LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  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\SFAMULM@32422WMA .M
Title : VOC Analysis

Signal : TIC: VU@47938.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 113 rVB 70252 160253 0.20% 0.171%
2 1.800 122 143 144 rBV8 24804 55550 0.07% 0.059%
3 1.855 154 160 166 rBV 149082 186560 ©.23% 0.199%
4 2.485 349 356 361 rBV4 3968 5510 0.01% 0.006%
5 2.539 361 373 386 rBV 199726 341521 0.42% 0.365%
6 2.761 436 442 450 rBV2 1574 2396 0.00% 0.003%
7 2.929 491 494 495 rBV2 575 345 0.00% ©0.000%
8 2.964 496 505 517 rVW4 3722 8566 0.91% 0.009%
9 3.038 518 528 547 rVB5 4308 9151 0.01% 0.010%
16 3.215 578 583 591 rVB4 1918 2888 0.00% 0.003%
11 3.305 605 611 615 rVB2 383 431 0.00% 0.000%
12 3.527 675 680 683 rBvV2 387 415 0.00% 0.000%
13 3.851 776 781 782 rVV3 900 854 0.00% 0.001%
14 3.864 782 785 791 rVWV5 1066 1194 0.00% 0.001%
15 4.392 941 949 955 rBV3 542 919 0.00% 0.001%
16 4.646 1011 1028 1077 rBV 102911 399521 0.49% 0.427%
17 5.064 1139 1158 1188 rVB 206816 481045 0.59% 0.514%
18 5.340 1237 1244 1246 rBV2 623 846 0.00% 0.001%
19 5.719 1341 1362 1371 rBV2 477316 1240688 1.51% 1.325%
20 5.977 1439 1442 1445 rBV4 929 720 0.00% 0.001%
21  6.031 1455 1459 1461 rBV3 396 322 0.00% 0.000%
22 6.086 1468 1476 1479 rBV3 529 650 0.00% 0.001%
23 6.247 1511 1526 1551 rW 499188 992419 1.21% 1.060%
24  6.478 1586 1598 1606 rBvV2 18527 38024 0.05% 0.041%
25 6.539 1608 1617 1632 rVB 51486 102341 0.12% 0.109%
26 6.690 1649 1664 1687 rBV 266393 557035 0.68% 0.595%
27 6.941 1737 1742 1746 rVB2 365 315 ©0.00% ©0.000%
28 6.999 1754 1760 1765 rBV3 548 615 ©0.00% 0.001%
29 7.044 1771 1774 1775 rBV3 519 318 0.00% 0.000%
30 7.192 1808 1820 1837 rBV3 7175 18426 0.02% 0.020%
31 7.497 1905 1915 1926 rBV4 18416 41074 0.05% 0.044%
32 7.568 1926 1937 1959 rVB 130001 261122 0.32% 0.279%
33 7.694 1967 1976 1979 rBv4 1234 1817 0.00% 0.002%
34 7.899 2026 2040 2054 rBV 531004 984375 1.20% 1.052%
35 7.977 2054 2064 2095 rVB3 70848 202122 ©0.25% 0.216%
36 8.121 2105 2109 2110 rBV3 726 421 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  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\SFAMULM@32422WMA .M
Title : VOC Analysis
37 8.182 2116 2128 2151 rBV2 80113 177781 ©0.22% 0.190%
38 8.298 2154 2164 2174 rBV 12458 23233 0.03% 0.025%
39 8.472 2214 2218 2224 rVV3 496 540 0.00% 0.001%
40  8.581 2238 2252 2264 rBV 311460 659659 0.81% 0.705%
41  8.658 2265 2276 2312 rVB 420241 842342 1.03% 0.900%
42 8.922 2350 2358 2366 rBV4 4056 6360 0.01% 0.007%
43 9.118 2414 2419 2424 rVB3 652 671 0.00% 0.001%
44  9.160 2424 2432 2433 rBV4 911 706 0.00% 0.001%
45  9.292 2468 2473 2474 rBV 456 372 0.00% ©0.000%
46  9.333 2482 2486 2489 rBvV2 590 487 0.00% 0.001%
47  9.459 2499 2525 2569 rBV2 42320542 81902774 100.00% 87.498%
48 9.951 2667 2678 2688 rBv4 11767 21239 0.03% 0.023%
49 10.025 2693 2701 2705 rBV5 1023 1467 0.00% 0.002%
50 10.108 2718 2727 2736 rVB9 1831 3857 ©.00% 0.004%
51 10.144 2736 2738 2743 rBV4 458 362 0.00% 0.000%
52 10.211 2756 2759 2761 rBv2 717 527 0.00% 0.001%
53 10.250 2764 2771 2775 rVV6 1675 2046 0.00% 0.002%
54 10.356 2800 2804 2807 rBV5 689 597 0.00% 0.001%
55 10.394 2810 2816 2822 rVB7 1645 2498 0.00% 0.003%
56 10.475 2836 2841 2842 rBV3 558 455 0.00% 0.000%
57 10.558 2863 2867 2871 rvVvB3 545 422 0.00% 0.000%
58 10.623 2884 2887 2892 rvB2 858 765 0.00% 0.001%
59 10.658 2892 2898 2899 rBv4 1840 1631 0.00% 0.002%
60 10.764 2918 2931 2958 rBV 497107 856947 1.05% 0.915%
61 10.996 3000 3003 3005 rBV3 916 621 ©0.00% 0.001%
62 11.095 3029 3034 3035 rBV4 1172 905 0.00% 0.001%
63 11.115 3035 3040 3041 rBV2 1043 876 0.00% 0.001%
64 11.189 3061 3063 3066 rBV4 490 353 0.00% ©0.000%
65 11.295 3092 3096 3098 rBV 798 600 0.00% 0.001%
66 11.375 3118 3121 3123 rBV3 610 451 0.00% 0.000%
67 11.417 3129 3134 3141 rVB6 2062 2499 0.00% 0.003%
68 11.462 3141 3148 3149 rBV5S 2587 2374 0.00% 0.003%
69 11.552 3170 3176 3179 rBV3 345 390 0.00% 0.000%
70 11.578 3179 3184 3191 rBV5 850 1148 0.00% 0.001%
71 11.693 3215 3220 3224 rBV3 1411 1611 ©0.00% 0.002%
72 11.819 3245 3259 3276 rBV 999485 1600402 1.95% 1.710%
73 11.935 3292 3295 3296 rBV2 752 529 0.00% 0.001%
74 12.079 3335 3340 3344 rBV5S 617 697 0.00% 0.001%
75 12.198 3363 3377 3396 rBV 673569 1101535 1.34% 1.177%
76 12.330 3409 3418 3427 rBV9 4304 7070 0.01% 0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  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\SFAMULM@32422WMA .M
Title : VOC Analysis
77 12.664 3518 3522 3530 rVB4 1168 1400 0.00% 0.001%
78 12.742 3543 3546 3549 rVB3 436 345 0.00% ©0.000%
79 12.767 3549 3554 3564 rBV9 1312 1646 0.00% 0.002%
80 12.825 3569 3572 3575 rBV3 701 455 0.00% ©.000%
81 12.973 3606 3618 3633 rVB 98991 161115 ©0.20% 0.172%
82 13.127 3664 3666 3668 rBV2 586 319 0.00% 0.000%
83 13.140 3668 3670 3674 rVB4 794 608 0.00% 0.001%
84 13.201 3685 3689 3692 rBV4 657 491 0.00% 0.001%
85 13.333 3721 3730 3738 rBV3 14638 23332 0.03% 0.025%
86 13.378 3739 3744 3753 rVB4 5716 7789 0.01% 0.008%
87 13.430 3755 3760 3767 rBV4 4165 5297 0.01% 0.006%
88 13.587 3801 3809 3817 rBV6 3914 6096 0.01% 0.007%
89 13.774 3864 3867 3874 rVB4 929 797 0.00% 0.001%
90 13.845 3883 3889 3898 rVB9 1533 2730 0.00% 0.003%
91 13.967 3921 3927 3929 rBV5 988 958 0.00% 0.001%
92 14.095 3962 3967 3971 rBV4 2995 2918 0.00% 0.003%
93 14.192 3992 3997 4006 rVB7 3330 4830 0.01% 0.005%
94 14.272 4019 4022 4026 rVB5 952 632 0.00% 0.001%
95 14.452 4070 4078 4086 rBV7 4731 7138 0.01% 0.008%
96 14.854 4201 4203 4206 rBV2 856 439 0.00% 0.000%
97 15.214 4307 4315 4316 rBV6 3614 4076 ©0.00% 0.004%
98 15.545 4411 4418 4428 rVB8 13698 21869 0.03% 0.023%
99 15.700 4464 4466 4468 rBV3 1300 645 0.00% 0.001%
100 16.391 4675 4681 4691 rVB1o 12175 19182 0.02% 0.020%
Sum of corrected areas: 93605675
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU047938.D\data.ms
4e+07

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000
1.5971.8685 228392.762202@B8.3813053.527 3861 4.392 4.646 5.064 5340 5.719 50@B86-247 6.8E39.69(

L L L L L L L L L L I L L L L L L L L L L L B B

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: VU047938.D\data.ms

4e+07 9.459

o

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000 k

0l._65ROgA192 7.2456%947-899%7818298.498%58 8.92200118%93
R A ORI

: : I ‘ ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 1LOO 11.50 12.00
Abundance TIC: VU047938.D\data.ms

4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

OL2.330 12166208275 T3 BZHRRABB.58RL 3RBHAGDARPN2A 452  14.854 15.214 15.585.700 16.391
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 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\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.800 2.80 ug/L 55550 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 9
2 Imidazole-5-propionic acid, .bet... 156 C6H8N203 1000129-47-8 9
3 bis(chloromethyl) carbonate 158 C3H4C1203 1000404-37-0 9
4 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 7
5 Ethanol, 2-(2-chloroethoxy)- 124 C4H9C102 000628-89-7 4

Abundance Scan 143 (1.800 min): VU047938.D\data.ms (-122) (-) m/z 63.00 100.00%

35.1, 63.0
5000
R Rmm A AR
91‘.0 115.0 2070 1.60 1.80 2.00 2.20
\\}\‘\‘\\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\.\\ m/z 45.06 91.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5599: Ethene, (methylsulfonyl)-
21.0
63.0
5000 L L L LB R

1.60 1.80 2.00 2.20
m/z 35.10 85.94%

91.0
‘ ‘M il L ly ‘
TTTT ‘ TTTT ‘ L ‘ LU ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #33347: Imidazole-5-propionic acid, .beta.-hydroxy-
49.0 97.0
e e
138.0 1.60 1.80 2.00 2.20
5000 m/z 49.00 77.65%
4.
L N!“{w 1“‘:‘4“”“‘_”““mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34771: bis(chloromethyl) carbonate R ma e R
49.0 1.60 1.80 2.00 2.20
m/z 47.00 69.64%
5000
79.0
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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-bromo-2-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.973 5.03 ug/L 161115 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 98
2 Benzene, 1-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
3 Benzene, 1l-bromo-4-chloro- 190 C6H4BrCl 000106-39-8 98
4 4-Chlorophenylselenol 192 C6H5C1Se 016645-10-6 97
5 Benzene, 1-bromo-2-chloro- 190 C6H4BrCl 000694-80-4 97
Abundance Scan 3618 (12.973 min): VU047938.D\data.ms (-3606) (-  m/z 191.90 100.00%
191.9
111.0
75.
5000 50
‘ ‘ 13.00
\H\‘HHH‘\\H\‘\“‘H\‘!‘”,“\‘H“\‘\\“\‘\‘\\\\‘\]-\5\§.‘0\\\\‘\\ T m/Z 189.90 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65027: Benzene, 1-bromo-2-chloro-
192.0
111.0 A
5000 75.0 PSS
13.00
50.0 m/z 111.00  71.79%
27'0’1550 \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65028: Benzene, 1-bromo-4-chloro-
192.0
111.0 T ‘/\‘
13.00
5000 750 m/z 75.00 51.80%
50.0
mf@r(‘)‘”_u‘mm‘!,muHl“_m_l‘s‘?‘q”w” S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65032: Benzene, 1-bromo-4-chloro- e ‘/\‘
111.0 192.0 13.00
75.0 m/z 74.00 27.16%
5000 50.0
ekl 1580 Y BN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41122\
Data File : VU@47938.D

Acqg On : 12 Apr 2022 04:00

Operator : SY/MD

Sample : N2293-02ME

Misc : 7.71g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@32422WMA.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 1.800 2.8 ug/L 55550 1 6.247 992419 50.0
Benzene, 1-brom... 12.973 5.0 ug/L 161115 3 11.819 1600400 50.0
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