LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021663.D

Acqg On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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@21663.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 16 21 35 rVB 63855 60729 2.68% 0.377%
2 1.304 75 82 94 rVB 183150 193232 8.52% 1.199%
3 1.561 155 162 174 rVB 128889 148972 6.57% 0.925%
4 2.105 321 331 342 rBV 274084 397091 17.51% 2.465%
5 2.757 518 534 560 rBV 336091 678113 29.90%  4.209%
6 3.034 605 620 654 rBV 1144867 2267891 100.00% 14.078%
7 3.342 713 716 719 rVB3 646 360 0.02% 0.002%
8 3.362 719 722 727 rBV3 679 532 0.02% 0.003%
9 3.439 744 746 748 rBV2 576 314 0.01% 0.002%
106 3.603 796 797 798 rBV2 239 78 ©0.00% 0.000%
11 3.757 820 845 869 rBV 665522 1672091 73.73% 10.379%
12 3.867 870 879 912 rVwV 104233 267725 11.81% 1.662%
13 4.204 982 984 986 rBv 649 301 0.01% 0.002%
14  4.342 1010 1027 1058 rBV 202601 505210 22.28% 3.136%
15 4.477 1066 1069 1071 rBV3 1042 563 0.02% 0.003%
16 4.580 1100 1101 1103 rBV2 448 183 0.01% 0.001%
17 4.741 1149 1151 1153 rBV 405 199 0.01% 0.001%
18 4.821 1174 1176 1179 rVB3 554 201 0.01% 0.001%
19 4.886 1187 1196 1200 rBV6 495 632 0.03% 0.004%
20 4.921 1204 1207 1210 rVB2 335 136 0.01% 0.001%
21  4.934 1210 1211 1212 rBV2 288 77 ©0.00% 0.000%
22 5.040 1224 1244 1281 rBV2 496466 1290218 56.89% 8.009%
23 5.275 1314 1317 1319 rBV2 409 266 0.01% 0.002%
24 5.317 1328 1330 1331 rVB2 529 128 0.01% 0.001%
25 5.426 1359 1364 1368 rVB5 711 622 0.03% 0.004%
26 5.612 1409 1422 1453 rBV 608355 1217189 53.67% 7.556%
27 5.905 1503 1513 1532 rVB4 17442 36413 1.61% 0.226%
28 6.066 1549 1563 1597 rBV 278975 582679 25.69% 3.617%
29 6.346 1648 1650 1653 rVB3 631 384 0.02% 0.002%
30 6.416 1670 1672 1675 rVB2 473 237 0.01% 0.001%
31 6.436 1675 1678 1680 rBV 419 247 0.01% 0.002%
32 6.448 1680 1682 1683 rBV 188 77 0.00% 0.000%
33 6.474 1687 1690 1692 rBvV2 369 244 0.01% 0.002%
34 6.526 1704 1706 1709 rBV3 225 99 0.00% 0.001%
35 6.545 1709 1712 1713 rBV2 475 303 0.01% 0.002%
36 6.635 1735 1740 1741 rBV3 839 708 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021663.D

Acqg On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 6.728 1766 1769 1773 rVB3 377 323  0.01% 0.002%
38 6.789 1784 1788 1791 rBV 550 404 0.02% 0.003%
39 6.815 1792 1796 1798 rBV3 348 229 0.01% 0.001%
40 6.879 1811 1816 1819 rBV2 198 168 0.01% 0.001%
41  6.915 1825 1827 1828 rBvV2 205 68 0.00% 0.000%
42 6.985 1837 1849 1872 rBV 169112 312901 13.80% 1.942%
43 7.182 1908 1910 1911 rBV 376 120 0.01% 0.001%
44  7.313 1939 1951 1969 rBV 610133 1067682 47.08% 6.627%
45  7.622 2037 2047 2070 rBV 115439 205483 9.06% 1.276%
46 7.844 2114 2116 2120 rVB2 596 347 0.02% 0.002%
47  7.873 2120 2125 2128 rBV5 559 484 0.02% 0.003%
48 7.886 2128 2129 2131 rBV 243 78 0.00% 0.000%
49 7.940 2134 2146 2147 rBV3 2097 2731 0.12% 0.017%
50 7.979 2154 2158 2162 rBV3 1213 879 0.04% 0.005%
51 8.027 2169 2173 2174 rBV 320 201 0.01% 0.001%
52 8.085 2181 2191 2228 rBV 322114 604185 26.64% 3.750%
53  8.429 2295 2298 2300 rBvV3 382 206 0.01% ©0.001%
54  8.455 2304 2306 2307 rBV 422 156 ©0.01% ©0.001%
55 8.506 2317 2322 2324 rBV5 492 322 0.01% 0.002%
56  8.548 2333 2335 2339 rBV2 581 366 0.02% 0.002%
57 8.619 2354 2357 2363 rBV5 647 590 0.03% 0.004%
58 8.702 2379 2383 2386 rBV 226 217 0.01% 0.001%
59 8.850 2417 2429 2457 rBV 904097 1462389 64.48% 9.078%
60 9.152 2514 2523 2526 rBVv7 1292 2317 0.10% 0.014%
61 9.230 2545 2547 2548 rBV7 419 157 0.01% 0.001%
62 9.271 2559 2560 2563 rBV7 285 100 0.00% 0.001%
63 9.316 2570 2574 2577 rBv2 159 167 0.01% 0.001%
64 9.342 2578 2582 2583 rBV2 319 198 0.01% 0.001%
65 9.403 2599 2601 2604 rBV2 351 141 0.01% 0.001%
66 9.448 2613 2615 2617 rBvV 359 145 0.01% 0.001%
67 9.487 2624 2627 2628 rBV 406 215 0.01% 0.001%
68 9.529 2637 2640 2642 rVB2 440 218 ©0.01% 0.001%
69 9.542 2642 2644 2646 rBV3 383 224 0.01% 0.001%
70  9.587 2656 2658 2659 rBV 363 137 0.01% 0.001%
71  9.693 2688 2691 2692 rBV 223 97 0.00% 0.001%
72 9.767 2712 2714 2717 rVB2 315 91 0.00% 0.001%
73 9.786 2718 2720 2723 rBv2 467 199 0.01% 0.001%
74  9.815 2725 2729 2730 rBV3 603 395 0.02% 0.002%
75 9.898 2753 2755 2757 rBV2 181 92 0.00% 0.001%
76 9.911 2757 2759 2760 rBV 516 244 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021663.D

Acqg On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 10.017 2789 2792 2799 rVB3 415 323  0.01% 0.002%
78 10.050 2799 2802 2807 rVB2 321 289 0.01% 0.002%
79 10.079 2808 2811 2815 rVB2 315 255 0.01% 0.002%
80 10.127 2817 2826 2839 rBV3 3230 5198 0.23% 0.032%
81 10.217 2842 2854 2873 rBV 378610 601064 26.50% 3.731%
82 10.651 2987 2989 2991 rBV 527 312 0.01% 0.002%
83 10.686 2998 3000 3003 rVB 312 156 ©0.01% 0.001%
84 10.712 3003 3008 3014 rBV3 518 532 0.02% 0.003%
85 10.834 3041 3046 3049 rBV2 377 402 0.02% 0.002%
86 10.869 3055 3057 3059 rBV2 488 239 0.01% 0.001%
87 11.030 3104 3107 3110 rBV3 802 606 0.03% 0.004%
88 11.091 3123 3126 3129 rBV2 257 179 0.01% 0.001%
89 11.156 3137 3146 3154 rBVS5S 4140 6825 0.30% 0.042%
990 11.249 3163 3175 3195 rBV 976126 1512575 66.70% 9.389%
91 11.513 3255 3257 3261 rBV 355 309 0.01% 0.002%
92 11.625 3280 3292 3315 rBV 619870 978339 43.14% 6.073%
93 11.767 3334 3336 3338 rBV2 425 201 0.01% 0.001%
94 11.972 3398 3400 3401 rBV 273 88 0.00% 0.001%
95 12.024 3413 3416 3418 rVB2 507 221 0.01% 0.001%
96 12.226 3477 3479 3481 rBV 343 219 0.01% 0.001%
97 12.316 3505 3507 3510 rBV2 302 206 0.01% 0.001%
98 12.355 3510 3519 3528 rBV6 6076 10473 0.46% 0.065%
99 12.651 3608 3611 3614 rBV 541 361 0.02% 0.002%
100 13.021 3723 3726 3731 rBV2 386 405 ©0.02% 0.003%
Sum of corrected areas: 16109887
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\

: VWe21663.D

: 15 Jul 2021 11:12

: SY/MD

: M3033-03

: 5.0mL/MSVOA_V/WATER

: 4 Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021663.D

Acq On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.757  27.86 ug/L 678113  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 534 (2.757 min): VV021663.D\data.ms (-518) (-) m/z 57.10 100.00%
57.1
41.0
5000
| 711 gea 2.40 2.60 2.80 3.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\i}\\\“\‘\‘\\“\\\\i‘\\\\‘\\\‘.\‘\\\ m/Z 56.00 84.42%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 410
29.0 2.40 2.60 2.80 3.00
m/z 41.00 57.94%
_ ‘ ‘ A 71.0 g0
\\\‘\\\\‘\\\\‘\\\i‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
57.0
T
29.0 410 2.40 2.60 2.80 3.00
5000 m/z 43.05 22.89%
15.0 ‘ ‘ | 710 86.0
- | | il LA |
R R B e A e B
miz--> 0 10 20 30 40 50 60 70 80 90 |
Abundance #2050: Pentane, 3-methyl- e
57.0 2.40 2.60 2.80 3.00
m/z 39.00 14.44%
29.0 41.0
5000
. 71.0
20 80 I 7O 80
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021663.D

Acq On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 2-Ethyl-oxetane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.034 93.16 ug/L 2267890 1,4-Difluorobenzene 5.612

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 87
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 620 (3.034 min): VV021663.D\data.ms (-605) (-) m/z 57.05 100.00%

57.0
41.0
5000
86.1
‘ 711 2.80 3.00 3.20 3.40
SO 1 O N L M m/z 41.00  67.44%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
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41.0 A
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
2.80 3.00 3.20 3.40
29.0 86.0 m/z 43.05 62.76%
‘ ‘ | \ 71\'0 ‘
. | | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0 2.80 3.00 3.20 3.40
5000 ITI/Z 56.05 51.37%
86.0
71.0
L |
e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0 2.80 3.00 3.20 3.40
43.0 m/z 42.00  31.88%
29.0
5000
86.0
0 | mo
- iy L |
e e e e e e e e
m/z--> 0O 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 : VV021663.D

Acq On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 (DEL) Alkane: Cyclic3.757 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.757 68.69 ug/L 1672090 1,4-Difluorobenzene 5.612

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 90
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
Abundance Scan 845 (3.757 min): VV021663.D\data.ms (-820) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.1 /\
A AmmaanEE
‘ ‘ 84.1 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\w‘\‘\\\wi\\\\‘\\‘\\‘\\ mz 41 ee 49.66%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LA L L BB L

3.40 3.60 3.80 4.00

m/z 69.10 43.77%
28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\‘\\\“\w \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R o A o
41.0 340360380400
69.0
270
84.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0 3.40 3.60 3.80 4.00

m/z 42.00 21.17%

5000 41.0
69.0
84.0
27 0
15.0 L H\

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021663.D

Acqg On : 15 Jul 2021 11:12
Operator : SY/MD

Sample : M3033-03

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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|
(DEL) Alkane: S... 2.757 27.9 ug/L 678113 1 5.612 1217190 50.0
2-Ethyl-oxetane 3.034 93.2 wug/L 2267890 1 5.612 1217190 50.0
(DEL) Alkane: C... 3.757 68.7 ug/L 1672090 1 5.612 1217190 50.0
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