LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\methods\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65579.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.836 22 30 43 rVB 46189 59714 5.65% 0.236%
2 2.036 82 92 103 rBvV 60676 85730 8.11% 0.339%
3  2.168 124 133 145 rVB 54309 77552  7.34% 0.307%
4 2.544 237 250 262 rBV 43507 79364 7.51% 0.314%
5 2.679 282 292 310 rVB 30980 60646 5.74%  0.240%
6 2.994 377 390 408 rVB 53970 117785 11.14% 0.466%
7 3.380 496 510 523 rBV2 48726 108514 10.27% 0.430%
8 3.569 557 569 588 rVB2 29081 70929 6.71% 0.281%
9 3.705 595 611 626 rBv3 93990 300524 28.43% 1.190%
106 3.782 627 635 658 rWwW 49615 126789 12.00% 0.502%
11  3.907 662 674 690 rVW 31371 87813 8.31% 0.348%
12 4.007 691 705 726 rVB 53550 143136 13.54% 0.567%
13 4.277 761 789 816 rBV3 77878 235204 22.25% 0.931%
14 4.499 839 858 884 rVB2 54816 164835 15.60% 0.653%
15 4.762 922 940 965 rVB3 17397 62019 5.87% 0.246%
16 4.987 976 1010 1041 rBV7 128518 669582 63.35% 2.651%
17 5.846 1241 1277 1289 rBV2 217276 805875 76.24%  3.190%
18 6.782 1544 1568 1587 rBV5 175014 569621 53.89% 2.255%
19 6.891 1588 1602 1642 rVB4 83168 324746 30.72% 1.286%
20 7.167 1658 1688 1717 rBV6 117853 491645 46.51% 1.946%
21 7.328 1720 1738 1759 rVB 62823 163957 15.51% 0.649%
22 7.540 1781 1804 1815 rBV3 137572 419297 39.67% 1.660%
23 7.621 1816 1829 1844 rVV4 280392 739592 69.97% 2.928%
24 7.740 1844 1866 1891 rVB5 126030 529174 50.07%  2.095%
25 7.994 1926 1945 1961 rBV4 248094 646605 61.18% 2.560%
26 8.084 1961 1973 1979 rW 56557 125211 11.85% 0.496%
27 8.126 1980 1986 2005 rVB2 80176 163886 15.51% 0.649%
28 8.547 2099 2117 2145 rBV 315490 658821 62.33% 2.608%
29 8.798 2181 2195 2213 rBV 103831 214733 20.32% 0.850%
30 9.042 2254 2271 2278 rBV 144666 314818 29.78% 1.246%
31 9.167 2297 2310 2322 rBV3 155494 316408 29.94%  1.253%
32 9.235 2322 2331 2347 rVB 73519 138340 13.09% 0.548%
33 9.367 2356 2372 2386 rVB 74820 145534 13.77% 0.576%
34 9.592 2428 2442 2451 rBV2 19989 38603 3.65% 0.153%
35 9.659 2451 2463 2488 rVB 305907 559369 52.92% 2.214%

36 9.804 2496 2508 2526 rVB 110794 206516 19.54%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\methods\82N©12521W.M
Title : SW846 8260
37 9.952 2539 2554 2572 rBV 381163 694323 65.69% 2.749%
38 10.055 2572 2586 2597 rVW 441384 819600 77.54%  3.245%
39 10.122 2597 2607 2622 rVB 218262 399690 37.81% 1.582%
40 10.351 2663 2678 2685 rBV 107186 188843 17.87% 0.748%
41 10.396 2685 2692 2708 rVB 115527 194404 18.39% 0.770%
42 10.531 2722 2734 2744 rBV 114881 204901 19.39% 0.811%
43 10.598 2744 2755 2767 rVV 161037 288680 27.31% 1.143%
44 10.675 2767 2779 2785 rVW 107628 190250 18.00% ©0.753%
45 10.720 2785 2793 2814 rVV 275005 480356 45.45%  1.902%
46 10.823 2814 2825 2833 rVW 109329 190693 18.04%  0.755%
47 10.871 2833 2840 2858 rVB2 70097 125351 11.86%  0.496%
48 10.974 2860 2872 2887 rBV 51747 91211 8.63% 0.361%
49 11.376 2982 2997 3017 rBV2 440678 1056972 100.00% 4.184%
50 11.479 3017 3029 3048 rVB2 370415 627337 59.35%  2.483%
51 11.592 3049 3064 3082 rBV 398729 784485 74.22%  3.106%
52 11.923 3151 3167 3186 rBv4 328400 740818 70.09% 2.933%
53 12.042 3193 3204 3213 rBV 134264 211438 20.00% 0.837%
54 12.096 3213 3221 3241 rVB 52061 93738 8.87% 0.371%
55 12.219 3247 3259 3268 rBV 250471 412237 39.00% 1.632%
56 12.270 3268 3275 3289 rVB 69361 117122 11.08% 0.464%
57 12.373 3294 3307 3326 rVV 292913 497985 47.11% 1.971%
58 12.495 3326 3345 3359 rvv4 203492 663801 62.80% 2.628%
59 12.559 3359 3365 3379 rVvV 246244 395307 37.40% 1.565%
60 12.643 3379 3391 3401 rVV 196949 329683 31.19% 1.305%
61 12.704 3401 3410 3416 rVV 257317 416341 39.39% 1.648%
62 12.743 3416 3422 3444 rVB 187921 307565 29.10% 1.218%
63 12.965 3478 3491 3497 rBV 238334 393482 37.23% 1.558%
64 13.006 3497 3504 3520 rVB 302598 517082 48.92% 2.047%
65 13.141 3533 3546 3558 rBV 223112 360117 34.07% 1.426%
66 13.257 3567 3582 3591 rBV2 382609 643055 60.84%  2.546%
67 13.315 3591 3600 3627 rVB3 406920 890337 84.23%  3.525%
68 13.585 3672 3684 3690 rBV 215879 343293 32.48% 1.359%
69 13.624 3690 3696 3710 rVB 151664 251162 23.76% 0.994%
70 13.846 3753 3765 3777 rBV2 107854 185247 17.53% 0.733%
71 14.241 3875 3888 3901 rVB2 33473 63100 5.97% 0.250%
72 14.550 3970 3984 3999 rBV 240891 372157 35.21% 1.473%
73 14.878 4076 4086 4097 rBV 100561 168829 15.97% 0.668%
74 14.977 4106 4117 4128 rBV2 85478 139353 13.18% ©.552%
75 15.100 4142 4155 4172 rBV 118053 209583 19.83% 0.830%

76 15.280 4193 4211 4224 rBV2 95199 177856 16.83% 0.704%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_N\methods\82N©12521W.M
Title : SW846 8260

Sum of corrected areas: 25260671
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VNO125WBSDO1
: 5.00mL/MSVOA_N/WATER
: 15  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\

: VNO65579.D
: 25 Jan 2021 16:08

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDo1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Propyl acetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.235 10.50 ug/l 138340 1,4-Difluorobenzene 8.547
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11N 000109-73-9 9
3 Oxirane, 2,3-dimethyl-, cis- 72 CAH80 001758-33-4 5
4 Isobutylamine 73 C4H11N 000078-81-9 5

5 Acetic acid, 2-fluoroethyl ester 106 C4H7F02 1000367-87-9 4

Abundance Scan 2331 (9.235 min): VN065579.D\data.ms (-2322) (-) m/z 43.00 100.00%
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Abundance #4251: n-Propyl acetate
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Abundance #703: Oxirane, 2,3-dimethyl-, cis- R EaR e e
43.0 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDo1

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.550 20.90 ug/l 372157 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3984 (14.550 min): VN065579.D\data.ms (-3970) (-  m/z 119.05 100.00%
119.1
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
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5000 ‘14\50‘ T
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0 }\5\-‘0\‘\\\"‘\ \“i‘\“{“\ T MH‘M‘W\ \‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
1 \
14.50
5000 m/z 120.10 10.10%
91.0
39.0 65,0
0 }\5‘\'?\‘”\‘,‘\ Corp \‘”W‘H“N\ \M\H“wHHWHWHWH
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- coh ]
119.0 14.50
m/z 77.00 8.85%
5000
39.0 65.0 91.0
0 m_‘u“,‘H“:M“:“"H‘”_“H“;M‘M‘H“wmwmwm“m A‘ ANVAY
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12521\
Data File : VN@65579.D

Acqg On : 25 Jan 2021 16:08
Operator : JC/MD

Sample : VNO125WBSDO1

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 9.235 10.5 ug/l 138340 2 8.547 658821 50.0
Benzene, 1,2,4,... 14.550 20.9 ug/l 372157 4 13.312 890337 50.0
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