LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acqg On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLMO62921WMA .M
Title : VOC Analysis

Signal : TIC: VV@21612.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.191 41 47 74 rBV 41397 87024 5.44% 0.629%
2 1.304 75 82 92 rBvV 165051 164672 10.30% 1.190%
3 1.359 92 99 116 rBV 34929 83443 5.22% 0.603%
4 1.561 155 162 176 rVB 141424 167274 10.46%  1.209%
5 2.105 321 331 345 rvVB 311129 450526 28.17%  3.257%
6 2.291 383 389 400 rVB 6680 10193 0.64% 0.074%
7 2.442 432 436 439 rBVS 666 554 0.03% 0.004%
8 2.503 447 455 464 rBV2 5180 8642 0.54% 0.062%
9 2.593 479 483 485 rBv4 441 371 0.02% 0.003%
106 2.664 501 505 508 rBV3 485 347 0.02% 0.003%
11 2.786 540 543 547 rBvV2 557 321  0.02% 0.002%
12 2.912 578 582 586 rBvV5 674 603 0.04% 0.004%
13  3.124 645 648 650 rBvV3 583 435 0.03% 0.003%
14 3.204 669 673 676 rBv4d 534 508 0.03% 0.004%
15 3.256 685 689 695 rVB3 409 373  0.02% 0.003%
16 3.391 728 731 733 rBV3 435 337 0.02% 0.002%
17 3.404 733 735 737 rW2 537 312 0.02% 0.002%
18 3.490 758 762 767 rBV3 448 408 0.03% 0.003%
19 3.587 790 792 796 rVB2 562 320 0.02% 0.002%
20 3.651 806 812 815 rBV3 423 364 0.02% ©0.003%
21 3.722 826 834 838 rBVS 1781 2609 0.16% 0.019%
22 3.870 869 880 917 rBV 139500 361256 22.59% 2.612%
23 4.195 977 981 983 rBv3 456 328 0.02% 0.002%
24  4.346 1012 1028 1058 rBV 255953 633925 39.63% 4.583%
25 4.506 1076 1078 1086 rVB6 645 558 0.03% 0.004%
26 4.635 1116 1118 1121 rVB3 636 355 0.02% ©0.003%
27 4.748 1148 1153 1155 rBV4 443 377 0.02% 0.003%
28 4.828 1174 1178 1181 rBV3 432 346 0.02% 0.003%
29 5.047 1228 1246 1282 rVV2 620858 1599448 100.00% 11.563%
30 5.281 1317 1319 1324 rVB4 602 324 0.02% 0.002%
31 5.326 1331 1333 1335 rBV3 653 412 0.03% 0.003%
32 5.413 1358 1360 1364 rBV5 609 322 0.02% 0.002%
33 5.465 1370 1376 1378 rVB4 395 358 0.02% ©0.003%
34 5.497 1378 1386 1389 rBV7 853 1128 0.097% ©0.008%
35 5.616 1410 1423 1461 rBV 522179 1060485 66.30% 7.667%
36 5.912 1500 1515 1530 rBV3 7936 16685 1.04% 0.121%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acqg On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLMO62921WMA .M
Title : VOC Analysis
37 5.998 1536 1542 1545 rBV4 481 467 ©.03% 0.003%
38 6.069 1550 1564 1591 rVV 354518 721786 45.13%  5.218%
39 6.211 1605 1608 1609 rBV2 660 405 0.03% 0.003%
40 6.281 1627 1630 1634 rVV3 941 708 0.04% 0.005%
41 6.313 1638 1640 1644 rVB4 677 466 0.03% 0.003%
42 6.336 1644 1647 1652 rVB4 609 492 0.03% 0.004%
43  6.365 1652 1656 1658 rBV3 532 473 0.03% 0.003%
44  6.426 1671 1675 1682 rVB3 648 686 0.04% 0.005%
45 6.558 1713 1716 1719 rBV3 598 426 0.03% 0.003%
46 6.619 1726 1735 1746 rBV4 4685 10812 0.68% 0.078%
47 6.735 1768 1771 1775 rVB3 626 398 0.02% 0.003%
48 6.895 1819 1821 1826 rBvV2 349 366 0.02% 0.003%
49 6.985 1838 1849 1873 rBV 209191 381193 23.83% 2.756%
50 7.159 1894 1903 1911 rBV6 2436 5466 0.34% 0.040%
51 7.239 1923 1928 1930 rBvV3 981 1002 0.06% 0.007%
52 7.317 1939 1952 1971 rBV 770118 1329378 83.11% 9.611%
53 7.622 2036 2047 2074 rBV 144678 252758 15.80% 1.827%
54 7.796 2098 2101 2106 rBV4 965 613 0.04% 0.004%
55 7.953 2148 2150 2154 rBV4 555 333  0.02% 0.002%
56 7.976 2154 2157 2159 rBV3 582 428 0.03% 0.003%
57 8.011 2166 2168 2173 rBvV2 718 520 0.03% 0.004%
58 8.040 2173 2177 2178 rBvV2 686 446 0.03% 0.003%
59 8.085 2181 2191 2231 rBV 483024 836321 52.29% 6.046%
60 8.854 2417 2430 2459 rBV 767140 1270885 79.46% 9.188%
61 9.313 2571 2573 2577 rBV3 769 597 0.04% 0.004%
62 9.339 2577 2581 2585 rVB5 801 731 0.05% 0.005%
63 9.378 2590 2593 2595 rBV3 588 454 0.03% 0.003%
64 9.551 2642 2647 2653 rVB4 1846 2192 0.14% 0.016%
65 9.619 2662 2668 2670 rBv4 567 621 0.04% 0.004%
66 9.635 2670 2673 2677 rVB5 751 590 0.04% 0.004%
67 9.670 2679 2684 2685 rBV3 681 648 0.04% 0.005%
68 9.815 2726 2729 2731 rBV3 731 471 0.03% 0.003%
69 10.027 2793 2795 2799 rVB3 918 533 0.03% 0.004%
70 10.127 2820 2826 2834 rBV7 2008 3414 0.21% 0.025%
71 10.217 2842 2854 2872 rBV 544246 843019 52.71% 6.094%
72 10.342 2885 2893 2908 rBV6 6208 13109 0.82% 0.095%
73 10.696 2992 3003 3014 rBV3 13291 21718 1.36% 0.157%
74 10.853 3047 3052 3055 rBV5S 1198 1278 0.08% 0.009%
75 10.918 3064 3072 3084 rVB3 7925 12056 ©0.75% 0.087%
76 11.021 3094 3104 3123 rBV5 21308 49813 3.11% ©0.360%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acqg On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 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\SFAMVLMO62921WMA .M
Title : VOC Analysis
77 11.249 3159 3175 3190 rBV 842801 1307711 81.76% 9.454%
78 11.445 3228 3236 3245 rVB3 4929 8248 0©.52% 0.060%
79 11.529 3252 3262 3280 rBV 116709 221339 13.84% 1.600%
80 11.625 3281 3292 3309 rVB 802374 1274792 79.70% 9.216%
81 11.921 3376 3384 3394 rVB2 31444 48297 3.02% ©0.349%
82 12.185 3459 3466 3469 rBVS5 1647 2155 0.13% 0.016%
83 12.291 3485 3499 3512 rBV5S 7959 16936 1.06% 0.122%
84 12.464 3546 3553 3566 rVB7 12604 20269 1.27% 0.147%
85 12.554 3574 3581 3587 rBV5 5821 8325 0.52% 0.060%
86 12.779 3641 3651 3665 rBV5 14858 43664 2.73% 0.316%
87 13.185 3771 3777 3794 rVB5 5787 10942 0.68% 0.079%
88 13.384 3832 3839 3842 rBV5 9445 12358 0.77% ©0.089%
89 13.416 3843 3849 3858 rvVB2 25292 39825 2.49% 0.288%
90 13.509 3873 3878 3889 rVB3 15587 24147 1.51% 0.175%
91 13.596 3900 3905 3912 rBV7 4719 7488 0.47% 0.054%
92 13.763 3947 3957 3964 rBV4 33751 54522 3.41% 0.394%
93 13.812 3964 3972 3987 rVB6 28825 53940 3.37% 0.390%
94 13.963 4016 4019 4021 rBV4 2578 1831 0.11% 0.013%
95 14.024 4031 4038 4046 rBV5 11120 15852 ©.99% 0.115%
96 14.197 4084 4092 4108 rVB5 18377 31806 1.99% 0.230%
97 15.303 4428 4436 4448 rBV3 19818 33924  2.12%  0.245%
98 15.512 4494 4501 4511 rBv4 39271 61076 3.82% 0.442%
99 15.914 4619 4626 4642 rVB2 30604 54053 3.38% 0.391%
100 17.098 4987 4994 5005 rBV3 32154 55042  3.44% 0.398%
Sum of corrected areas: 13832557
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70621\

: VWe21612.D

: 06 Jul 2021 13:57

: SY/MD

: VIBLK201

: 5.0mL/MSVOA_V/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M
Quant Title : VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acq On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.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 1 Sulfur dioxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.191 4.10 ug/L 87024  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 4

Abundance  Scan 47 (1.191 min): VV021612.D\data.ms (-41) (-) m/z 63.90 100.00%

3.9
5000 M
—
a4 120 140 1.60
L e o e L T ol o m/z 47.95  47.04%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acq On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.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 Aminomethanesulfonic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.359 3.93 ug/L 83443  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 99 (1.359 min): VV021612.D\data.ms (-92) (-) m/z 63.90 100.00%
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17.0
M 32.0 .
O+t e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6179: Aminomethanesulfonic acid —
64.0 1.20 1.40 1.60
m/z 43.90 1.04%
48.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acq On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.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 4 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.529 8.46 ug/L 221339 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3262 (11.529 min): VV021612.D\data.ms (-3252) (-  m/z 57.00 100.00%
57.0
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5000 = :
41.0 11.50
83.0 m/z 43.00 30.16%
9801120
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L [
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Abundance #13662: 2-Propyl-1-pentanol g ‘
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070621\
Data File : VV021612.D

Acqg On : 06 Jul 2021 13:57
Operator : SY/MD

Sample : VIBLK201

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.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|
Sulfur dioxide 1.191 4.1 ug/L 87024 1 5.616 1060490 50.0
Aminomethanesul... 1.359 3.9 ug/L 83443 1 5.616 1060490 50.0
1-Hexanol, 2-et... 11.529 8.5 wug/L 221339 3 11.249 1307710 50.0
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