LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47964.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 102 rVB 72041 120641 8.63% 1.151%
2 1.790 121 140 141 rBV6 22013 48994 3.50% 0.468%
3 2.543 362 374 398 rBV 179754 325962 23.31% 3.110%
4 2.813 455 458 461 rvB3 603 393 0.03% 0.004%
5 2.829 461 463 465 rBv2 511 259 0.02% 0.002%
6 3.038 519 528 542 rVB5 1912 4085 0.29% 0.039%
7 3.247 591 593 596 rVB2 453 263 0.02% 0.003%
8 3.318 613 615 625 rVB3 592 766 ©0.05% 0.007%
9 3.404 638 642 646 rvV 329 373 0.03% 0.004%
10 3.440 650 653 658 rBv2 314 341 0.02% 0.003%
11 3.465 658 661 664 rVVv3 295 247 0.02% 0.002%
12 3.504 669 673 681 rBV2 354 498 0.04% 0.005%
13  3.626 706 711 712 rBV 366 317 0.02% 0.003%
14 3.723 738 741 747 rBV3 239 203 0.01% 0.002%
15 3.781 756 759 762 rVB2 299 223 0.02% 0.002%
16 3.874 785 788 792 rBvV2 237 197 0.01% 0.002%
17 3.941 802 809 812 rBV 340 384 0.03% 0.004%
18 4.096 849 857 859 rBv2 401 418 0.03% 0.004%
19 4.498 980 982 991 rVB2 262 239 0.02% 0.002%
20  4.633 1010 1024 1065 rBV 106199 334138 23.90%  3.188%
21  4.980 1126 1132 1135 rBV 379 350 0.03% 0.003%
22 4.999 1135 1138 1141 rVV 327 285 0.02% 0.003%
23 5.060 1141 1157 1182 rVV 198771 448846 32.10% 4.283%
24 5.333 1232 1242 1245 rBV4 1927 3006 0.21% 0.029%
25 5.633 1333 1335 1338 rVB 348 194 0.01% 0.002%
26 5.719 1338 1362 1396 rBV2 418239 1156679 82.73% 11.037%
27  6.025 1454 1457 1462 rVB 276 223  0.02% 0.002%
28 6.051 1463 1465 1470 rVB 398 259 0.02% 0.002%
29 6.112 1477 1484 1487 rBV2 534 540 0.04% 0.005%
30 6.247 1512 1526 1547 rBV 421778 824896 59.00% 7.871%
31 6.446 1586 1588 1592 rvB2 376 261 0.02% 0.002%
32 6.488 1596 1601 1605 rBV3 336 372 0.03% 0.004%
33  6.530 1608 1614 1615 rBV3 905 856 0.06% ©0.008%
34 6.597 1630 1635 1636 rBvV3 467 354 0.03% 0.003%
35 6.607 1636 1638 1645 rVB2 464 446 0.03% 0.004%

36 6.690 1649 1664 1687 rBV ~ 253719 511081 36.55% 4.877%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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@32422WMA .M
Title : VOC Analysis
37 6.787 1692 1694 1698 rBvV2 438 212 0.02% 0.002%
38 6.806 1698 1700 1703 rBvV2 315 216 0.02% 0.002%
39 7.041 1766 1773 1778 rBV2 1074 1538 0.11% 0.015%
40 7.186 1805 1818 1836 rVV2 7548 16967 1.21% 0.162%
41  7.247 1836 1837 1842 rVB2 560 327 0.02% 0.003%
42 7.288 1847 1850 1853 rVvvV2 393 246 0.02% 0.002%
43  7.311 1853 1857 1860 rVV 330 243  0.02% 0.002%
44  7.488 1905 1912 1913 rBV3 468 455 0.03% 0.004%
45  7.568 1923 1937 1956 rBV 128431 242268 17.33%  2.312%
46 7.694 1969 1976 1985 rBV5 1460 2487 0.18% 0.024%
47 7.806 2006 2011 2012 rBV2 396 306 0.02% 0.003%
48 7.816 2012 2014 2018 rVB2 312 203 0.01% 0.002%
49 7.899 2025 2040 2054 rBV 465625 835243 59.74% 7.970%
50 8.182 2115 2128 2148 rBV 84560 167195 11.96% 1.595%
51 8.366 2179 2185 2190 rVB5 736 826 0.06% 0.008%
52 8.391 2190 2193 2196 rBV3 344 214 0.02% 0.002%
53  8.433 2203 2206 2209 rvv2 327 290 0.02% ©0.003%
54  8.475 2210 2219 2235 rVB2 2392 4684 0.34% 0.045%
55  8.648 2258 2273 2311 rBV 427338 841396 60.18% 8.029%
56 8.874 2341 2343 2345 rBV 368 266 0.02% ©0.003%
57 9.282 2468 2470 2474 rBV2 306 190 0.01% 0.002%
58 9.420 2498 2513 2544 rBV2 652323 1398200 100.00% 13.342%
59 9.578 2556 2562 2569 rVB3 1557 2226 0.16% 0.021%
60 9.610 2569 2572 2577 rBv2 347 292 0.02% 0.003%
61 9.645 2577 2583 2586 rBV3 215 259 0.02% 0.002%
62 9.700 2590 2600 2610 rVV5 2677 4404 0.31% 0.042%
63 9.925 2667 2670 2674 rVB3 334 291 0.02% ©0.003%
64 10.102 2719 2725 2736 rVB5 1840 2844 0.20% 0.027%
65 10.282 2778 2781 2786 rBV2 277 216 0.02% 0.002%
66 10.417 2820 2823 2828 rBV 293 240 0.02% 0.002%
67 10.481 2839 2843 2845 rBV 489 420 0.03% 0.004%
68 10.668 2893 2901 2908 rVV4 1487 2253 0.16% 0.021%
69 10.764 2915 2931 2949 rBV 481105 787006 56.29% 7.510%
70 10.893 2963 2971 2981 rVB3 3763 5625 0.40% 0.054%
71 10.980 2996 2998 3001 rVVv2 487 322 0.02% 0.003%
72 10.996 3001 3003 3008 rVB3 390 305 0.02% 0.003%
73 11.208 3066 3069 3073 rVB3 299 212 0.02% 0.002%
74 11.279 3087 3091 3092 rBV 296 189 0.01% 0.002%
75 11.298 3095 3097 3100 rBV2 308 220 0.02% 0.002%
76 11.417 3131 3134 3136 rW 295 193 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 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@32422WMA .M
Title : VOC Analysis
77 11.468 3141 3150 3161 rVV4 2801 4500 0.32% 0.043%
78 11.517 3161 3165 3168 rVB2 411 306 0.02% 0.003%
79 11.578 3181 3184 3187 rBV3 438 342 0.02% 0.003%
80 11.697 3216 3221 3230 rVB6 734 1262 0.09% 0.012%
81 11.751 3230 3238 3246 rBV6 3695 6286 ©0.45% 0.060%
82 11.816 3246 3258 3276 rBV 824476 1292704 92.45% 12.335%
83 12.034 3324 3326 3329 rVB2 555 261 0.02% 0.002%
84 12.054 3329 3332 3334 rBV2 456 282 0.02% 0.003%
85 12.066 3334 3336 3337 rBV 417 188 ©0.01% 0.002%
86 12.195 3360 3376 3396 rBV 584421 972909 69.58% 9.284%
87 12.774 3550 3556 3566 rVB5 1663 2740 0.20% 0.026%
88 12.899 3590 3595 3599 rBV2 321 370 0.03% 0.004%
89 12.973 3608 3618 3631 rBV3 18248 29603 2.12% 0.282%
90 13.333 3722 3730 3738 rBV3 4451 7270 0.52% 0.069%
91 13.378 3738 3744 3755 rVB5 4653 6992 0.50% 0.067%
92 13.619 3816 3819 3821 rBV2 337 211 0.02% 0.002%
93 13.851 3888 3891 3897 rVB3 1177 1081 ©0.08% 0.010%
94 13.922 3910 3913 3917 rBV2 423 384 0.03% 0.004%
95 14.095 3963 3967 3979 rVB2 930 1634 0.12% 0.016%
96 14.365 4043 4051 4059 rVB3 3278 4346 0.31% 0.041%
97 14.578 4112 4117 4123 rBV3 1153 1695 0.12% 0.016%
98 15.545 4411 4418 4427 rVB6 10206 15427 1.10% 0.147%
99 15.722 4471 4473 4475 rBV3 757 460 0.03% 0.004%
100 16.388 4673 4680 4689 rBV5 12495 19267 1.38% 0.184%
Sum of corrected areas: 10479598
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU047964.D\data.ms
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Abundance TIC: VU047964.D\data.ms
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Abundance TIC: VU047964.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.790 2.97 ug/L 48994  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-chloroethoxy)- 124 C4H9C102 000628-89-7 23
2 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 9
3 bis(chloromethyl) carbonate 158 C3H4C1203 1000404-37-0 9
4 Ethanol, 2-(2-chloroethoxy)- 124 C4H9C102 000628-89-7 9
5 Methan-d3-ol 35 CHD30 001849-29-2 4

Abundance Scan 140 (1.790 min): VU047964.D\data.ms (-121) (-) m/z 63.00 100.00%

3.0
35.1
5000 f\
160 1.80 2.00 2.20
93.9 ’ ' ' ’
0 el 2070 7 asi95 73.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11757: Ethanol, 2-(2-chloroethoxy)-
g
43.0 93.0
5000 \/\\H‘MH‘HH“\H‘H
1.60 1.80 2.00 2.20
m/z 47.00 69.55%
150 |
O\H‘\‘\‘\‘H“‘\‘\\“N\\i‘\}\‘\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5598: Ethene, (methylsulfonyl)-
27.0 63.0
At
1.60 1.80 2.00 2.20
5000 m/z 35.10 66.94%
‘ M 91.0
O el o] ‘H‘wH‘H_HwH_WWWWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34771: bis(chloromethyl) carbonate
49.0 1.60 1.80 2.00 2.20
m/z 48.95 65.05%
5000
79.0
b b L aon01230 M|
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41222\
Data File : VU@47964.D

Acqg On : 12 Apr 2022 18:27

Operator : SY/MD

Sample : N2293-05ME

Misc : 6.63g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1.790 3.0 ug/L 48994 1 6.247 82489 50.0
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