LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis

Signal : TIC: VU@52819.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.520 51 56 65 rBv3 1308 1664 ©0.08% 0.007%
2 1.600 72 81 100 rVB2 208189 274032 12.57% 1.115%
3 1.793 137 141 148 rVB2 1839 1659 0.08% 0.007%
4 1.861 156 162 163 rBV5 1160 1079 0.05% 0.004%
5 1.928 169 183 205 rBV2 123077 280742 12.88% 1.142%
6 2.141 245 249 251 rBvV2 548 425 0.02% 0.002%
7 2.218 271 273 274 rBV2 470 222 0.01% ©0.001%
8 2.430 337 339 343 rBV 379 247 0.01% 0.001%
9 2.568 367 382 396 rBV3 324704 640882 29.40% 2.608%
10 2.639 400 404 415 rVB2 3541 5604 0.26% 0.023%
11 2.787 436 450 468 rBV 229196 382984 17.57%  1.558%
12 2.944 486 499 516 rBvV 103037 199744 9.16% 0.813%
13  3.041 517 529 555 rVB 136043 278515 12.78%  1.133%
14 3.179 558 572 583 rBV2 10934 24390 1.12% 0.099%
15 3.256 592 596 598 rBV2 392 266 0.01% 0.001%
16 3.359 611 628 650 rVB 249968 567869 26.05%  2.311%
17 3.629 709 712 715 rBV2 275 212 0.01% ©0.001%
18 3.861 768 784 809 rBB2 71577 168863 7.75% 0.687%
19 4.076 847 851 855 rvv2 279 294 0.01% 0.001%
20 4.153 870 875 878 rBV2 429 442 0.02% 0.002%
21 4.520 981 989 992 rBV2 525 616 0.03% 0.003%
22 4.655 1007 1031 1064 rBV2 109219 402998 18.48% 1.640%
23  4.832 1084 1086 1091 rVB2 357 225 0.01% ©0.001%
24  4.906 1107 1109 1114 rBV3 412 362 0.02% 0.001%
25 5.057 1139 1156 1175 rBV 187556 413507 18.97% 1.683%
26 5.150 1183 1185 1189 rVB2 443 231 0.01% 0.001%
27 5.179 1192 1194 1198 rVB 464 301 ©0.01% 0.001%
28 5.202 1198 1201 1204 rBV2 303 274 0.01% 0.001%
29 5.311 1215 1235 1254 rBV 198940 447092 20.51% 1.819%
30 5.536 1302 1305 1308 rvB2 359 243 0.01% ©0.001%
31 5.719 1340 1362 1374 rBV2 377686 1026502 47.08% 4.177%
32 5.787 1374 1383 1405 rVB 229875 457816 21.00% 1.863%
33 6.041 1457 1462 1465 rBV 220 238 0.01% 0.001%
34 6.083 1467 1475 1481 rBV4 830 1236 0.06% 0.005%
35 6.115 1481 1485 1489 rVvB3 362 389 0.02% 0.002%
36 6.192 1503 1509 1510 rBvV2 329 289 0.01% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis
37 6.243 1510 1525 1547 rBV 340302 635709 29.16% 2.587%
38 6.536 1602 1616 1634 rBV 473724 869538 39.88%  3.538%
39 6.684 1649 1662 1680 rBV 232748 451117 20.69% 1.836%
40 6.787 1681 1694 1712 rVB2 144839 271635 12.46% 1.105%
41  7.025 1747 1768 1790 rVV3 14413 55021 2.52% 0.224%
42 7.189 1810 1819 1826 rVVv4 1774 2837 0.13% 0.012%
43 7.353 1868 1870 1874 rVB 376 256 0.01% ©0.001%
44  7.430 1891 1894 1895 rBV 499 302 0.01% 0.001%
45  7.446 1895 1899 1905 rVV3 355 405 0.02% 0.002%
46 7.491 1909 1913 1916 rBvV2 386 266 0.01% 0.001%
47  7.562 1923 1935 1960 rBvV2 132124 232932 10.68%  0.948%
48 7.713 1967 1982 1994 rBV2 8923 18040 0.83% 0.073%
49 7.793 1994 2007 2026 rVV 180179 398067 18.26% 1.620%
50 7.893 2026 2038 2050 rVV 505041 862543 39.56% 3.510%
51 7.964 2050 2060 2082 rVB 386879 659854 30.27%  2.685%
52 8.176 2111 2126 2131 rBV 95737 166804 7.65% 0.679%
53 8.394 2182 2194 2214 rBV 300944 511632 23.47% 2.082%
54  8.549 2227 2242 2258 rBV 289673 488884 22.42%  1.989%
55  8.642 2258 2271 2279 rBV 212673 431023 19.77% 1.754%
56 8.918 2344 2357 2379 rVB 154015 257775 11.82% 1.049%
57 9.414 2498 2511 2515 rBV 493200 800816 36.73%  3.259%
58 9.565 2545 2558 2578 rBvV 880715 1387472 63.64% 5.646%
59 9.687 2583 2596 2619 rVB 595564 949553 43.55% 3.864%
60 9.835 2638 2642 2646 rVB3 329 353  0.02% 0.001%
61 10.050 2704 2709 2710 rBV2 348 293 0.01% 0.001%
62 10.108 2710 2727 2746 rBV4 575566 1145265 52.53% 4.660%
63 10.217 2758 2761 2764 rBV3 538 432 0.02% 0.002%
64 10.234 2764 2766 2771 rVV2 481 439 0.02% 0.002%
65 10.288 2771 2783 2799 rVB2 87091 148378 6.81% 0.604%
66 10.481 2830 2843 2859 rBV 620143 972316 44.60%  3.957%
67 10.590 2875 2877 2886 rVB2 503 473  0.02% 0.002%
68 10.632 2886 2890 2892 rBV2 883 641 ©0.03% 0.003%
69 10.780 2915 2936 2954 rBV2 1040003 2180151 100.00% 8.872%
70 11.079 3024 3029 3030 rBV 496 340 0.02% 0.001%
71 11.333 3105 3108 3112 rBV2 266 230 0.01% 0.001%
72 11.475 3146 3152 3153 rBV3 722 583 0.03% 0.002%
73 11.536 3168 3171 3175 rVB2 388 341 0.02% 0.001%
74 11.561 3175 3179 3181 rBV 300 271 0.01% 0.001%
75 11.606 3189 3193 3196 rBV2 273 253 0.01% 0.001%

76 11.742 3223 3235 3245 rBV 223807 352128 16.15% 1.433%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  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_ U\Method\SFAMULMO12623WMA.M
Title : VOC Analysis
77 11.809 3245 3256 3260 rBV 590607 942620 43.24%  3.836%
78 12.066 3333 3336 3342 rBV2 253 239 0.01% 0.001%
79 12.205 3361 3379 3408 rBV2 847084 1965410 90.15% 7.998%
80 12.442 3449 3453 3456 rBV 288 285 0.01% 0.001%
81 12.471 3456 3462 3467 rVWV4 1237 1472 0.97% 0.006%
82 12.828 3570 3573 3578 rBV2 406 457 0.02% 0.002%
83 12.992 3612 3624 3646 rVB 239908 386336 17.72% 1.572%
84 13.076 3646 3650 3655 rVB2 313 277 0.01% 0.001%
85 13.214 3681 3693 3715 rBV 562581 867996 39.81% 3.532%
86 13.616 3813 3818 3822 rVB3 481 516 ©0.02% 0.002%
87 13.700 3841 3844 3848 rBV3 408 296 0.01% ©0.001%
88 13.841 3883 3888 3895 rVB4 2275 2712  0.12% 0.011%
89 14.028 3943 3946 3949 rBV 305 228 0.01% 0.001%
990 14.089 3957 3965 3973 rBV2 2640 3492 0.16% 0.014%
91 14.198 3995 3999 4001 rBV2 275 248 0.01% 0.001%
92 14.224 4004 4007 4013 rVV 495 454 0.02% 0.002%
93 14.282 4022 4025 4026 rBV2 345 219 0.01% 0.001%
94 14.323 4026 4038 4059 rVV 351601 561528 25.76%  2.285%
95 14.455 4076 4079 4082 rBV2 418 320 0.01% 0.001%
96 14.513 4094 4097 4098 rBV 408 256 0.01% 0.001%
97 14.558 4108 4111 4113 rBV2 398 291 0.01% 0.001%
98 14.992 4244 4246 4250 rVB2 724 397 0.02% 0.002%
99 15.481 4396 4398 4400 rBV2 678 358 0.02% 0.001%
100 15.973 4549 4551 4556 rBv4 786 484 0.02% 0.002%
Sum of corrected areas: 24574713
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01314-05
: 5.0mL/MSVOA_U/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\

: VUe52819.D
: 26 Jan 2023 16:30

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU052819.D\data.ms
1000000
800000
600000
6.536
5.719
400000 ) 568 6.243
3.359
2.787 6.684
200000, 8% 5.057 5311
1.928 41 4.655
Q 2% 3.861 '
oL 1520 17 2.247182.4302,639 3.3 3.629 /\ 4.47%H3  4.52 306
\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\T\T‘\\\\‘\\‘F\‘\\\\‘\\\\‘\\\\\‘Y_Y_F‘\\\\‘\\\\‘\\\\‘T\T\“\\\\‘\\\\’\\\\
Time-->  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 6.60
Abundance TIC: VU052819.D\data.ms
1000000 10.y80
9.565 1
800000
10.481
600000 9.687  10.108 11.809
7.893 9.414
400000 964
8.394 549
642 11.74
200000, 7 562 7.79 8.918
8.176 10.288
0 7.023.189. 7.7 f“A 9.8350. 100568 11.07911. 35BN 12.06
i e L S At S ‘ ; ; AT OSSN e e e 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: VU052819.D\data.ms
1000000
800000
600000 13.214
400000 14.323
12.992
200000
0&;12%&2& 12.82813.07 131R1BRS4U.Q. 38  14.992 15.481 15.973
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 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_U\Data\VU012623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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 1,4-Dioxane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.025 4.33 ug/L 55021 1,4-Difluorobenzene 6.243

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane 88 C4H802 000123-91-1 91
2 1,4-Dioxane 88 C4H802 000123-91-1 90
3 1,4-Dioxane 88 C4H802 000123-91-1 90
4 1,4-Dioxane 88 C4H802 000123-91-1 83
5 1,4-Dioxane 88 C4H802 000123-91-1 83

Abundance Scan 1768 (7.025 min): VU052819.D\data.ms (-1747) (-) m/z 88.00 100.00%

88.0
58.0
5000
43.1

‘ ‘ 6.80 7.00 7.20 7.40
A

Ob bt el myz ss.ee 64.34%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2264: 1,4-Dioxane
28.0
88.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
58.0 6.80 7.00 7.20 7.40
43.0 m/z 43.10 23.75%
15.0 ‘
O\\\’\1‘\\‘\\1‘H\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\7\(‘)\\\‘\"\\\\
miz--> 10 20 40 50 60 70 80 90
Abundance #2260: 1,4-Dioxane
28.0
NS A R B
6.80 7.00 7.20 7.40
88.0 0
5000 8.0 m/z 57.00 22.31%
150 43.0
om,w\_m\H""‘M"H‘\‘_ﬁ%%m,w
miz--> 10 20 40 50 60 70 80 90
Abundance #2262: 1,4-Dioxane e e
28.0 6.80 7.00 7.20 7.40
m/z 87.00 10.58%
88.0
5000 58.0
15.0 ‘ 43.0
miz--> 10 20 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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, 1,3,5-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.214 46.04 ug/L 867996 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
5 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 97

Abundance Scan 3693 (13.214 min): VU052819.D\data.ms (-3681) (-  m/z 179.90 100.00%
179.9

5000
740 1990 1450
. —— ——
50.0 uh ‘ ‘ 13.00 13.50
Ot M o L m/z 181.90  95.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
5000 e —
45.0 13.00 13.50
74.0 109.0 m/z 183.90  29.26%
50.0 ‘ ‘
0\2‘5\.\0\ \“‘ T \“\”\ i”r T !“\H\ T H‘\ T ey [T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55234: Benzene, 1,2,3-trichloro-
180.0
—— —
13.00 13.50
m/z 145.00 29.03%
5000 145.0
109.0
37.0 74.0 ‘ ‘
owm“_uw_m““‘lwh‘_w‘”,m“:Mm_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #55238: Benzene, 1,2,3-trichloro- T T
180.0 13.00 13.50
m/z 74.00 27.08%
5000
145.0
74.0 109.0
026'049'0ﬂh, — —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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, bromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.780 115.64 ug/L 2180150 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, bromo- 156 C6H5Br 000108-86-1 83
2 Benzene, bromo- 156 C6H5Br 000108-86-1 83
3 Benzene, bromo- 156 C6H5Br 000108-86-1 53
4 Ethane, 1,1,2,2-tetrachloro- 166 C2H2Cl14 000079-34-5 50
5 Benzene, bromo- 156 C6H5Br 000108-86-1 46

Abundance Scan 2946 (10.812 min): VU052819.D\data.ms (-2915) (-  m/z 82.90 100.00%

82.9
158.0
5000
50.9
‘ 1307 10.50 11.00
o‘m_m”‘m‘w“” “‘\WH _m_“\“_m‘_‘\” m/z 77.80  87.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33311: Benzene, bromo-
77.0
156.0
5000 T
51.0 1050 lLOO
‘ m/z 158.00 66.05%
11
O\\\\‘\\\\‘\\\\‘\\\m‘\\\\‘\\\\‘\\\\‘\\\H‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33307: Benzene, bromo-
77.0
—
156.0 10.50 11.00
5000 m/z 84.99  65.20%
51.0
ob 20 Ll 9s0 wro
miz--> 20 40 60 80 100 120 140 160
Abundance #33308: Benzene, bromo- —
77.0 1050 lLOO
156.0 m/z 155.90  61.34%
5000 51.0
0 210 Il 95.0 1160
B e R e —
m/z--> 20 40 60 80 100 120 140 160 1050 1100
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012623\
Data File : VU@52819.D

Acqg On : 26 Jan 2023 16:30
Operator : JC/MD

Sample : 01314-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@12623WMA.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|
1,4-Dioxane 7.025 4.3 ug/L 55021 1 6.243 635709 50.0
Benzene, 1,3,5-... 13.214 46.0 ug/L 867996 3 11.809 942620 50.0
Benzene, bromo- 10.780 115.6 wug/L 2180150 3 11.809 942620 50.0
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