LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\
Data File : VV028842.D

Acqg On : 02 Nov 2022 15:33
Operator : SY/MD

Sample : N5301-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103122WMA.M
Title : VOC Analysis

Signal : TIC: VV028842.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 102 rVB 195197 221294 13.99% 1.837%
2 1.564 156 163 177 rVB 228003 260729 16.49% 2.165%
3 2.165 322 331 352 rVB 391197 555652 35.13% 4.613%
4 2.609 485 488 490 rBV4 2061 1210 ©0.08% 0.010%
5 2.671 504 507 510 rBV5 1279 1081 0.097% 0.009%
6 2.719 520 522 524 rBV3 1281 682 0.04% 0.006%
7 2.854 561 564 565 rBv3 1299 560 0.04% 0.005%
8 2.879 569 572 573 rBV3 987 643 0.04% 0.005%
9 2.941 588 591 592 rBv3 1646 1070 0.07% 0.009%
106 2.982 600 604 605 rBvV3 1341 1112 0.07% 0.009%
11 3.072 628 632 638 rVB8 2691 2727 0.17% 0.023%
12 3.101 638 641 642 rBV3 1562 748 0.05% 0.006%
13 3.291 696 700 702 rBVS 1593 910 ©0.06% 0.008%
14 3.307 702 705 706 rBV3 1151 580 0.04% 0.005%
15 3.423 738 741 742 rBV3 1150 520 0.03% 0.004%
16 3.465 748 754 756 rBV7 1809 1675 0.11% 0.014%
17 3.529 771 774 777 rVB6 1020 692 0.04% 0.006%
18 3.590 789 793 795 rBv4 1253 856 0.05% 0.007%
19 3.606 795 798 802 rBV6 986 883 0.06% 0.007%
20 3.757 842 845 847 rBV3 1160 832 0.05% 0.007%
21 3.789 853 855 859 rBVS 1390 867 0.05% 0.007%
22 3.812 859 862 864 rBV4 1820 1311 0.08% 0.011%
23  3.876 873 882 918 rBV 144655 422007 26.68% 3.504%
24 4.342 1013 1027 1051 rBV 240263 596095 37.69%  4.949%
25 4.481 1068 1070 1073 rBV4 1916 844 0.05% 0.007%
26 4.551 1090 1092 1096 rVB5 1704 1007 ©0.06% 0.008%
27 4.783 1162 1164 1169 rBV6 1159 918 ©0.06% 0.008%
28 5.043 1228 1245 1277 rBV2 598182 1581564 100.00% 13.130%
29 5.613 1411 1422 1450 rBV 496986 1005412 63.57% 8.347%
30 6.008 1543 1545 1546 rBV2 1606 601 0.04% ©0.005%
31 6.066 1551 1563 1590 rVB 366877 754087 47.68% 6.260%
32 6.503 1697 1699 1701 rBV3 1651 683 0.04% 0.006%
33 6.561 1714 1717 1721 rBV6 1899 1238 0.08% 0.010%
34 6.635 1738 1740 1744 rBV4 2839 2345 0.15% 0.019%
35 6.776 1781 1784 1785 rBvV3 1201 735 0.05% 0.006%

36 6.982 1838 1848 1866 rBV 166309 308810 19.53%  2.564%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\
Data File : VV028842.D

Acqg On : 02 Nov 2022 15:33
Operator : SY/MD

Sample : N5301-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103122WMA.M
Title : VOC Analysis
37 7.310 1939 1950 1974 rBV 639739 1135006 71.76% 9.423%
38 7.619 2037 2046 2066 rBV 107229 192527 12.17%  1.598%
39 7.928 2139 2142 2143 rBV3 2033 1299 0.08% 0.011%
40 7.963 2151 2153 2156 rBv4 1566 1177 0.07% 0.010%
41  8.043 2176 2178 2181 rBvV4 1236 935 0.06% 0.008%
42 8.085 2182 2191 2228 rVV 446024 915268 57.87% 7.599%
43  8.506 2320 2322 2324 rBV3 1451 822 0.05% 0.007%
44  8.712 2384 2386 2387 rBvV2 1142 552 0.03% 0.005%
45  8.802 2410 2414 2416 rBV6 1374 1277 ©0.08% 0.011%
46 8.847 2416 2428 2454 rW 744272 1223982 77.39% 10.162%
47  9.059 2491 2494 2497 rBV5 1988 1386 0.09% 0.012%
48  9.230 2544 2547 2549 rBV3 1607 1074 0.07% 0.009%
49 9.249 2549 2553 2556 rVB6 1823 1706 0.11% 0.014%
50 9.268 2556 2559 2561 rBV3 1316 877 0.06% 0.007%
51 9.387 2594 2596 2597 rBvV2 1515 688 0.04% 0.006%
52 9.445 2609 2614 2616 rBV5 1428 1273 0.08% 0.011%
53 9.780 2715 2718 2721 rBV5 1056 854 0.05% 0.007%
54  9.828 2730 2733 2735 rBV4 1328 935 0.06% 0.008%
55 9.908 2755 2758 2760 rBV4 1575 1021 ©0.06% 0.008%
56 9.979 2776 2780 2781 rBv4 1255 848 0.05% 0.007%
57 10.001 2785 2787 2789 rvVB3 1498 619 0.04% 0.005%
58 10.207 2839 2851 2870 rBV 465447 758412 47.95%  6.296%
59 10.464 2926 2931 2933 rBV5 2777 2288 0.14% 0.019%
60 10.513 2944 2946 2949 rVW4 1360 778 0.05% 0.006%
61 10.657 2989 2991 2995 rVB5 1426 818 ©0.05% 0.007%
62 10.683 2995 2999 3002 rBVS5 1952 1467 0.09% 0.012%
63 10.770 3023 3026 3027 rBV3 1200 715 0.05% ©0.006%
64 10.847 3046 3050 3051 rBV4 1848 1266 ©0.08% 0.011%
65 10.892 3061 3064 3066 rBV4 943 630 0.04% 0.005%
66 11.082 3120 3123 3127 rVB5 1487 932 0.06% 0.008%
67 11.162 3146 3148 3152 rVB4 1387 765 ©0.05% 0.006%
68 11.191 3152 3157 3161 rBV7 1748 1239 0.08% 0.010%
69 11.239 3161 3172 3194 rBV 663459 1064863 67.33% 8.841%
70 11.615 3279 3289 3311 rVB 596083 960822 60.75% 7.977%
71 11.995 3405 3407 3409 rBV3 1562 781 0.05% 0.006%
72 12.043 3420 3422 3426 rVB5 1886 1388 0.09% 0.012%
73 12.059 3426 3427 3429 rBV2 1610 729 0.05% 0.006%
74 12.088 3433 3436 3440 rBV5S 2122 1665 0.11% 0.014%
75 12.197 3468 3470 3472 rBV3 1688 822 0.05% 0.007%
76 12.242 3481 3484 3488 rVB6 1465 1220 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\
Data File : VV028842.D

Acqg On : 02 Nov 2022 15:33
Operator : SY/MD

Sample : N5301-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVLM103122WMA.M
Title : VOC Analysis
77 12.275 3492 3494 3501 rVB8 1516 1248 0.08% 0.010%
78 12.307 3501 3504 3508 rBV6 1641 1351 ©0.09% 0.011%
79 12.545 3576 3578 3583 rVB6 1558 852 0.05% 0.007%
80 12.728 3631 3635 3639 rBV6 1694 1391 0.09% 0.012%
81 12.747 3639 3641 3645 rVB4 1502 996 0.06% 0.008%
82 12.767 3645 3647 3649 rBV3 1268 747 0.05% 0.006%
83 12.776 3649 3650 3656 rVB6 2056 1070 0.07% ©.009%
84 12.924 3694 3696 3700 rVB4 1800 1157 0.097% 0.010%
85 12.943 3700 3702 3703 rBV2 1121 478 0.03% 0.004%
86 12.979 3711 3713 3718 rBV6 1222 935 0.06% 0.008%
87 13.024 3724 3727 3729 rBV3 1811 846 0.05% 0.007%
88 13.053 3734 3736 3738 rBV3 1649 868 0.05% 0.007%
89 13.201 3780 3782 3783 rBV2 1509 575 0.04% 0.005%
90 13.252 3793 3798 3799 rBV3 1355 1127 0.07% 0.009%
91 13.268 3799 3803 3809 rvvs8 1839 2241  0.14% 0.019%
92 13.307 3814 3815 3820 rBV4 1424 950 0.06% 0.008%
93 13.448 3856 3859 3862 rBV5 2435 1319 0.08% 0.011%
94 13.464 3862 3864 3867 rVB4 2195 993 0.06% 0.008%
95 13.484 3868 3870 3872 rBV3 1325 711 0.04% 0.006%
96 13.599 3901 3906 3908 rBV4 1410 1093 0.07% 0.009%
97 14.136 4069 4073 4077 rVB6 2178 1955 0.12% 0.016%
98 14.159 4077 4080 4084 rBV4 1612 1289 0.08% 0.011%
99 14.342 4135 4137 4139 rBV3 1480 569 0.04% 0.005%
100 14.561 4203 4205 4209 rBV5 2184 1805 0.11% 0.015%
Sum of corrected areas: 12045272
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\

: Vv028842.D

: 02 Nov 2022 15:33
: SY/MD

: N5301-16

: 5.0mL/MSVOA_V/WATER
14

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103122WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: VV028842.D\data.ms

5.043

5.613

2.105
6.066

1.564 4.342
1.304

44851 4.783 6.0 666

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance

700000

600000

500000

400000

300000

200000

100000

TIC: VV028842.D\data.ms
8.847

7.310 11.239

11.615

10.207

8.085

6.982

7.619

Time-->

8.5068. JO 9.05% 7288
‘ e ey
9.00 9.50

10.00

= e \
10.50 11.00 11.50

Abundance

700000

600000

500000

400000

300000

200000

100000

T
8.50
TIC: VV028842.D\data.ms

4.561

WAIGR 3424561

14.00

14.50 15.00 15.50 16.00 16.50 17.00

13.00

13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\
Data File : VV028842.D

Acqg On : 02 Nov 2022 15:33
Operator : SY/MD

Sample : N5301-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103122WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
6.982 15.36 ug/L 308810 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.,.alpha.-Dichloromethyl m... 114 C2H4C120 004885-02-3 25
2 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23
3 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 23
4 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 17
5 Thiophosgene 114 CCl2s 000463-71-8 16
Abundance Scan 1848 (6.982 min): VV028842.D\data.ms (-1838) (-) m/z 78.90 100.00%
78.9
5000 42.0 /\\
113.8 T
‘ 62.9 6.60 6.80 7.00 7.20 7.40
o820 1416, 42,00 49.88%
miz--> 20 40 60 80 100 120 140
Abundance  #7957: .alpha.,.alpha.-Dichloromethyl methyl ether Jk
79.0
5000 T T T T T ir[rrrril
6.60 6.80 7.00 7.20 7.40
150 m/z 80.90  31.60%
51.0
0 . 35\0 w\h‘\ | \M 113.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #1235: 1,3-Cyclohexadiene
79.0
R RARREEaa T e
6.60 6.80 7.00 7.20 7.40
5000 m/z 50.90 24.70%
39.0
SIS "
m/iz--> 20 40 60 80 100 120 140
Abundance #7955: Methane, oxybis[chloro- R e
79.0 6.60 6.80 7.00 7.20 7.40
m/z 113.85 20.51%
5000 49.0
29.0
ol 130 | \ /| 95.0 113.0
e e R R RTRRRER R RN
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv110222\
Data File : VV028842.D

Acqg On : 02 Nov 2022 15:33
Operator : SY/MD

Sample : N5301-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103122WMA.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 6.982 15.4 wug/L 308810 1 5.612 1005410 50.0
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