LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41621\
Data File : VV021044.D

Acqg On : 16 Apr 2021 13:51
Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO41421WMA.M
Title : VOC Analysis

Signal : TIC: VV@21044.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 78 83 99 rVB 150296 167197 10.77%  1.296%
2 1.571 158 165 182 rVB 130352 160113 10.32% 1.241%
3 2.108 323 332 349 rVB 338175 486653 31.36% 3.772%
4  2.404 421 424 428 rVB2 480 308 0.02% 0.002%
5 2.519 452 460 467 rBV6 1412 2185 0.14% 0.017%
6 2.577 473 478 481 rBV3 592 354 0.02% ©0.003%
7 2.622 483 492 496 rBv4 2810 4290 0.28% 0.033%
8 2.776 527 538 543 rBV6 2177 2928 0.19% 0.023%
9 2.899 574 578 580 rBvV 314 278 0.02% 0.002%
106 2.931 585 588 593 rVB2 251 266 0.02% 0.002%
11 2.976 594 602 608 rBvV3 932 1360 ©0.09% 0.011%
12 3.050 615 625 635 rBV7 4474 9390 0.61% 0.073%
13 3.127 646 649 654 rvVB2 459 327 0.02% 0.003%
14 3.191 666 669 673 rBV 478 415 0.03% 0.003%
15 3.217 673 677 678 rBV 482 286 0.02% 0.002%
16 3.394 729 732 735 rW2 342 280 0.02% 0.002%
17 3.494 758 763 765 rBvV2 593 488 0.03% 0.004%
18 3.545 776 779 786 rBvV2 450 619 0.04% 0.005%
19 3.770 838 849 863 rBV7 5216 11458 0.74% 0.089%
20 3.863 871 878 880 rBv2 429 366 0.02% ©0.003%
21 3.915 881 894 930 rBV 70456 283638 18.28%  2.198%
22 4.355 1014 1031 1063 rBv2 271418 683457 44.04% 5.297%
23 4.535 1082 1087 1093 rVB4 922 927 ©0.06% 0.007%
24  4.648 1120 1122 1124 rBV2 735 477 0.03% 0.004%
25 4.744 1146 1152 1157 rVB4 629 915 0.06% 0.007%
26 4.776 1157 1162 1167 rBV3 479 508 0.03% 0.004%
27 4.818 1172 1175 1179 rBV2 420 380 0.02% 0.003%
28 4.889 1193 1197 1202 rVB2 376 343  0.02% 0.003%
29 5.050 1231 1247 1275 rBV2 605708 1551761 100.00% 12.027%
30 5.432 1364 1366 1368 rBV 562 303 0.02% 0.002%
31 5.490 1378 1384 1386 rBV4 793 701 0.05% ©0.005%
32 5.622 1413 1425 1450 rBV 513400 1024531 66.02% 7.941%
33 5.828 1486 1489 1492 rBV2 632 470 0.03% 0.004%
34 5.921 1510 1518 1528 rVB7 2228 3866 ©0.25% 0.030%
35 6.002 1536 1543 1545 rBvV3 829 717 0.05% 0.006%

36 6.075 1549 1566 1595 rBV 338714 684566 44.12% 5.306%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41621\
Data File : VV021044.D

Acqg On : 16 Apr 2021 13:51
Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO41421WMA.M
Title : VOC Analysis
37 6.346 1645 1650 1654 rBV4 830 628 0.04% 0.005%
38 6.397 1661 1666 1668 rBvV3 733 508 0.03% 0.004%
39 6.436 1676 1678 1679 rBV 547 263 0.02% 0.002%
40 6.677 1751 1753 1757 rVB2 691 365 0.02% 0.003%
41  6.744 1769 1774 1775 rBV2 421 280 0.02% 0.002%
42 6.770 1779 1782 1788 rVB3 493 516 0.03% 0.004%
43  6.796 1788 1790 1795 rBV2 395 358 0.02% ©0.003%
44  6.992 1840 1851 1873 rBV 197015 359717 23.18% 2.788%
45  7.320 1941 1953 1973 rBV 725960 1266783 81.64% 9.818%
46 7.625 2038 2048 2076 rBV2 143493 251107 16.18% 1.946%
47  7.789 2097 2099 2104 rVB4 910 518 0.03% 0.004%
48 7.825 2107 2110 2114 rVB3 797 527 0.03% 0.004%
49 7.944 2132 2147 2163 rBV 108889 205835 13.26% 1.595%
50 8.046 2176 2179 2181 rBV2 423 266 0.02% 0.002%
51 8.095 2184 2194 2222 rBV 366470 650458 41.92% 5.041%
52 8.336 2266 2269 2272 rBV2 921 630 0.04% 0.005%
53  8.522 2320 2327 2329 rBV 542 595 0.04% 0.005%
54  8.583 2343 2346 2349 rVB 752 471 0.03% 0.004%
55 8.603 2349 2352 2355 rBV 468 350 0.02% 0.003%
56 8.638 2360 2363 2371 rvB3 909 742 0.05% 0.006%
57 8.673 2371 2374 2378 rBvV2 477 363 0.02% 0.003%
58 8.857 2419 2431 2460 rBV 778597 1260795 81.25% 9.772%
59 9.056 2491 2493 2496 rVB2 763 400 0.03% 0.003%
60 9.152 2518 2523 2525 rBV3 1888 1488 0.10% 0.012%
61 9.230 2544 2547 2552 rBV2 584 623 0.04% 0.005%
62 9.304 2566 2570 2575 rVB2 490 499 0.03% 0.004%
63 9.336 2575 2580 2582 rBV2 364 364 0.02% ©0.003%
64 9.445 2610 2614 2616 rBV2 418 351 0.02% 0.003%
65 9.551 2644 2647 2652 rBv2 631 614 0.04% 0.005%
66 9.689 2686 2690 2692 rBV 461 379 0.02% 0.003%
67 9.744 2703 2707 2710 rBV4 431 404 0.03% 0.003%
68 10.133 2820 2828 2836 rBV4 3229 4506 0.29% 0.035%
69 10.220 2844 2855 2873 rBV 550842 860494 55.45% 6.669%
70 10.323 2885 2887 2894 rVB 579 553 0.04% 0.004%
71 10.387 2894 2907 2922 rVB 182392 311553 20.08%  2.415%
72 10.461 2927 2930 2933 rVB2 812 469 0.03% 0.004%
73 10.487 2933 2938 2946 rBV2 551 567 0.04% 0.004%
74 10.561 2954 2961 2966 rBV3 816 1079 0.097% 0.008%
75 10.587 2966 2969 2972 rBV3 858 623 0.04% 0.005%
76 10.657 2989 2991 2995 rBV3 555 357 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41621\
Data File : VV021044.D

Acqg On : 16 Apr 2021 13:51
Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/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_ V\Method\SFAMVLMO41421WMA.M
Title : VOC Analysis
77 10.776 3022 3028 3030 rBV2 431 447 0.03% 0.003%
78 10.808 3035 3038 3044 rVB3 606 563 0.04% 0.004%
79 10.860 3051 3054 3055 rBV 785 397 0.03% 0.003%
80 10.921 3067 3073 3075 rBV4 2938 3311 0.21% 0.026%
81 11.082 3120 3123 3128 rVB2 501 352 0.02% 0.003%
82 11.104 3128 3130 3133 rBV 438 275 0.02% 0.002%
83 11.146 3139 3143 3144 rBV2 1292 978 0.06% 0.008%
84 11.255 3165 3177 3196 rBV 762027 1204450 77.62%  9.335%
85 11.429 3228 3231 3240 rVB5 2267 2476 0.16% 0.019%
86 11.464 3240 3242 3244 rBV2 493 298 0.02% 0.002%
87 11.513 3255 3257 3262 rBV3 654 467 0.03% 0.004%
88 11.632 3282 3294 3311 rBV 828808 1288483 83.03% 9.987%
89 11.828 3352 3355 3359 rVB3 863 634 0.04% 0.005%
90 11.850 3359 3362 3365 rBV 620 524 0.03% 0.004%
91 11.937 3387 3389 3391 rBV 486 338 0.02% 0.003%
92 12.024 3412 3416 3422 rVB 937 773 0.05% 0.006%
93 12.056 3422 3426 3430 rBV 629 651 0.04% 0.005%
94 12.258 3478 3489 3501 rVB2 71871 114313 7.37% ©.886%
95 12.541 3576 3577 3582 rVB2 564 277 0.02% 0.002%
96 12.657 3611 3613 3615 rBV 622 299 0.02% 0.002%
97 12.873 3677 3680 3684 rBV2 491 352 0.02% 0.003%
98 13.072 3740 3742 3745 rVB 638 318 0.02% 0.002%
99 13.455 3858 3861 3862 rBV 589 320 0.02% 0.002%
100 14.046 4034 4045 4052 rBV3 3550 6296 0.41% 0.049%
Sum of corrected areas: 12902111
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041621\
Data File : VV021044.D

Acqg On : 16 Apr 2021 13:51
Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41421WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021044.D\data.ms
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Abundance TIC: VV021044.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41621\
Data File : VV@21044.D

Acqg On : 16 Apr 2021 13:51

Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9

Quant Method

Quant Title : VOC Analysis

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41421WMA .M

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

4 4-(2-Acetylamino-1-(trimeth...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.259 4.75 ug/L 114313  1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(2-Acetylamino-1-(trimethylsil... 339 C16H29NO3Si2 1000373-43-5 64
2 p-Trimethylsilyloxyphenyl-(trime... 398 C18H3404Si3 1000079-05-1 59
3 2-(Trimethylsilyl)amino-4-methyl... 267 C13H25N0Si2 1000373-28-1 53
4 4-Hydroxymandelic acid, ethyl es... 340 C16H2804Si2 1000071-53-3 50
5 Benzeneethanamine, N-butyl-.beta... 353 C18H35N02Si2  ©40629-66-1 50

Abundance Scan 3489 (12.258 min): VV021044.D\data.ms (-3478) (- m/z 73.05 100.00%
73.0
267.1
5000
1200 1250
193.0 : :
0‘“‘u\‘h““%4$§HNNH‘NHNWW“““““““ m/z 267.10 61.63%
m/z--> 50 100 150 200 250 300 350
Abundance #175766: 4-(2-Acetylamino-1-(trimethylsilyloxy)ethyl)pher
267.0
73.0
5000 T —
12.00 12.50
m/z 268.10 17.41%
NECL 116.0 193.0 3240
\\\\‘\\\\‘\\\\H[‘\‘\HT\‘\\\\“\‘\‘\\‘\\‘\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #210982: p-Trimethylsilyloxyphenyl-(trimethylsilyloxy)trim
73.0 267.0
— —
12.00 12.50
5000 m/Z 251.00 9.76%
147.0
B0 || 180 | 3110 0,
Ao I I e e e B A
m/z--> 50 100 150 200 250 300 350
Abundance #116252: 2-(Trimethylsilyl)amino-4-methylphenol trimethy P ——
267.0 12.00 12.50
73.0 m/z 269.00 9.46%
5000
164.0
ol2eQ | 12004 2204 e
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41621\
Data File : VV021044.D

Acqg On : 16 Apr 2021 13:51
Operator : SY/MD

Sample : M2067-02

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41421WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

4-(2-Acetylamin... 12.259 4.8 ug/L 114313 3 11.255 1204450 50.0
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