LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 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\SFAMVLM103123WMA.M
Title : VOC Analysis

Signal : TIC: VVv@32911.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.214 52 54 59 rBvVe6 1789 1631 0.01% 0.003%
2 1.281 68 75 87 rBv 192353 209472 1.42% 0.359%
3 1.439 110 124 126 rBV6 35587 68487 0.46% 0.117%
4 1.523 143 150 160 rVB 183461 216818 1.47% 0.371%
5 2.056 307 316 331 rBV 342231 490087 3.31% 0.839%
6 2.375 413 415 417 rBV3 1442 951 0.01% 0.002%
7 2.439 429 435 436 rBVS 4056 2806 0.02% 0.005%
8 2.529 458 463 464 rBVS 1814 1580 0.01% 0.003%
9 2.552 464 470 472 rBVS 4116 4234 0.03% 0.007%
106 2.680 507 510 514 rVB6 1482 972 0.01% 0.002%
11 2.716 520 521 527 rVB5S 1701 1315 0.01% 0.002%
12 2.796 543 546 550 rBV5 1588 1653 0.01% 0.003%
13  2.950 589 594 597 rBV6 1847 1465 0.01% 0.003%
14 3.092 635 638 641 rBVS 1078 776 0.01% ©0.001%
15 3.117 643 646 649 rBv4 2135 1384 0.01% 0.002%
16 3.133 649 651 655 rvw5s 1340 727 0.00% 0.001%
17 3.243 680 685 687 rBVS 1866 1538 0.01% 0.003%
18 3.262 689 691 693 rvw3 1800 801 0.01% 0.001%
19 3.445 745 748 752 rVB6 1770 1128 0.01% 0.002%
20 3.497 761 764 767 rBV5 1455 1061 0.01% 0.002%
21  3.532 772 775 778 rBV5S 948 859 0.01% 0.001%
22 3.735 833 838 840 rVB6 1691 1498 0.01% 0.003%
23 3.748 840 842 844 rBV3 1734 1021 0.01% 0.002%
24 3.809 844 861 884 rBv2 143851 525851 3.56% 0.900%
25 4.101 950 952 954 rBV3 1792 981 0.01% 0.002%
26 4.172 971 974 976 rBv4 1288 786 0.01% 0.001%
27 4.249 983 998 1021 rBV 232746 617849 4.18% 1.058%
28 4.452 1059 1061 1066 rVB5 1390 878 0.01% 0.002%
29 4.490 1071 1073 1075 rBvV3 1419 752 0.01% 0.001%
30 4.545 1086 1090 1093 rVB5 1468 1134 0.01% 0.002%
31 4.580 1099 1101 1103 rBV3 1813 944  0.01% 0.002%
32 4.670 1126 1129 1136 rBvV7 1490 1537 0.01% 0.003%
33 4.728 1144 1147 1150 rBV3 1629 1190 0.01% 0.002%
34 4.757 1154 1156 1161 rVB5 1880 1620 0.01% 0.003%
35 4.802 1166 1170 1172 rBV5 1969 1370 0.01% 0.002%
36 4.822 1174 1176 1181 rVB6 1294 861 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 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\SFAMVLM103123WMA.M
Title : VOC Analysis
37 4.847 1181 1184 1187 rBV4 2045 1362 0.01% 0.002%
38 4.876 1189 1193 1197 rVB7 1256 1199 0.01% 0.002%
39 4,957 1201 1218 1266 rBv2 556100 1560740 10.56% 2.673%
40 5.233 1302 1304 1308 rVB4 1628 1157 0.01% 0.002%
41  5.426 1361 1364 1367 rVB4 1366 923 0.01% 0.002%
42 5.535 1385 1398 1437 rVvV 412571 914349 6.18% 1.566%
43 5.767 1468 1470 1473 rBV4 1329 772 0.01% 0.001%
44  5.841 1480 1493 1510 rBV6 44494 104114 ©.70% 0.178%
45  5.940 1522 1524 1526 rBV3 1944 1186 0.01% 0.002%
46 5.989 1527 1539 1574 rVV2 324405 707583 4.79% 1.212%
47  6.252 1620 1621 1624 rVB3 1793 794 0.01% 0.001%
48 6.275 1624 1628 1630 rBV5 2002 1044 0.01% 0.002%
49 6.297 1630 1635 1637 rBVS5S 1376 1031 0.01% 0.002%
50 6.336 1645 1647 1650 rVB4 1752 806 0.01% 0.001%
51 6.358 1650 1654 1656 rBV4 1215 1112 0.01% 0.002%
52 6.394 1662 1665 1671 rBV6 1560 1501 0.01% 0.003%
53 6.458 1682 1685 1688 rVB5 1944 1243 0.01% 0.002%
54 6.574 1717 1721 1724 rVB5 1870 1608 0.01% 0.003%
55 6.629 1733 1738 1740 rBV6 1555 1395 0.01% 0.002%
56 6.712 1761 1764 1768 rBV5 1019 801 0.01% 0.001%
57 6.760 1776 1779 1780 rBV3 1167 760 0.01% 0.001%
58 6.915 1816 1827 1853 rBV 173759 343159 2.32% 0.588%
59 7.188 1905 1912 1915 rBV7 6250 7170 0.05% 0.012%
60 7.243 1919 1929 1943 rW 640802 1161443 7.85% 1.989%
61 7.317 1943 1952 1982 rVB 528908 975719 6.60% 1.671%
62 7.510 2009 2012 2015 rBV6 1941 1195 0.01% 0.002%
63 7.555 2017 2026 2047 rBV 127051 247015 1.67% 0.423%
64 7.802 2101 2103 2105 rBV2 1789 1060 0.01% 0.002%
65 7.908 2121 2136 2158 rBV 438071 789026 5.34% 1.351%
66 8.027 2164 2173 2201 rBV 335173 630519 4.26%  1.080%
67 8.365 2271 2278 2286 rVB7 6340 11232 0.08% 0.019%
68 8.432 2294 2299 2301 rBVS 2362 2009 0.01% 0.003%
69 8.493 2315 2318 2320 rBV4 1104 794 0.01% 0.001%
70  8.532 2320 2330 2338 rVv4 6005 11664 0.08% 0.020%
71 8.725 2384 2390 2393 rBVS8 3003 2799 0.02% 0.005%
72 8.786 2397 2409 2445 rVV2 699759 1455474 9.84% 2.492%
73 8.947 2448 2459 2483 rVV 1283561 2036175 13.77% 3.487%
74  9.072 2485 2498 2540 rVB 9307442 14786277 100.00% 25.320%
75 9.481 2612 2625 2658 rBV 4445398 6924670 46.83% 11.858%
76 9.847 2732 2739 2742 rBV6 7618 11907 0.08% 0.020%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 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\SFAMVLM103123WMA.M
Title : VOC Analysis

77 10.153 2824 2834 2855 rVB 479778 768145 5.19%  1.315%
78 10.300 2871 2880 2882 rBvV2 12953 19091 0.13% 0.033%
79 10.390 2899 2908 2912 rBV 46137 70946 0.48% 0.121%
80 10.480 2928 2936 2947 rBV3 31893 49426 0.33% 0.085%
81 10.680 2992 2998 3009 rVB 13436 21080 0.14% 0.036%
82 10.857 3035 3053 3064 rBV 68210 123447 0.83% 0.211%
83 10.943 3077 3080 3081 rBV3 2012 1116 0.01% 0.002%
84 10.972 3081 3089 3097 rVVvie 9990 19962 ©0.14% 0.034%
85 11.088 3118 3125 3128 rBV3 25214 33812 ©0.23% 0.058%
86 11.120 3129 3135 3146 rVV 117385 180845 1.22% 0.310%
87 11.188 3146 3156 3176 rVV2 835445 1779452 12.03% 3.047%
88 11.564 3262 3273 3292 rVB2 861534 1710410 11.57% 2.929%
89 11.857 3356 3364 3367 rBV2 21637 32710 0.22% 0.056%
90 11.960 3388 3396 3403 rVB2 43260 62711 0.42% 0.107%
91 12.355 3513 3519 3527 rVB 52986 73372  0.50% 0.126%
92 12.406 3528 3535 3553 rVB 117266 181367 1.23% 0.311%
93 12.506 3557 3566 3584 rBV 162837 310711 2.10% ©.532%
94 12.882 3677 3683 3693 rVB3 90367 131422 0.89% 0.225%
95 12.940 3695 3701 3709 rBvV2 51783 75825 0.51% 0.130%

96 13.201 3770 3782 3804 rBV 6253045 9455745 63.95% 16.192%
97 13.683 3920 3932 3950 rVB 3825515 5925381 40.07% 10.147%
98 14.445 4162 4169 4182 rVB2 132887 204659 1.38% ©.350%
99 14.760 4256 4267 4283 rVB 1414415 2226898 15.06%  3.813%
100 15.754 4570 4576 4582 rBV 52183 66361 ©.45% 0.114%

Sum of corrected areas: 58397698
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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\VVv111023\

: VWe32911.D

: 10 Nov 2023 23:29

: SY/MD

: 05296-12 10X

: 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
. 32

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV032911.D\data.ms
8000000
6000000
4000000
2000000
5.535 989
S7P1 4393 220 oam 3899 1.0 s mammmmmmgs 523542%55@&8 R
OV‘Y_Y_YTT\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\\T\Y—FFWWT‘Y_Y_F WTT\W_Y_Y—F\'(T'VTY_Y_\\‘\\ T_Y"‘\\\ TTTTF\T\‘\\\\‘\\W_Y—F\‘Y—Y_W \\\W\\T\\\W\T\‘—FT_Y_F
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 TIC: VV032911.D\data.ms
9.072
8000000
6000000
9.481
4000000
2000000
8.24 11.564
11.188 )
1T 98%27 8.786 10.153
062180215 7.1 7755@5 7. 802\ i 8.88EB3B.775 9.847  /\10130PO8ID.64018 1185960
T T T T T T T T ‘ T T T ‘ ‘ T T T ‘ T T T T ‘ T T T T T T ‘ T
Time--> 7.00 750 800 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV032911.D\data.ms
8000000
13.201
6000000
4000000 13.683
2000000 14.760
12245606 132&&0 14.445 15.754
T T T ‘ T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 1300 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\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.M
: VOC Analysis

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 unknown-01 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.439 3.75 ug/L 68487 1,4-Difluorobenzene 5.535
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl methyl sulfone 142 C3H7C102S 050890-51-2 38
2 2-[2-(2-Chloro-ethoxy)-ethoxy]-p... 216 C10H13C1l03 1000317-46-1 37
3 Ethane, 1-bromo-2-chloro- 142 C2H4BrCl 000107-04-0 35
4 1-Bromo-1-chloroethane 142 C2H4BrCl 000593-96-4 35
5 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 25
Abundance Scan 124 (1.439 min): VV032911.D\data.ms (-110) (-) m/z 62.95 100.00%

63.0
5000

90.8 o e

140.9
175320702359 281 1.20 1.40 1.60 1.80
0 m/z 45.00 74.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22197: 2-Chloroethyl methyl sulfone
63.0
5000 A At s

1.20 1.40 1.60 1.80
m/z 47.00 60.51%

| ‘10 127.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #93614: 2-[2-(2-Chloro-ethoxy)-ethoxy]-phenol

o

63.0
pspal e W A ptepentes
1.20 1.40 1.60 1.80
5000 110.0 ITI z 48.90 50.29%
216.0
SIE-T IR T2
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22162: Ethane, 1-bromo-2-chloro-
63.0 1.20 1.40 1.60 1.80
m/z 43.90 42.29%
5000 27.0
144.0
107.0 H
O e e e e e e e e o

m/z--> 20 40 60 80 100120140160180200220240260280 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 3 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.406 5.10 ug/L 181367 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3535 (12.406 min): VV032911.D\data.ms (-3528) (- m/z 119.00 100.00%
119.0
5000 JJ\\\
91.0 T B
41.0 67.0 ‘ 152.0 12.50
O bbbt b L ML 2070 s 134, 00 48.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ‘f\\ \/\\ T T T \]\\\
12.50
m/z 91.00 16.60%
39.0 50 91.0
O \]-\5‘\"0\‘\ T \“‘\ \“w\‘m.\\\‘u‘\1‘\\‘m\\m‘"\\f“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
—
12.50
5000 m/z 120.00 10.68%
91.0
] S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17065: Benzene, 1,2,3,5-tetramethyl- L AWVNAW o whl
119.0 12.50
m/z 41.00 9.77%
5000
0 ‘H‘“"‘H‘u‘;““;“u““"“‘“‘1‘”‘1“,“H“‘“m‘uu‘mwm‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 4 Benzene, 1,2-dichloro-3-met... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.506 8.73 ug/L 310711 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 98
2 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
3 Benzene, 1,2-dichloro-3-methyl- 160 C7H6C12 032768-54-0 97
4 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
5 Benzene, 1,3-dichloro-2-methyl- 160 C7H6C12 000118-69-4 97
Abundance Scan 3566 (12.506 min): VV032911.D\data.ms (-3557) (- m/z 125.00 100.00%
125.0
5000
89.0 159.9
63.0 s
29 | | | =30
0t bl m/z 159.95 35.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36605: Benzene, 1,2-dichloro-3-methyl-
125.0
5000 160.0 R ‘/\\
89.0 12.50 :
63.0 m/z 127.00 32.10%
O\1\5\?\\\\“‘\H\\‘H\\\\‘\\\\’\\\\‘\\\‘\\\\‘}\\\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance #36609. Benzene, 1,3-dichloro-2-methyl-
125.0 A\
1
12 50
5000 m/z 89.00 29.52%
89.0 160.0
63.0
39.0 M
0 H‘_‘m\MHH“mu‘uuw,”w A
m/z--> 20 40 80 100 120 140 160 180 A
Abundance #36618: Benzene, 1,2-dichloro-3-methyl- =
125.0 12 50
m/z 161.90  21.32%
160.0
5000
e L \ \
om_m““wuw‘ et A
m/z--> 20 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 5 1,3-Butadiene, 1,1,2,4,4-pe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.882  3.69 ug/l 131422 1,4-Dichlorobenzene-da  11.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Butadiene, 1,1,2,4,4-pentach... 224 C4HC15 021400-41-9 95
hlophenecarbonyl chloride, 5-... 224 C5H2BrC10S 031555-60-9 49
ophene 3-carbonyl chloride, 4... 224 C5H2BrCl0S 072899-51-5 32

»2,3,4-Pentachlorobuta-1,3-diene 224 C4HC15 1010487-10-4 27
romo-4-fluoroaniline 189 C6H5BrFN 001003-98-1 25

VA wWwN R
MR N
>
wn—w—- —|w

Abundance Scan 3683 (12.882 min): VV032911.D\data.ms (-3677) (- m/z 190.90 100.00%
190.9
5000
‘/\\ T ‘ T
12.50 13.00
0! m/z 188.90 82.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104657: 1,3-Butadiene, 1,1,2,4,4-pentachloro-
191.0
226.0
5000 A A
84.0 156.0 12.50 13.00
119.0 ' m/z 192.85 48.66%
OS%O’M“’ ‘\‘\\\\‘\\‘\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #104660: 2-Thiophenecarbonyl chloride, 5-bromo-
191.0
‘/\\ T ‘\ T ‘ T
82.0 12.50 13.00
5000 38.0 ITI/Z 225.80 46.51%
226.0
120, || | 1190 1e30 ||
R 1R R SRS | AN . SN MBS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #104662: Thiophene-3-carbonyl chloride, 4-bromo- e e
191.0 12.50 13.00
m/z 83.90 42.48%
82.0
5000
45.0
163.0 226.0
\\H\\ ‘ i H‘H 117.0 ‘ | H
L | DR [ — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\

: VVe32911.D

: 10 Nov 2023 23:29
: SY/MD

¢ 05296-12 10X

: 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 32 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.M

: VOC Analysis

: 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

14.445
Hit# of 5

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,

6 Benzene, 1,2,4-trichloro-3-...

Concentration Rank 4

EstConc Area Relative to ISTD R.T.
5.75 ug/L 204659 1,4-Dichlorobenzene-d4 11.188
Tentative ID MW MolForm CASH# Qual
1,2,4-trichloro-3-methyl- 194 C7H5C13 002077-46-5 98
1,2,3-trichloro-4-methyl- 194 C7H5C13 007359-72-0 98
2,4-dichloro-1-(chlorom... 194 C7H5C13 000094-99-5 95
1,2-dichloro-4-(chlorom... 194 C7H5C13 000102-47-6 94
194 C7H5C13 002745-49-5 94

5 2,5-Dichlorobenzyl chloride

5000

Abundance Scan 4169 (14.445 min): VV032911.D\data.ms (-4162) (-
158.9

m/z 158.95 100.00%

14.50
m/z 160.90  59.11%

14.50
m/z 193.90 44.11%

5000

0,
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #69659: Benzene, 1,2,4-trichloro-3-methyl-
159.0
5000 194.0
123.0
61.0 970
7
0 REERER \?\’Z“.‘(\)\m\ T im\ T 1“” NH\‘\ 1““ T T 1“\ Ty T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #69658: Benzene, 1,2,3-trichloro-4-methyl-
159.0

A o

14.50
m/z 195.95 38.99%

0,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 A\ /
Abundance #69671: Benzene, 2,4-dichloro-1-(chloromethyl)- ; T :
159.0 14.50
m/z 122.95 29.41%
5000
194.0
61.0 goo 123.0 H
0 ‘H‘w‘ﬁ?ﬁuuthWqup“me‘_‘u RETES . .
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV@32911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 7 Benzene, 1,2,3,4-tetrachloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.760  62.57 ug/L 2226900 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
2 Benzene, 1,2,4,5-tetrachloro- 214 C6H2C14 000095-94-3 99
3 Benzene, 1,2,4,5-tetrachloro- 214 CeH2C14 000095-94-3 99
4 Benzene, 1,2,3,5-tetrachloro- 214 C6H2C14 000634-90-2 99
5 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
Abundance Scan 4267 (14.760 min): VV032911.D\data.ms (-4256) (- | m/z 215.90 100.00%
215.9
5000
74.0 1079 178.9
37.0 1429 H 14.50 15.00
0! ot il b m/z 213.85 79.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92501: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 — ——
14.50 15.00
74.0 108.0 1430 179.0 m/z 217.90  46.45%
37.0 ‘ H
O' \\‘\\\\‘1‘\\\‘\\\\‘}\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92495: Benzene, 1,2,4,5-tetrachloro-
216.0
— —
14.50 15.00
5000 m/z 74.00 23.36%
740 1080 1430 /00
120 370 |
S IR N TPUROR NSNS TS T—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92503: Benzene, 1,2,4,5-tetrachloro- —
216.0 14 50 15.00
m/z 107.90  23.25%
5000
179.0
740 1080 1430 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv111023\
Data File : VV032911.D

Acqg On : 10 Nov 2023 23:29

Operator : SY/MD

Sample : 05296-12 10X

Misc : 4.56gm/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM103123WMA.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 1.439 3.8 ug/L 68487 1 5.535 914349 50.0
Benzene, 1,2,3,... 12.406 5.1 wug/L 181367 3 11.188 1779450 50.0
Benzene, 1,2-di... 12.506 8.7 ug/L 310711 3 11.188 1779450 50.0
1,3-Butadiene, ... 12.882 3.7 ug/L 131422 3 11.188 1779450 50.0
Benzene, 1,2,4-... 14.445 5.8 ug/L 204659 3 11.188 1779450 50.0
Benzene, 1,2,3,... 14.760 62.6 ug/L 2226900 3 11.188 1779450 50.0
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