LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021665.D

Acqg On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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@21665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 97 rVB 232727 238126 13.17% 1.475%
2 1.558 154 161 174 rVB 178007 207009 11.45% 1.282%
3 2.165 321 331 344 rBV 374733 542813 30.03% 3.361%
4 2.291 380 389 407 rVB 50128 77246  4.27% ©.478%
5 2.761 519 535 565 rBV3 558706 1183541 65.47% 7.329%
6 3.037 601 621 652 rBVY 573190 1147614 63.48% 7.106%
7 3.481 757 759 762 rVB2 525 217 0.01% 0.001%
8 3.500 762 765 766 rBV 302 176 0.01% 0.001%
9 3.603 794 797 800 rBV2 401 216 0.01% 0.001%
106 3.658 810 814 819 rBV3 400 344 0.02% 0.002%
11 3.680 819 821 823 rBV 198 76 ©0.00% 0.000%
12 3.757 823 845 869 rBvV 309922 793342 43.88% 4.912%
13 3.867 869 879 913 rBV 147097 381524 21.10% 2.362%
14  4.346 1011 1028 1059 rBV 280170 699629 38.70% 4.332%
15 4.571 1096 1098 1104 rBV3 573 583 0.03% 0.004%
16 4.764 1156 1158 1161 rVB2 422 242 0.01% 0.001%
17 4.863 1184 1189 1191 rBV3 270 199 0.01% 0.001%
18 4.931 1208 1210 1213 rBV2 248 108 ©0.01% 0.001%
19 4.960 1217 1219 1220 rBV 322 155 0.01% 0.001%
20 4.969 1220 1222 1225 rVB3 424 206 0.01% 0.001%
21 5.043 1225 1245 1257 rBV2 695241 1807828 100.00% 11.194%
22 5.481 1377 1381 1383 rBv2 529 376 0.02% 0.002%
23 5.490 1383 1384 1385 rBV2 297 76 ©0.00% 0.000%
24  5.522 1392 1394 1397 rBV2 613 439 0.02% 0.003%
25 5.616 1411 1423 1456 rBV 414474 844416 46.71% 5.229%
26 5.905 1502 1513 1535 rBV3 22800 48367 2.68% 0.299%
27 6.069 1549 1564 1593 rBV 391316 808096 44.70% 5.004%
28 6.439 1676 1679 1681 rBV2 605 302 0.02% 0.002%
29 6.452 1681 1683 1685 rVvV 224 118 0.01% 0.001%
30 6.468 1686 1688 1689 rvB2 286 86 0.00% 0.001%
31 6.487 1692 1694 1695 rBV 227 102 0.01% 0.001%
32 6.744 1768 1774 1777 rBV3 591 490 0.03% 0.003%
33 6.793 1786 1789 1790 rBV2 424 215 0.01% 0.001%
34 6.815 1794 1796 1799 rvv2 271 153 0.01% 0.001%
35 6.866 1810 1812 1818 rVB3 277 218 ©0.01% 0.001%
36 6.892 1818 1820 1822 rBV2 165 97 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021665.D

Acqg On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 6.921 1826 1829 1835 rBvV2 239 313  0.02% 0.002%
38 6.985 1838 1849 1871 rBV 240266 434638 24.04% 2.691%
39 7.317 1939 1952 1970 rBV 853159 1481496 81.95% 9.174%
40 7.622 2037 2047 2077 rBV 162860 284261 15.72% 1.760%
41 7.805 2101 2104 2109 rVB4 595 532 0.03% 0.003%
42 7.895 2129 2132 2134 rBV 314 150 0.01% 0.001%
43 7.937 2136 2145 2154 rBV3 2456 4329 0.24% 0.027%
44  8.005 2163 2166 2169 rBV 168 106 0.01% 0.001%
45  8.027 2172 2173 2175 rVB 321 81 0.00% 0.001%
46 8.043 2175 2178 2180 rBV 224 134 0.01% 0.001%
47  8.085 2180 2191 2232 rBV 457852 867387 47.98% 5.371%
48  8.461 2303 2308 2312 rBV 437 369 0.02% 0.002%
49 8.481 2312 2314 2317 rBV2 335 165 0.01% 0.001%
50 8.497 2317 2319 2324 rBV4 371 229 0.01% 0.001%
51 8.574 2338 2343 2345 rBV3 669 500 0.03% 0.003%
52 8.619 2356 2357 2358 rVB 405 78 0.00% 0.000%
53 8.628 2358 2360 2362 rBvV2 192 92 0.01% 0.001%
54 8.715 2385 2387 2390 rVB 403 218 0.01% 0.001%
55  8.751 2395 2398 2400 rBV 400 248 0.01% 0.002%
56 8.776 2404 2406 2409 rVB 252 152 0.01% 0.001%
57 8.809 2409 2416 2418 rBV3 571 623 0.03% 0.004%
58 8.854 2418 2430 2460 rBV 625624 1021300 56.49% 6.324%
59 9.143 2515 2520 2522 rBV3 1347 1162 0.06% 0.007%
60 9.220 2542 2544 2546 rBv2 305 174 0.01% 0.001%
61 9.336 2578 2580 2584 rBV2 230 148 0.01% 0.001%
62 9.497 2625 2630 2633 rBV 382 358 0.02% 0.002%
63 9.648 2675 2677 2678 rBV 250 94 0.01% 0.001%
64 9.680 2684 2687 2689 rBV2 258 185 0.01% 0.001%
65 9.693 2689 2691 2697 rVB2 377 215 ©0.01% 0.001%
66 9.731 2702 2703 2705 rWwV 217 76 0.00% 0.000%
67 9.744 2705 2707 2710 rVB2 452 247 0.01% 0.002%
68 9.763 2710 2713 2716 rBV2 284 198 0.01% 0.001%
69 9.805 2721 2726 2728 rBV2 328 278 0.02% 0.002%
70 9.908 2756 2758 2760 rBV 321 138 0.01% 0.001%
71  9.940 2764 2768 2770 rBV2 359 3106 0.02% 0.002%
72 9.969 2774 2777 2779 rBV3 197 120 0.01% 0.001%
73 9.982 2779 2781 2784 rBv2 351 162 0.01% 0.001%
74 10.005 2784 2788 2790 rBV4 394 271 0.01% 0.002%
75 10.075 2807 2810 2813 rBV 293 188 ©0.01% 0.001%
76 10.127 2820 2826 2839 rVB3 4202 5996 0.33% 0.037%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021665.D

Acqg On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 10.217 2842 2854 2877 rBV 530430 843669 46.67% 5.224%
78 10.516 2944 2947 2950 rBV 217 108 ©0.01% 0.001%
79 10.532 2950 2952 2955 rBV2 527 387 0.02% 0.002%
80 10.667 2988 2994 2997 rBV4 818 994 0.05% 0.006%
81 10.786 3030 3031 3034 rVB 460 131 0.01% 0.001%
82 10.812 3034 3039 3040 rBV2 298 253 0.01% 0.002%
83 10.882 3055 3061 3063 rBV3 743 734 0.04% 0.005%
84 10.918 3065 3072 3087 rVB7 3600 6657 0.37% 0.041%
85 10.976 3087 3090 3095 rBV3 459 362 0.02% 0.002%
86 11.043 3104 3111 3116 rBV5S 1034 1315 0.07% ©0.008%
87 11.249 3164 3175 3203 rBV 659757 1041246 57.60% 6.448%
88 11.477 3243 3246 3248 rBV2 284 144 0.01% ©0.001%
89 11.519 3256 3259 3261 rBV2 288 196 0.01% 0.001%
90 11.538 3261 3265 3266 rBV2 674 458 0.03% 0.003%
91 11.625 3280 3292 3312 rBV 849616 1352938 74.84% 8.378%
92 11.841 3354 3359 3360 rBV 1025 687 0.04% 0.004%
93 11.988 3400 3405 3407 rBV 319 324 0.02% 0.002%
94 12.252 3478 3487 3499 rBV4 1040 2348 0.13% 0.015%
95 12.355 3516 3519 3528 rVB7 2360 2765 0.15% 0.017%
96 12.509 3565 3567 3570 rBV 417 207 0.01% 0.001%
97 12.564 3583 3584 3585 rBV 241 88 0.00% 0.001%
98 12.593 3590 3593 3594 rBV2 645 431 0.02% 0.003%
99 12.982 3712 3714 3716 rBV2 356 131 0.01% 0.001%
100 13.509 3876 3878 3881 rBV2 731 510 ©0.03% 0.003%
Sum of corrected areas: 16149549
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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\VVve71521\

: VV021665.D

: 15 Jul 2021 12:21

: SY/MD

: M3033-07

: 5.0mL/MSVOA_V/WATER

: 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

TIC: VV021665.D\data.ms

5.043

2761 3-037

5616 ¢ 069

2.105
8.157 4.346
1.304

1.558
.867

71476
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\ \\\\‘\\\\‘\\—VT“Y\\\‘\\\\‘\\\\‘\\\\‘\\\\m—wﬁ\\\

0
Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 300 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 540 5.60 5.80 6.00 6.20 6.40
TIC: VV021665.D\data.ms

11.249

10.217

0
Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

055

Time-->

7.817 11.625
6.985
7.622
6@ 7.9059 BIGHFGERTET) 9. 9/201(338.49 11840988
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I T — .
7.00 7.50 8.00 8.50 9. OO 9. 50 10.00 10.50 11.00 11.50 12.00
TIC: VV021665.D\data.ms

12 PE3EERGRE  12.982 13.509
T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_V\Data\VVv071521\
Data File : VV021665.D

Acq On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.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 2-Ethyl-oxetane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.037 67.95 ug/L 1147610 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
2 n-Hexane 86 C6H14 000110-54-3 86
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 78
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 621 (3.037 min): VV021665.D\data.ms (-601) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1
‘ 711 2.80 3.00 3.20 3.40
e 88 L m/z 41.00  66.13%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
2.80 3.00 3.20 3.40
29 0 86.0 m/z 43.10 61.33%
150 mo |
\\‘\\\\‘\\\‘\\\\‘\f\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 60 70 80 90
Abundance #204l.n—Hexane
57.0 L
R RREE B
43.0 2.80 3.00 3.20 3.40
5000 ITI/Z 56.10 50.43%
86.0
71.0
Ly |
e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0 2.80 3.00 3.20 3.40
m/z 42.00 32.06%
29.0
5000
86.0
15‘.0 ‘ 71.0
| | | |
R B B WA
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021665.D

Acq On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.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 (DEL) Alkane: Cyclic3.757 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.757 46.98 ug/L 793342  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
Abundance Scan 845 (3.757 min): VV021665.D\data.ms (-823) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0

H ‘ 84.1 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\i‘\w\‘\\\w‘\\\\‘\\‘\\‘\\ mZ 4109 48-87%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69'0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
3.40 3.60 3.80 4.00
m/z 69.00 44.32%
28.0 M ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\\‘\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
A A REmmaREE
41.0 3.40 3.60 3.80 4.00
5000 m z 55.00 24.86%
69.0
270
84.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- N EEEaEa R
56.0 3.40 3.60 3.80 4.00

m/z 42.00 20.30%

5000 41.0
84.0
270
o | Lo

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021665.D

Acq On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.905 2.86 ug/L 48367 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4-fluoropyridine 131 CS5H3C1FN 1000484-44-8 38
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
4 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 25
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25

Abundance Scan 1513 (5.905 min): VV021665.D\data.ms (-1502) (-) m/z 95.90 100.00%

95.9 130.9
5000 60.9
e AEEEREE R S
35.0 5.60 5.80 6.00 6.20
\\\\‘\\\‘\“\‘\‘\H“\‘\\\‘H\\\“‘l\\\\’\\}‘\"\\\\‘\\\\‘\\\\‘ m/Z 130.90 91.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0
5000 L L R R B R
5.60 5.80 6.00 6.20
m/z 132.90 87.51%
69.
\\\\‘\3\]7\.?‘}‘\‘H}\“\H‘\‘\‘\\\ “\\\\’\\1‘\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
e
5.60 5.80 6.00 6.20
5000 m/z 97.90 59.80%
26.0 ‘
H‘wJ‘HMm:uu!h‘H‘Hml‘m,‘m,‘m_m_m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester e AR ‘/‘\‘ e
59.0 96.0 5.60 5.80 6.00 6.20
m/z 60.90 47.37%
5000 131.0
15.0
‘ 360, “‘\ Ll 1550 190.0
A e e e  ARRRERE e R
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021665.D

Acqg On : 15 Jul 2021 12:21
Operator : SY/MD

Sample : M3033-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .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|
2-Ethyl-oxetane 3.037 68.0 ug/L 1147610 1 5.616 844416 50.0
(DEL) Alkane: C... 3.757 47.0 ug/L 793342 1 5.616 844416 50.0
unknown-01 5.905 2.9 ug/L 48367 1 5.616 844416 50.0
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