LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42723\
Data File : VV030903.D

Acqg On : 27 Apr 2023 16:02

Operator : SY/MD

Sample : 02447-15ME

Misc : 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VV@30903.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 69 75 90 rBV 103827 115614 14.63% 1.818%
2 1.535 148 154 168 rVB 93649 110068 13.93% 1.731%
3 2.066 309 319 332 rBV 201558 294947 37.33% 4.638%
4 2.207 360 363 366 rBv4 1253 810 0.10% 0.013%
5 2.307 392 394 397 rBV4 1045 667 ©0.08% 0.010%
6 2.577 474 478 479 rBV3 1012 714 0.09% 0.011%
7 2.680 506 510 512 rBv4 1717 1246 0.16% 0.020%
8 2.757 530 534 535 rBV3 1332 764 0.10% 0.012%
9 2.818 551 553 556 rBv3 921 718 0.09% 0.011%
106 2.9062 577 579 582 rVB3 1107 468 0.06% 0.007%
11 2.918 582 584 590 rVB5 1343 1026 ©0.13% 0.016%
12 2.976 599 602 604 rBv4 791 547 0.07% 0.009%
13 3.088 635 637 642 rBv4 712 481 0.06% ©0.008%
14 3.140 650 653 656 rBv4 863 531 ©0.07% ©0.008%
15 3.297 699 702 703 rBV3 1153 776 0.10% 0.012%
16 3.358 717 721 723 rBV3 1353 1064 0.13% 0.017%
17 3.397 729 733 737 rBV6 869 824 0.10% 0.013%
18 3.477 754 758 761 rBV5 924 636 0.08% 0.010%
19 3.593 792 794 796 rBV3 1186 597 0.08% 0.009%
20 3.638 805 808 810 rVB3 1234 750 0.09% 0.012%
21 3.667 814 817 820 rBvV4 1157 835 ©0.11% 0.013%
22 3.715 830 832 834 rBV3 1074 655 0.08% 0.010%
23  3.744 838 841 844 rBV5S 1182 883 0.11% 0.014%
24 3.796 848 857 885 rBV 54792 151318 19.15%  2.380%
25 4.149 965 967 969 rBvV3 813 498 0.06% 0.008%
26 4.259 982 1001 1024 rBV 129732 334303 42.31% 5.257%
27 4.577 1096 1100 1101 rBV3 878 517 ©0.07% ©0.008%
28 4.722 1141 1145 1147 rBV6 914 562 0.07% 0.009%
29 4.780 1159 1163 1164 rBvV3 853 482 0.06% 0.008%
30 4.966 1203 1221 1244 rBV2 293754 790039 100.00% 12.424%
31 5.281 1316 1319 1324 rVB5 1690 1536 ©0.19% 0.024%
32 5.487 1380 1383 1385 rBV5 876 631 0.08% 0.010%
33 5.542 1388 1400 1425 rBV 264223 553136 70.01% 8.699%
34 5.998 1528 1542 1564 rBV 174201 364933 46.19% 5.739%
35 6.329 1642 1645 1646 rBvV3 1034 642 0.08% 0.010%
36 6.481 1688 1692 1693 rBvV3 973 586 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42723\
Data File : VV030903.D

Acqg On : 27 Apr 2023 16:02

Operator : SY/MD

Sample : 02447-15ME

Misc : 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 6.529 1704 1707 1710 rBV5 1373 884 0.11% 0.014%
38 6.548 1710 1713 1716 rVVv4 881 561 ©0.07% 0.009%
39 6.590 1723 1726 1728 rBV3 925 564 0.07% 0.009%
40 6.616 1731 1734 1736 rVB3 1202 642 0.08% 0.010%
41 6.763 1778 1780 1784 rVB3 891 498 0.06% ©0.008%
42 6.834 1796 1802 1804 rBVS5 1208 1524 0.19% 0.024%
43 6.921 1819 1829 1845 rBV 92981 173738 21.99% 2.732%
44  7.252 1919 1932 1956 rBV 340424 610502 77.27% 9.601%
45 7.561 2018 2028 2045 rBV 68283 122937 15.56%  1.933%
46 7.805 2098 2104 2110 rBV9 1122 1768 0.22% 0.028%
47  8.033 2165 2175 2211 rBV 173437 363053 45.95% 5.709%
48  8.333 2265 2268 2269 rBV3 972 486 0.06% 0.008%
49 8.387 2282 2285 2290 rVB6 1468 1012 0.13% 0.016%
50 8.644 2362 2365 2366 rBV3 1303 812 0.10% 0.013%
51 8.677 2371 2375 2379 rVVé 1114 1062 0.13% 0.017%
52 8.792 2400 2411 2428 rBV 405737 672315 85.10% 10.573%
53 9.117 2509 2512 2514 rBvV3 1221 881 0.11% 0.014%
54  9.265 2554 2558 2559 rBvV2 1175 769 0.10% 0.012%
55 9.432 2606 2610 2613 rBV6 1045 912 0.12% 0.014%
56 9.468 2618 2621 2622 rBv2 1356 745 0.09% 0.012%
57 9.731 2702 2703 2709 rVB4 978 689 0.09% 0.011%
58 9.802 2720 2725 2726 rBvV3 1361 873 0.11% 0.014%
59 9.905 2755 2757 2759 rBV2 1037 576 0.07% 0.009%
60 10.024 2790 2794 2796 rBV3 1663 994 0.13% 0.016%
61 10.075 2808 2810 2814 rVB3 896 507 ©0.06% 0.008%
62 10.159 2826 2836 2851 rBV 243774 386017 48.86% 6.071%
63 10.329 2886 2889 2891 rBV3 1195 737 0.09% 0.012%
64 10.365 2897 2900 2904 rBV4 1142 1055 0.13% 0.017%
65 10.432 2919 2921 2924 rBV2 1041 640 0.08% 0.010%
66 10.554 2956 2959 2962 rVB5 946 502 0.06% 0.008%
67 10.734 3011 3015 3018 rBV5 1080 886 0.11% 0.014%
68 10.821 3038 3042 3044 rBV4 1241 680 0.09% 0.011%
69 10.876 3057 3059 3062 rBV3 816 518 0.07% 0.008%
70 11.008 3098 3100 3104 rVB4 1065 617 ©0.08% 0.010%
71 11.098 3123 3128 3129 rBV4 744 549 0.07% 0.009%
72 11.194 3146 3158 3176 rBV 414959 662480 83.85% 10.418%
73 11.429 3228 3231 3233 rBV3 991 582 0.07% 0.009%
74 11.461 3239 3241 3245 rBVS 1001 707 0.09% 0.011%
75 11.490 3248 3250 3252 rBV2 1070 470 0.06% 0.007%

76 11.567 3262 3274 3294 rVWV 372124 590479 74.74%  9.286%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42723\
Data File : VV030903.D

Acqg On : 27 Apr 2023 16:02

Operator : SY/MD

Sample : 02447-15ME

Misc : 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
77 11.709 3314 3318 3319 rBV4 1182 844 0.11% 0.013%
78 11.783 3338 3341 3346 rVB6 1040 736 0.09% 0.012%
79 11.998 3404 3408 3411 rBVS 777 634 0.08% 0.010%
80 12.017 3411 3414 3416 rBV4 1165 562 0.07% 0.009%
81 12.162 3454 3459 3461 rBV4 939 1030 0.13% 0.016%
82 12.201 3468 3471 3472 rBV3 1239 623 0.08% 0.010%
83 12.242 3481 3484 3489 rBV6 1885 1673 0.21% 0.026%
84 12.281 3494 3496 3499 rV4 1001 457 0.06% 0.007%
85 12.390 3528 3530 3532 rBV3 1437 630 0.08% 0.010%
86 12.483 3557 3559 3563 rBV3 746 580 0.097% 0.009%
87 12.577 3583 3588 3590 rBV5 1292 1047 0.13% 0.016%
88 12.654 3610 3612 3614 rBV3 810 468 0.06% 0.007%
89 12.721 3632 3633 3636 rBV3 1467 740 0.09% 0.012%
90 12.963 3706 3708 3710 rBV3 1052 538 0.07% 0.008%
91 13.053 3732 3736 3738 rBV5 1123 906 0.11% 0.014%
92 13.268 3797 3803 3809 rVB1o 1209 1332 0.17% 0.021%
93 13.496 3872 3874 3878 rBV5 909 475 0.06% 0.007%
94 13.535 3883 3886 3889 rBV4 1172 893 0.11% 0.014%
95 13.773 3958 3960 3964 rBV4 977 511 ©0.06% ©0.008%
96 14.155 4075 4079 4082 rBV4 696 694 0.09% 0.011%
97 14.229 4100 4102 4107 rBV4 751 676 0.09% 0.011%
98 14.499 4183 4186 4188 rBV2 951 628 ©0.08% 0.010%
99 14.657 4233 4235 4238 rVB4 1367 593 0.08% 0.009%
100 15.011 4343 4345 4346 rBV 1371 574 0.07% 0.009%
Sum of corrected areas: 6358871
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42723\

: VVe30903.D

: 27 Apr 2023 16:02

: SY/MD

. 02447-15ME

: 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 10 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV030903.D\data.ms

4.966
5.542

2.066
5.998

4.259

1.281 1.535

3.796

20307, 2.57 SN EB R38B.2BENNIB 4.14 4.5WXZ30 5.2815. 6.3 588

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
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV030903.D\data.ms
8.792 11.194
11.567

7.252

10.159

8.033

6.921

7.561

0
Time-->

13314317 7.805 88387 836517#7 9.119.26504823 9.9HNAQH MZEADHIBM)BJ NI108B3P
I A e e e e e e B R R e e e e e e e e e e o B e e T

| ' I I I I J
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV030903.D\data.ms

21121966533.268B4985.3.773  1414552914.499.657 15.011

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VVv@42723\
Data File : VV030903.D

Acqg On : 27 Apr 2023 16:02

Operator : SY/MD

Sample : 02447-15ME

Misc : 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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.
6.921 15.70 ug/L 173738 1,4-Difluorobenzene 5.542
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 47
2 .alpha.,.alpha.-Dichloromethyl m... 114 C2H4C120 004885-02-3 43
3 Thiophosgene 114 CC1l2s 000463-71-8 40
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
5 1,3,5-Hexatriene 80 C6H8 002235-12-3 25
Abundance Scan 1829 (6.921 min): VV030903.D\data.ms (-1819) (-) m/z 78.95 100.00%
79.0
5000 42.0
114.0
R amaa
6.60 6.80 7.00 7.20
e M a
O rrrrprerrprrrr e b bl e m/z 42.05 49.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7956: Methane, oxybis[chloro-
79.0
49.0
5000 N RN AR RN
6.60 6.80 7.00 7.20
29.0 m/z 81.10 33.91%
wo |
O \\\‘\}\\’H\HH‘H’\}\‘HHH‘\\H‘\HM\\H‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #7957: .alpha.,.alpha.-Dichloromethyl methyl ether
79.0
A ARNREaasEEE
6.60 6.80 7.00 7.20
5000 m/z 114.00 26.24%
15.0 29-0
51.0
0 \M\‘ 650 ‘ ‘ 113.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8680: Thiophosgene A RAmE R
79.0 6.60 6.80 7.00 7.20
m/z 51.00 23.75%
5000
44.0 114.0
o120 640 I
e e e e R ARy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42723\
Data File : VV030903.D

Acqg On : 27 Apr 2023 16:02

Operator : SY/MD

Sample : 02447-15ME

Misc : 6.08g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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 6.921 15.7 wug/L 173738 1 5.542 553136 50.0
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