LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV020948.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 96 rVB 242604 240390 12.25% 1.467%
2 1.571 158 165 175 rVB 201570 222023 11.31% 1.355%
3 2.108 323 332 362 rVB 460959 680900 34.70% 4.156%
4 2.294 384 390 393 rBV3 1088 1168 0.06% 0.007%
5 2.359 407 410 414 rBV2 592 457 0.02% 0.003%
6 2.378 414 416 417 rBV 470 220 0.01% 0.001%
7 2.410 422 426 427 rBV 467 325 0.02% 0.002%
8 2.439 433 435 436 rBV 430 240  0.01% 0.001%
9 2.555 468 471 473 rBV 468 293 0.01% 0.002%
106 2.603 482 486 489 rVB3 579 414 0.02% 0.003%
11  2.625 489 493 495 rBv4 579 494 0.03% 0.003%
12 2.709 517 519 524 rVB2 582 329 0.02% 0.002%
13  2.735 524 527 529 rBV3 519 346 0.02% 0.002%
14 2.767 531 537 544 rBVS 3013 3634 0.19% 0.022%
15 2.969 598 600 603 rBv2 534 294 0.01% 0.002%
16 3.053 624 626 629 rBV 346 236 0.01% 0.001%
17 3.105 637 642 648 rVB3 502 596 0.03% 0.004%
18 3.150 654 656 658 rBv2 450 236 0.01% 0.001%
19 3.249 682 687 690 rBvV2 463 360 0.02% 0.002%
20 3.481 755 759 761 rBvV2 290 245 0.01% 0.001%
21 3.503 761 766 769 rVv2 440 3106 0.02% 0.002%
22 3.551 778 781 786 rVvV3 530 491 0.03% 0.003%
23  3.574 786 788 790 rVB2 573 229 0.01% ©0.001%
24 3.680 818 821 826 rVv2 705 473 0.02% 0.003%
25 3.770 845 849 854 rBV5 602 707 0.04% 0.004%
26 3.847 869 873 875 rBV2 410 273 0.01% 0.002%
27 3.902 879 890 937 rBV 102093 381046 19.42%  2.326%
28 4.352 1015 1030 1057 rBV 359821 892459 45.48% 5.447%
29 4.744 1149 1152 1154 rBvV3 375 268 0.01% 0.002%
30 4.773 1160 1161 1165 rVB 532 271 0.01% 0.002%
31 4.815 1170 1174 1176 rBvV2 434 384 0.02% 0.002%
32 4.899 1195 1200 1202 rBvV3 594 433 0.02% 0.003%
33 4.953 1213 1217 1218 rBV3 424 303 0.02% 0.002%
34 5.050 1228 1247 1254 rBV2 813491 1962324 100.00% 11.978%
35 5.468 1375 1377 1379 rBvV2 465 285 0.01% 0.002%
36 5.558 1401 1405 1407 rBV3 748 597 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis
37 5.619 1412 1424 1460 rVV 671009 1343289 68.45% 8.199%
38 5.911 1506 1515 1531 rVV3 20507 42600 2.17% 0.260%
39 5.989 1535 1539 1542 rBv4 518 392 0.02% 0.002%
40 6.008 1543 1545 1547 rBV2 621 356 0.02% 0.002%
41 6.072 1552 1565 1589 rBV 441154 895595 45.64% 5.467%
42 6.317 1636 1641 1642 rBV2 787 635 0.03% 0.004%
43 6.416 1669 1672 1674 rBV 479 292 0.01% 0.002%
44  6.432 1674 1677 1681 rVB2 969 671 0.03% 0.004%
45  6.458 1681 1685 1686 rBvV2 909 569 0.03% 0.003%
46  6.497 1690 1697 1698 rBvV2 605 514 0.03% 0.003%
47 6.741 1770 1773 1776 rBvV2 441 270 0.01% 0.002%
48 6.854 1805 1808 1811 rBvV2 469 347 0.02% 0.002%
49 6.989 1837 1850 1871 rBV 264592 477245 24.32% 2.913%
50 7.255 1931 1933 1936 rBV3 714 399 0.02% 0.002%
51 7.320 1939 1953 1971 rBV 973807 1688326 86.04% 10.305%
52 7.625 2036 2048 2068 rBV 181891 316884 16.15% 1.934%
53 7.934 2142 2144 2147 rBV3 559 406 0.02% 0.002%
54 8.034 2172 2175 2176 rBV 545 250 0.01% 0.002%
55 8.091 2183 2193 2222 rBV 426542 835650 42.58% 5.101%
56 8.635 2361 2362 2365 rvB3 688 254 0.01% ©0.002%
57 8.754 2397 2399 2400 rBV 389 205 0.01% 0.001%
58 8.783 2404 2408 2409 rBV 629 436 0.02% 0.003%
59 8.857 2419 2431 2455 rBV 1008539 1622080 82.66% 9.901%
60 9.072 2495 2498 2505 rBV5 1103 1049 0.05% 0.006%
61 9.153 2513 2523 2524 rBVS8 5956 6825 ©.35% 0.042%
62 9.307 2567 2571 2572 rBV2 556 341 0.02% 0.002%
63 9.358 2586 2587 2591 rVB 513 262 0.01% 0.002%
64 9.413 2602 2604 2609 rBV2 360 305 0.02% 0.002%
65 9.442 2609 2613 2616 rBV 904 564 0.03% 0.003%
66 9.506 2628 2633 2637 rBV6 1047 1189 0.06% 0.007%
67 9.551 2638 2647 2665 rVB 51612 81933 4.18% 0.500%
68 9.648 2675 2677 2681 rVB3 665 341 0.02% 0.002%
69 9.873 2742 2747 2749 rBV 353 299 0.02% 0.002%
70 9.931 2763 2765 2767 rBvV3 979 590 0.03% 0.004%
71 9.998 2783 2786 2787 rBV 603 296 0.02% 0.002%
72 10.136 2820 2829 2836 rBV7 3838 6742 0.34% 0.041%
73 10.220 2843 2855 2872 rBV 662736 1027205 52.35% 6.270%
74 10.448 2924 2926 2928 rBV 558 294 0.01% 0.002%
75 10.461 2928 2930 2931 rBV 576 212 0.01% ©0.001%
76 10.500 2939 2942 2945 rBV2 389 313 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis
77 10.548 2955 2957 2958 rBV2 509 229 0.01% 0.001%
78 10.699 3002 3004 3006 rBV 478 242 0.01% 0.001%
79 10.751 3012 3020 3024 rBV3 2621 3469 0.18% 0.021%
80 10.857 3048 3053 3056 rBV2 1090 1038 0.05% 0.006%
81 10.921 3068 3073 3081 rVB5 5229 6459 0.33% 0.039%
82 11.030 3103 3107 3109 rBV 767 607 0.03% 0.004%
83 11.255 3165 3177 3197 rBV 1044453 1618932 82.50% 9.882%
84 11.535 3253 3264 3277 rBV2 73496 117587 5.99% 0.718%
85 11.628 3282 3293 3309 rBV 1073111 1676051 85.41% 10.230%
86 11.889 3372 3374 3378 rBV4 793 678 ©0.03% 0.004%
87 11.921 3381 3384 3387 rVV3 1011 681 0.03% 0.004%
88 11.972 3398 3400 3403 rBV2 438 259 0.01% 0.002%
89 12.188 3465 3467 3471 rBV2 459 225 0.01% 0.001%
90 12.300 3499 3502 3504 rBV 479 309 0.02% 0.002%
91 12.368 3513 3523 3535 rBV2 87558 131199 6.69% 0.801%
92 12.477 3546 3557 3566 rBV6 14720 38086 1.94% 0.232%
93 12.956 3699 3706 3716 rVB2 15685 21054 1.07% 0.129%
94 13.066 3730 3740 3755 rBV1e0 5482 11076 ©.56% ©.068%
95 13.371 3832 3835 3838 rBV2 851 481 0.02% 0.003%
96 13.586 3900 3902 3905 rBV3 781 657 ©0.03% 0.004%
97 13.779 3959 3962 3968 rBV5 1033 11706 0.06% 0.007%
98 13.927 4006 4008 4011 rBV 584 386 0.02% 0.002%
99 14.117 4065 4067 4075 rBV4 1159 1141 0.06% 0.007%
100 15.098 4369 4372 4374 rBV2 1048 617 ©0.03% 0.004%
Sum of corrected areas: 16383111
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV020948.D\data.ms
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Abundance TIC: VV020948.D\data.ms
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1400000
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Abundance TIC: VV020948.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.535 3.63 ug/L 117587 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 90
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Indane 118 C9H1e 000496-11-7 76
5 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 70
Abundance Scan 3264 (11.535 min): VV020948.D\data.ms (-3253) (- m/z 117.10 100.00%
117.1
5000
91.1 T I
390 6831 464 11.50
0 "‘,m‘,HH,HH‘,‘m,‘hHH,\MWH“m“‘wwmw‘“w‘ m/z 118.10  56.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8951: Indane
117.0
5000 A ‘ /\ :
11.50
m/z 115.10 40.89%
39.0 63.0 910
0 0 " g 770 | 104.0 |
\H’HH’HH’HH’\\H’HH’HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8949: Indane
117.0
11.50
5000 m/z 91.10 17.21%
39.0 550 91.0
0130260 | 4 [l TIO | 10s0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8966: Benzene, cyclopropyl- ‘ ‘A‘A‘ ‘A‘
117.0 11.50
m/z 116.20 12.45%
5000 91.0
51.0 65.0 A
o 20 Ll T a0 [ LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12

Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzofuran, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.368 4.05 ug/L 131199 1,4-Dichlorobenzene-d4 11.255
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91

Abundance Scan 3523 (12.368 min): VV020948.D\data.ms (-3513) (- m/z 131.00 100.00%
131.0
5000
77.1 103.1 T P
511 “ H 12.00 12.50
O 38l bl bl myz 132.05  82.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14531: Benzofuran, 2-methyl-
131.0
5000 — M\«
12.00 12.50
51.0 m/z 77.10 20.44%
770 1030 /
27.0 ‘
OH‘\\\\‘HH\‘\H‘M‘\‘\\\‘ll‘\\\“f“f‘f‘\‘\m!‘\\H“HH‘HH‘HH’HH"‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14530: Benzofuran, 7-methyl-
132.0
N IVAY
12.00 12.50
5000 m/z 103.10 18.41%
51.0
77.0 103.0
27.0 ‘ H
0‘wu‘wHUMHMWH‘WM‘wmdeWMu‘qu‘wﬁ‘wu‘wu‘JL‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁwx
Abundance #14527: Benzofuran, 2-methyl- — RS
131.0 12.00 12.50
m/z 104.10 18.35%
5000
51.0 77.0 103.0
OHMHw%ZR‘wwuwmHHHWmJMHHMHWmHMHW‘HwﬁHM‘ — ‘Am‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020948.D

Acqg On : 06 Apr 2021 14:12
Operator : SY/MD

Sample : M1880-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 11.535 3.6 ug/L 117587 3 11.255 1618930 50.0
Benzofuran, 2-m... 12.368 4.0 ug/L 131199 3 11.255 1618930 50.0
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