LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052419\
Data File : VU032307.D

Aca On : 24 May 2019 12:39

Operator : JC/SP

Sample > VIBLK41

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 62 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 U\METHOD\SOMULMO52419WMA .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 1.180 25 28 38 rvB3 11096 11154 0.42% 0.054%
2 1.396 88 95 106 rBV 322920 337495 12.76% 1.634%
3 1.669 172 180 196 rvVB 254218 334911 12.66% 1.622%
4 2.267 355 366 380 rBV 595504 895906 33.87% 4.338%
5 2.450 415 423 424 rBVS5 3141 3154 0.12% 0.015%
6 2.634 478 480 483 rVB 1028 556 0.02% 0.003%
7 2.698 494 500 509 rvB6 2528 3926 0.15% 0.019%
8 2.836 527 543 565 rBV 55122 120634 4 _.56% 0.584%
9 2.971 582 585 587 rBV3 1031 669 0.03% 0.003%
10 3.051 604 610 613 rBv4 596 672 0.03% 0.003%
11 3.113 627 629 633 rvB4 766 554 0.02% 0.003%
12 3.151 633 641 644 rBV3 1326 1384 0.05% 0.007%
13 3.219 659 662 666 rvVB2 726 669 0.03% 0.003%
14 3.251 666 672 674 rBV2 587 570 0.02% 0.003%
15 3.273 677 679 686 rvv3 783 736 0.03% 0.004%
16 3.309 686 690 696 rvB4 625 503 0.02% 0.002%
17 3.450 729 734 736 rVB3 725 485 0.02% 0.002%
18 3.543 758 763 768 rVB3 600 743 0.03% 0.004%
19 3.852 855 859 863 rVB3 584 542 0.02% 0.003%
20 3.916 875 879 883 rBV 604 512 0.02% 0.002%
21 4.174 947 959 985 rBV 217914 596797 22.56% 2.890%
22 4.431 1035 1039 1043 rBvV5 766 775 0.03% 0.004%
23 4.524 1064 1068 1070 rBv4 847 598 0.02% 0.003%
24 4.640 1086 1104 1130 rBvV 433210 1029602 38.92% 4 .986%
25 4.990 1209 1213 1215 rBvV3 749 610 0.02% 0.003%
26 5.084 1237 1242 1246 rBvV2 786 701 0.03% 0.003%
27 5.183 1267 1273 1277 rVB5 730 771 0.03% 0.004%
28 5.215 1280 1283 1287 rBvV2 747 651 0.02% 0.003%
29 5.334 1294 1320 1349 rBv2 893281 2645486 100.00% 12.810%
30 5.759 1448 1452 1454 rBV3 752 465 0.02% 0.002%
31 5.881 1473 1490 1515 rBV 841372 1687111 63.77% 8.170%
32 6.180 1573 1583 1601 rVB7 11332 26685 1.01% 0.129%
33 6.325 1614 1628 1655 rBV 565656 1129783 42.71% 5.471%
34 6.466 1669 1672 1679 rVB6 1543 1538 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052419\
Data File : VU032307.D

Aca On : 24 May 2019 12:39

Operator : JC/SP

Sample > VIBLK41

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 62 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_U\METHOD\SOMULMO52419WMA _M
Title : VOC Analysis

35 6.592 1709 1711 1714 rVv2 872 581 0.02% 0.003%
36 6.633 1722 1724 1729 rVB3 687 669 0.03% 0.003%
37 6.714 1748 1749 1756 rVB 746 643 0.02% 0.003%
38 6.852 1789 1792 1795 rBV 1210 613 0.02% 0.003%
39 6.881 1795 1801 1802 rBV3 1330 1137 0.04% 0.006%
40 7.112 1869 1873 1877 rBV3 580 517 0.02% 0.003%
41 7.154 1882 1886 1888 rBV2 620 478 0.02% 0.002%

42 7.225 1894 1908 1932 rBV 301483 560787 21.20% 2.716%
43 7.559 1997 2012 2031 rBV 1235652 2197919 83.08% 10.643%
44 7.846 2090 2101 2128 rBvV2 211291 379281 14.34% 1.837%

45 8.106 2179 2182 2186 rVB3 987 678 0.03% 0.003%
46 8.157 2195 2198 2201 rBV3 820 660 0.02% 0.003%
47 8.225 2216 2219 2221 rBV3 1456 1104 0.04% 0.005%
48 8.264 2227 2231 2233 rBvV4 803 530 0.02% 0.003%
49 8.309 2233 2245 2280 rBvV 645355 1270050 48.01% 6.150%
50 8.534 2313 2315 2318 rBV3 1196 685 0.03% 0.003%
51 8.585 2329 2331 2335 rVB3 1075 506 0.02% 0.002%
52 8.730 2373 2376 2377 rBV2 1029 663 0.03% 0.003%
53 8.800 2395 2398 2401 rVB 755 541 0.02% 0.003%
54 8.839 2407 2410 2417 rBV5 765 790 0.03% 0.004%
55 9.019 2462 2466 2471 rVB4 986 906 0.03% 0.004%
56 9.087 2471 2487 2510 rBV 1247945 2131157 80.56% 10.320%
57 9.241 2531 2535 2536 rBV2 1757 1166 0.04% 0.006%
58 9.254 2536 2539 2547 rVB5 2922 3361 0.13% 0.016%
59 9.376 2570 2577 2588 rBV3 4124 7553 0.29% 0.037%
60 9.437 2594 2596 2599 rvVB2 1344 621 0.02% 0.003%
61 9.482 2608 2610 2617 rVB4 890 723 0.03% 0.004%
62 9.527 2617 2624 2627 rVB4 538 665 0.03% 0.003%
63 9.559 2628 2634 2636 rBv4 1025 702 0.03% 0.003%
64 9.591 2642 2644 2651 rVB3 876 724 0.03% 0.004%
65 9.717 2678 2683 2684 rBV3 609 503 0.02% 0.002%
66 9.746 2689 2692 2696 rBV2 854 490 0.02% 0.002%
67 9.775 2696 2701 2702 rBV2 1329 853 0.03% 0.004%
68 10.083 2794 2797 2803 rVB3 946 922 0.03% 0.004%
69 10.125 2803 2810 2812 rBV2 935 844 0.03% 0.004%
70 10.157 2816 2820 2821 rBV3 967 537 0.02% 0.003%
71 10.199 2831 2833 2837 rVB3 878 578 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052419\
Data File : VU032307.D

Aca On : 24 May 2019 12:39

Operator : JC/SP

Sample > VIBLK41

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 62 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO52419WMA .M
VOC Analysis

72 10.427 2887 2904 2922 rBV 870610 1417172 53.57% 6.862%

73 10.566 2944 2947 2948 rBV2 1164 661 0.02% 0.003%
74 10.733 2993 2999 3004 rVB5 846 1001 0.04% 0.005%
75 10.810 3019 3023 3026 rBV3 965 642 0.02% 0.003%
76 11.038 3091 3094 3099 rVB2 727 613 0.02% 0.003%
77 11.083 3104 3108 3111 rBV3 1457 1279 0.05% 0.006%
78 11.157 3128 3131 3138 rVB4 877 971 0.04% 0.005%
79 11.292 3171 3173 3176 rVB2 920 535 0.02% 0.003%
80 11.324 3181 3183 3189 rVB2 662 537 0.02% 0.003%

81 11.479 3219 3231 3258 rBV 1114144 1854236 70.09% 8.979%
82 11.855 3336 3348 3375 rBV 1153723 1949140 73.68% 9.438%

83 12.382 3509 3512 3514 rBV2 936 647 0.02% 0.003%
84 12.424 3523 3525 3528 rVB2 882 489 0.02% 0.002%
85 12.466 3534 3538 3540 rBV3 925 762 0.03% 0.004%
86 12.514 3551 3553 3558 rVB2 1218 621 0.02% 0.003%
87 12.604 3578 3581 3584 rBV2 769 558 0.02% 0.003%
88 12.874 3661 3665 3667 rBV 799 627 0.02% 0.003%
89 13.035 3711 3715 3718 rBV3 741 806 0.03% 0.004%
90 13.312 3797 3801 3804 rBV3 882 893 0.03% 0.004%
91 13.524 3864 3867 3870 rBV3 1162 769 0.03% 0.004%
92 13.656 3904 3908 3913 rBV4 1211 980 0.04% 0.005%
93 13.688 3914 3918 3919 rBV2 842 542 0.02% 0.003%
94 13.749 3932 3937 3943 rVB4 1264 1483 0.06% 0.007%
95 14.125 4051 4054 4056 rBV3 756 525 0.02% 0.003%
96 14.357 4120 4126 4133 rBv4 1220 2097 0.08% 0.010%
97 14.469 4158 4161 4164 rBV3 769 621 0.02% 0.003%
98 14.974 4314 4318 4322 rVV4 1573 1291 0.05% 0.006%
99 15.205 4388 4390 4392 rBV2 1071 653 0.02% 0.003%
100 15.437 4458 4462 4467 rVB5 1563 1344 0.05% 0.007%
Sum of corrected areas: 20650980
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052419\
VU032307.D

24 May 2019 12:39

JC/SP

VIBLK41

5.0mL/MSVOA U/WATER

62 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM052419WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU032307.D
2000000
1500000
1000000
5.33 588
500000
(?.84& 6.18, !
Oh: 2.452.8F SBRIRPFTB. 454 3.892 . .1 6.4B.!
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU032307.D
2000000
1500000
7.56 9.09
1148 1185
1000000
10.43
8.31
500000
7.22
7.85
0 .637 BHEB MJL k 84. 8h53%8B.33884 Q(M 920 FRFHOT A 10008330 10.5701031 1110a81a12%2
— T T e B e B e e e T e B e e B LB A i b s e s ey e
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: VU032307.D
2000000
1500000
1000000
500000
0 1222823160 12.873.04 13.3113.3R3EWT5 14.13 14.86.47 14.97 15.21 15.44
———T—T—T T[T L B e L S o e e e L e s e e e e e B B A e e
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 U\DATA\VU052419\
Data File : VU032307.D

Aca On 24 May 2019 12:39

Operator : JC/SP

Sample > VIBLK41

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM052419WMA .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 1

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

7.22 16.62 ug/L 560787 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 38
2 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 28
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 28
4 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 28
5 1,4-Cyclohexadiene 80 C6H8 000628-41-1 9

Abundance Scan 1906 (7.219 min): VU032307.D (-1894) (-) m/z 79.10 100.00%
79
5000
42
114
3 6.80 7.00 7.20 7.40 7.60
o....,....-,'..'f'.,‘??.-.;....,...!,....,....,....,....,?97.. m/z 42.00 35.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
51 m/z 81.00 33.75%
i‘ M| 112
G S S I I I L B S SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 114.00 22 .98%
ol 15 29 61 91 111 127
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1080: 1,3-Cyclohexadiene e BAmas e B R
6.80 7.00 7.20 7.40 7.60
m/z 51.00 18.57%
5000
39
27 o1 65
o} R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052419\
Data File : VU032307.D

Acq On : 24 May 2019 12:39

Operator : JC/SP

Sample > VIBLK41

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM052419WMA .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 7.22 16.6 ug/L 560787 1 5.88 1687110 50.0
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