230 228 0.02% 0.002%
84 12.857 3578 3582 3584 rBV 234 192 0.01% 0.002%
85 13.263 3703 3708 3711 rBV2 301 314 0.02% ©0.003%
86 13.333 3726 3730 3737 rBB2 208 240 0.02% 0.002%
87 13.436 3755 3762 3766 rBV4 1047 1364 0.10% 0.012%
88 13.552 3795 3798 3800 rBV2 222 159 0.01% 0.001%
89 13.587 3805 3809 3810 rBV 263 196 0.01% 0.002%
90 13.883 3896 3901 3904 rBV2 237 285 0.02% 0.002%
91 13.951 3918 3922 3926 rBV2 197 231 0.02% 0.002%
92 14.092 3959 3966 3978 rBV3 1767 2647 0.20% 0.023%
93 14.443 4071 4075 4076 rBV 463 311 0.02% 0.003%
94 14.578 4112 4117 4121 rBV3 513 665 0.05% 0.006%
95 14.713 4156 4159 4167 rBV3 271 355 0.03% 0.003%
96 14.832 4192 4196 4200 rBV3 384 414 0.03% 0.004%
97 14.870 4205 4208 4210 rBV3 305 214 0.02% 0.002%
98 15.153 4293 4296 4299 rBV 277 247 0.02% 0.002%
99 15.234 4314 4321 4329 rVBS5 996 1645 0.12% 0.014%
100 15.414 4371 4377 4384 rBV4 771 982 0.07% 0.008%
Sum of corrected areas: 11678834
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\

: VUe45254.D

: 08 Oct 2021 16:17
: SY/MD

: M4070-06DL 50X

5.41g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 18 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45254.D

Acqg On : 08 Oct 2021 16:17

Operator : SY/MD

Sample : M4070-06DL 50X

Misc : 5.41g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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
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Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.466 6.91 ug/L 92825 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

5 Sulfur dioxide 64 02S 007446-09-5 5
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100821\
Data File : VU@45254.D

Acqg On : 08 Oct 2021 16:17

Operator : SY/MD

Sample : M4070-06DL 50X

Misc : 5.41g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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|

Sulfur dioxide 1.466 6.9 ug/L 92825 1 6.253 671257 50.0
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