LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090618\
Data File : VV007424.D

Aca On : 06 Sep 2018 17:02

Operator : SY/MD

Sample : J4719-04

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLMO90418WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.322 64 72 88 rBv 221898 274941 9.23% 1.339%
2 1.393 88 94 101 rBV 100808 99112 3.33% 0.483%
3 1.560 141 146 162 rVB 184230 230258 7.73% 1.121%
4 1.923 253 259 268 rVB 19869 32492 1.09% 0.158%
5 2.126 312 322 333 rBV 436074 609828 20.48% 2.969%
6 2.196 334 344 363 rVV 671007 1004439 33.73% 4.891%
7 2.422 406 414 436 rVB 39417 73827 2.48% 0.359%
8 2.788 521 528 540 rVB 36017 58561 1.97% 0.285%
9 2.997 585 593 606 rVB2 20257 39400 1.32% 0.192%
10 3.428 725 727 730 rBV2 578 440 0.01% 0.002%
11 3.505 749 751 755 rVB2 804 476 0.02% 0.002%
12 3.550 755 765 776 rBV9 5468 11333 0.38% 0.055%
13 3.685 805 807 813 rVB3 371 328 0.01% 0.002%
14 3.759 818 830 845 rBV7Y 4137 10825 0.36% 0.053%
15 3.962 877 893 909 rBV2 482179 1218567 40.92% 5.933%
16 4.299 995 998 1001 rBV3 517 392 0.01% 0.002%
17 4.405 1014 1031 1060 rBv 315746 756373 25.40% 3.683%
18 4_.550 1073 1076 1080 rBv3 516 415 0.01% 0.002%
19 4.569 1080 1082 1085 rBvV3 545 321 0.01% 0.002%
20 4.659 1108 1110 1115 rBvV3 419 354 0.01% 0.002%
21 4.688 1115 1119 1121 rBvV2 648 539 0.02% 0.003%
22 4.727 1122 1131 1138 rVB8 2214 3920 0.13% 0.019%
23 4.807 1150 1156 1159 rBvV4 369 385 0.01% 0.002%
24 5.100 1228 1247 1273 rBv2 813408 1962186 65.90% 9.554%
25 5.286 1301 1305 1307 rBv4 1156 801 0.03% 0.004%
26 5.383 1324 1335 1354 rVB3 16427 36124 1.21% 0.176%
27 5.589 1379 1399 1410 rBv4 13177 38404 1.29% 0.187%
28 5.669 1410 1424 1449 rVvV 656148 1276823 42.88% 6.217%
29 5.884 1489 1491 1493 rBV3 924 395 0.01% 0.002%

30 5.965 1503 1516 1530 rVB2 72770 142380 4.78% 0.693%

31 6.126 1551 1566 1592 rVvVv 435731 881416 29.60% 4.292%

32 6.241 1594 1602 1615 rVB3 12343 23854 0.80% 0.116%
33 6.344 1626 1634 1635 rBV6 4054 5022 0.17% 0.024%
34 6.527 1686 1691 1692 rBV2 523 473 0.02% 0.002%
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Aca On : 06 Sep 2018 17:02

Operator : SY/MD
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Intearation Parameters: LSCINT.P
Intearator: RTE
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Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMO90418WMA .M
Title : VOC Analysis

35 6.634 1721 1724 1725 rBVv4 524 299 0.01% 0.001%
36 6.727 1743 1753 1759 rBVv4 2670 4462 0.15% 0.022%
37 6.791 1770 1773 1776 rBV5 419 339 0.01% 0.002%
38 6.810 1776 1779 1784 rVB4 618 646 0.02% 0.003%
39 6.897 1801 1806 1808 rVB2 530 366 0.01% 0.002%
40 6.949 1819 1822 1824 rBV 630 349 0.01% 0.002%

41 7.035 1836 1849 1872 rBV 213325 380697 12.78% 1.854%
42 7.293 1918 1929 1937 rBV6 7840 16398 0.55% 0.080%
43 7.363 1938 1951 1965 rBV 818487 1398365 46.96% 6.809%
44 7.669 2034 2046 2059 rBvV 162025 270984 9.10% 1.319%
45 8.023 2134 2156 2180 rBV 1751286 2977691 100.00% 14.499%

46 8.142 2182 2193 2227 rVV 656304 1241251 41.69% 6.044%

47 8.511 2305 2308 2310 rBV2 845 533 0.02% 0.003%
48 8.611 2333 2339 2345 rVB7 1126 1710 0.06% 0.008%
49 8.653 2345 2352 2354 rBV3 599 707 0.02% 0.003%
50 8.717 2369 2372 2375 rBV3 682 503 0.02% 0.002%
51 8.775 2386 2390 2398 rVB7 660 862 0.03% 0.004%
52 8.839 2408 2410 2412 rBV 617 349 0.01% 0.002%
53 8.900 2414 2429 2460 rBvV 976367 1594166 53.54% 7.762%
54 9.283 2528 2548 2572 rBV7 19302 68085 2.29% 0.332%
55 9.543 2621 2629 2637 rBV7 1665 2859 0.10% 0.014%
56 9.650 2654 2662 2673 rBV3 5185 8775 0.29% 0.043%
57 9.756 2685 2695 2711 rBV3 5955 13889 0.47% 0.068%
58 9.859 2717 2727 2738 rBV9 3951 7679 0.26% 0.037%
59 9.904 2739 2741 2745 rVV4 754 480 0.02% 0.002%
60 9.968 2757 2761 2764 rVB4 989 668 0.02% 0.003%
61 10.058 2782 2789 2797 rVV8 2272 3758 0.13% 0.018%
62 10.119 2801 2808 2816 rVB5 2618 3886 0.13% 0.019%
63 10.225 2838 2841 2842 rBV2 461 295 0.01% 0.001%
64 10.267 2842 2854 2875 rBV 651974 1043328 35.04% 5.080%
65 10.424 2893 2903 2916 rVB2 3897 7171 0.24% 0.035%
66 10.482 2916 2921 2928 rBV7 1196 1846 0.06% 0.009%
67 10.553 2937 2943 2954 rBVS 2727 5497 0.18% 0.027%
68 10.611 2958 2961 2962 rBV3 810 409 0.01% 0.002%
69 10.637 2962 2969 2982 rVB6 4889 9998 0.34% 0.049%
70 10.714 2989 2993 2996 rBV3 474 475 0.02% 0.002%
71 10.785 3011 3015 3017 rBv4 551 431 0.01% 0.002%
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Title : VOC Analysis
72 10.865 3030 3040 3042 rBV5 1607 2114 0.07% 0.010%
73 10.920 3048 3057 3060 rBvVS 5483 8490 0.29% 0.041%
74 11.154 3120 3130 3133 rBV3 10393 16553 0.56% 0.081%
75 11.299 3163 3175 3203 rBV 776638 1331654 44.72% 6.484%
76 11.595 3253 3267 3279 rBV3 17923 41754 1.40% 0.203%
77 11.678 3280 3293 3319 rVvVv 739806 1257347 42.23% 6.122%
78 11.781 3322 3325 3327 rBV2 675 348 0.01% 0.002%
79 11.823 3336 3338 3340 rBV3 955 583 0.02% 0.003%
80 11.958 3377 3380 3384 rBV5 778 614 0.02% 0.003%
81 12.022 3397 3400 3405 rBV5 798 736 0.02% 0.004%
82 12.257 3469 3473 3476 rBV2 495 338 0.01% 0.002%
83 12.296 3478 3485 3492 rBVS 1885 3581 0.12% 0.017%
84 12.550 3562 3564 3570 rVB5 757 584 0.02% 0.003%
85 12.669 3599 3601 3605 rBV2 491 312 0.01% 0.002%
86 12.752 3624 3627 3630 rVB2 494 333 0.01% 0.002%
87 12.781 3631 3636 3638 rBV3 1053 902 0.03% 0.004%
88 13.058 3718 3722 3724 rBV4 594 461 0.02% 0.002%
89 13.112 3736 3739 3742 rBV3 757 538 0.02% 0.003%
90 13.145 3747 3749 3753 rVB4 610 385 0.01% 0.002%
91 13.167 3753 3756 3758 rBV2 468 312 0.01% 0.002%
92 13.215 3769 3771 3775 rBV3 507 424 0.01% 0.002%
93 13.292 3790 3795 3798 rBV2 1033 974 0.03% 0.005%
94 13.312 3798 3801 3802 rBV 675 371 0.01% 0.002%
95 13.611 3892 3894 3897 rVvv2 616 354 0.01% 0.002%
96 13.662 3908 3910 3911 rBV2 703 284 0.01% 0.001%
97 14.029 4021 4024 4027 rVB3 886 530 0.02% 0.003%
98 14.100 4044 4046 4049 rVB3 738 414 0.01% 0.002%
99 14.431 4146 4149 4152 rBV 1002 610 0.02% 0.003%
100 14.817 4267 4269 4270 rBvV 935 309 0.01% 0.002%
Sum of corrected areas: 20537819
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090618\
Vv007424.D

06 Sep 2018 17:02

SY/MD

J4719-04

5.0 mL/MSVOA V/WATER

7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O90418WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P

Abundance TIC: VW007424.D
1500000
1000000
5.10
2.20 5.67
500000 2. 6.13
132 ) o
o 1.92 2.42 2,79 3.00 3 3555 6976 44m1 5. @38 5.59 5.88 | \6.28.346.52
T T T | T T T T T T T T T T | T T T | T T T T | T
Time--> 1.50 2.00 250 '3.00 3k 400 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW007424.D
8[02
1500000
1000000 8.90
7.36
8.14 10.27
500000
o - EBEIERY 8 mss{sl 928 9,503,658 70GEI0 mmmmez 111 117821262
| T T ‘l‘ T I LI B B B T T T T T
Time--> 7.00 7.50 8.00 '8.50 9.00 9.50 10,00 10.50 11,00 11.50 12.00
Abundance TIC: VW007424.D
1500000
1000000
500000
oL122280 1253167778 13WABUPZD 13H66 14030 1443  14.82
T T T [T T T T T ——— = —
Time--> 12/50 13.00 13:50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV090618\
Data File : VV007424.D

Aca On : 06 Sep 2018 17:02

Operator : SY/MD

Sample : J4719-04

Misc : 5.0 mL/MSVOA V/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O90418WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.42 2.89 ug/L 73827 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetonitrile 41 C2H3N 000075-05-8 40
2 Methvl isocvanide 41 C2H3N 000593-75-9 40
3 Acetonitrile 41 C2H3N 000075-05-8 40
4 Acetonitrile 41 C2H3N 000075-05-8 40
5 Acetonitrile 41 C2H3N 000075-05-8 9

Abundance Scan 414 (2.422 min): VV007424.D (-406) (-) m/z 41.00 100.00%
41
5000
2.00 2.20 2.40 2.60 2.80
SR /- NN | G X2 m/z 40.00 50.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54: Acetonitrile
41
2.00 2.20 2.40 2.60 2.80
- m/z 38.95 17.94%
14
m/z--> 20 40 eb 85 160 150 150 160 180 200 250 250
Abundance #55: Methyl isocyanide
41
2.00 2.20 2.40 2.60 2.80
5000 m/z 37.95 11.37%
1528”
| |
m/z--> 25 40 eb 85 160 150 150 160 180 200 250 250
Abundance #51: Acetonitrile
41 2.00 2.20 2.40 2.60 2.80
m/z 41.95 3.21%
5000
14 28 |
m/z--> 25 40 eb 85 160 150 150 160 180 200 250 250 2. oo 2. 50 2. 40 2. %0 2. éo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV090618\
Data File : VV007424.D

Acq On : 06 Sep 2018 17:02

Operator : SY/MD

Sample : J4719-04

Misc : 5.0 mL/MSVOA_V/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O90418WMA .M
VOC Analysis

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

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

unknown-01 2.42 2.9 ug/L 73827 1 5.67 1276820 50.0
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