LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021670.D

Acqg On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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@21670.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 16 20 34 rVB 53398 51222 0.20% 0.135%
2 1.304 75 82 95 rVvB 198843 214157 0.83% 0.562%
3 1.561 155 162 176 rVB 150686 174611 0.68% 0.459%
4 2.105 322 331 344 rBV 313706 458853 1.78% 1.205%
5 2.767 518 537 577 rBV 12305548 25846630 100.00% 67.884%
6 3.761 830 846 870 rBV 28075 73896 ©0.29% 0.194%
7 3.873 871 881 919 rBV 140975 371203 1.44% 0.975%
8 4.349 1013 1029 1056 rBv2 241792 605191 2.34% 1.589%
9 4.642 1117 1120 1122 rBv2 554 391 0.00% 0.001%
10 4.709 1140 1141 1142 rBV2 305 107 0.00% 0.000%
11  4.793 1165 1167 1169 rVB 316 93 0.00% 0.000%
12 4.812 1169 1173 1175 rBv2 526 402 0.00% 0.001%
13 4.844 1182 1183 1188 rVB3 572 367 0.00% 0.001%
14 4.870 1188 1191 1193 rBV 400 248 0.00% 0.001%
15 4.886 1193 1196 1201 rVB4 480 440 0.00% 0.001%
16 4.947 1212 1215 1217 rBV 279 177 0.00% 0.000%
17 5.047 1229 1246 1282 rBV2 604038 1556212 6.02% 4.087%
18 5.523 1393 1394 1395 rBV2 235 70 0.00% 0.000%
19 5.532 1395 1397 1400 rVv2 677 308 0.00% 0.001%
20 5.551 1400 1403 1409 rVB4 681 630 0.00% 0.002%
21 5.619 1411 1424 1454 rBV 487603 986327 3.82% 2.591%
22 5.908 1503 1514 1537 rVB2 15862 35265 0.14% 0.093%
23 5.992 1538 1540 1541 rBV 349 91 0.00% 0.000%
24  6.021 1546 1549 1551 rBV3 622 357 0.00% 0.001%
25 6.072 1551 1565 1593 rBV 343986 707991 2.74%  1.859%
26 6.297 1633 1635 1638 rBv4 520 385 0.00% 0.001%
27 6.336 1644 1647 1650 rBV3 769 437 0.00% 0.001%
28 6.391 1660 1664 1669 rVB2 444 418 0.00% 0.001%
29 6.416 1669 1672 1675 rVB2 611 338 0.00% 0.001%
30 6.429 1675 1676 1677 rBV 214 69 0.00% 0.000%
31 6.474 1684 1690 1697 rvVB3 571 913 0.00% 0.002%
32 6.503 1697 1699 1701 rBV2 531 333 0.00% 0.001%
33  6.638 1735 1741 1746 rBV5 1523 2052 0.01% 0.005%
34 6.709 1761 1763 1765 rBvV2 523 250 0.00% 0.001%
35 6.773 1773 1783 1784 rBV4 660 863 0.00% 0.002%
36 6.867 1810 1812 1814 rVB 257 111 0.00% ©0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021670.D

Acqg On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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 6.879 1814 1816 1817 rBV 142 58 0.00% 0.000%
38 6.886 1817 1818 1819 rBV 324 113 0.00% ©0.000%
39 6.921 1827 1829 1832 rBV2 328 153 0.00% 0.000%
40 6.989 1838 1850 1865 rBV 205023 366377 1.42% 0.962%
41  7.317 1940 1952 1971 rBV 737954 1267565 4.90%  3.329%
42 7.625 2038 2048 2066 rBV 136772 238275 0.92% 0.626%
43 7.902 2132 2134 2136 rBV 329 155 0.00% 0.000%
44  7.940 2136 2146 2158 rVV4 2169 3571 0.01% 0.009%
45  7.985 2158 2160 2163 rBV 411 167 ©0.00% 0.000%
46  8.005 2163 2166 2167 rBV 281 150 0.00% ©0.000%
47  8.037 2174 2176 2177 rBV2 213 78 ©0.00% 0.000%
48 8.050 2177 2180 2181 rBV 341 181 ©0.00% ©0.000%
49 8.088 2182 2192 2229 rBV 430318 824109 3.19% 2.164%
50 8.416 2292 2294 2295 rBV2 392 130 0.00% 0.000%
51 8.596 2347 2350 2352 rBvV2 494 374 0.00% 0.001%
52 8.715 2385 2387 2388 rBV 384 115 0.00% 0.000%
53 8.796 2410 2412 2415 rVB2 474 179 0.00% 0.000%
54  8.854 2418 2430 2456 rBV 713014 1177171 4.55%  3.092%
55  9.204 2536 2539 2540 rBvV3 719 377 0.00% 0.001%
56 9.255 2552 2555 2557 rBV3 343 217 0.00% 0.001%
57 9.297 2566 2568 2571 rBV 366 173 0.00% ©0.000%
58 9.352 2583 2585 2588 rBV 235 141 ©0.00% ©0.000%
59 9.500 2629 2631 2634 rBV2 267 168 0.00% 0.000%
60 9.545 2644 2645 2647 rBV2 313 137 0.00% ©0.000%
61 9.587 2655 2658 2660 rBV2 222 154 0.00% ©0.000%
62 9.600 2660 2662 2665 rVV 379 260 0.00% 0.001%
63 9.628 2669 2671 2672 rBV 160 48 0.00% 0.000%
64 9.635 2672 2673 2675 rBV 346 176 0.00% ©0.000%
65 9.677 2684 2686 2688 rBV 280 117 ©0.00% 0.000%
66 9.686 2688 2689 2695 rVB2 576 361 ©0.00% 0.001%
67 9.799 2721 2724 2728 rVB 252 120 0.00% ©0.000%
68 9.821 2728 2731 2733 rBV2 383 237 0.00% 0.001%
69 9.860 2741 2743 2750 rBV3 322 408 0.00% 0.001%
70 9.973 2774 2778 2782 rBV 409 404 0.00% 0.001%
71  9.995 2782 2785 2790 rVVv2 408 392 0.00% 0.001%
72 10.079 2804 2811 2816 rBV2 483 621 0.00% 0.002%
73 10.130 2818 2827 2840 rBV3 3093 5418 0.02% 0.014%
74 10.217 2843 2854 2876 rVV 482378 769458  2.98%  2.021%
75 10.387 2899 2907 2916 rVV3 3052 4370 0.02% 0.011%
76 10.429 2918 2920 2923 rVB3 265 105 0.00% 0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV021670.D

Acqg On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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 10.522 2948 2949 2951 rVB 303 79 0.00% 0.000%
78 10.542 2951 2955 2958 rBV2 450 433 0.00% 0.001%
79 10.641 2984 2986 2988 rBV 235 92 0.00% 0.000%
80 10.657 2988 2991 2996 rVB3 716 515 ©0.00% 0.001%
81 10.741 3014 3017 3023 rBV3 666 667 0.00% 0.002%
82 10.870 3051 3057 3060 rBVS5 873 1065 0.00% 0.003%
83 11.082 3119 3123 3128 rBV3 456 500 0.00% 0.001%
84 11.111 3130 3132 3135 rBV2 307 152 0.00% ©0.000%
85 11.149 3137 3144 3152 rBV3 2153 3024 0.01% ©0.008%
86 11.191 3156 3157 3163 rVB4 505 365 ©0.00% 0.001%
87 11.249 3163 3175 3198 rBV 740640 1165175 4.51% 3.060%
88 11.468 3241 3243 3248 rVB2 556 387 0.00% 0.001%
89 11.538 3263 3265 3266 rBV 447 179 0.00% 0.000%
990 11.625 3281 3292 3318 rVB 731981 1146101 4.43% 3.010%
91 11.908 3378 3380 3385 rBV5 596 408 0.00% 0.001%
92 11.960 3393 3396 3397 rBV 439 220 0.00% 0.001%
93 12.050 3421 3424 3425 rBV2 379 197 0.00% 0.001%
94 12.130 3446 3449 3453 rBV2 318 198 0.00% 0.001%
95 12.236 3480 3482 3483 rBV 314 114 0.00% ©0.000%
96 12.423 3539 3540 3542 rVB 443 131 ©0.00% 0.000%
97 12.924 3694 3696 3699 rBV 275 198 0.00% 0.001%
98 13.043 3731 3733 3738 rVB3 580 346 0.00% 0.001%

Sum of corrected areas: 38074737
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021670.D

Acq On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 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

Abundance TIC: VV021670.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071521\
Data File : VV021670.D

Acq On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 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.
1.105 2.60 ug/L 51222 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 43
3 Propene 42 C3H6 000115-07-1 42
4 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 40
5 2-Butenenitrile 67 C4H5N 004786-20-3 9
Abundance  Scan 20 (1.105 min): VV021670.D\data.ms (-16) (-) m/z 41.00 100.00%
41.0
5000 A\
BRERNERREEENSu ans ey
M “ 61 1.101.201.301.401.50
\H\H\\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HHHH\‘ H\‘HH‘HH‘\H\‘HH‘HH"HH‘HH m z 39 ee 79 67/
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75
Abundance #61: Propene
41.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
27.0 1.101.201.301.401.50
m/z 42.00 61.86%
\H\H\\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘ \\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75
Abundance #63: Cyclopropane
42.0
RRERESEERE NNy S e
1.101.201.301.401.50
5000 m/z 39.95 24.78%
27.0
140
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance :

#62: Propene T T T
41.0 1.101.201.301.401.50

m/z 43.00 22.80%

5000 27.0
20 199

m/z--> 0 5 1015202530 35404550556065 7075 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71521\
Data File : VV@21670.D

Acq On : 15 Jul 2021 15:07

Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO62921WMA .M
: 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: Cyclic3.761 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.761 3.75 ug/L 73896 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 846 (3.761 min): VV021670.D\data.ms (-830) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
A mma
H ‘ 84.0 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w“\\\\‘\!\\‘\\ mz 41 ee 51.55%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 /\\,\m
5000 690 \‘\\\\‘\\\\’\\\\‘\\\\‘\
3.40 3.60 3.80 4.00
m/z 69.00 41.74%
28.0 “ ‘ 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 A
A mma e R
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 28.71%
69.0
270
‘ 84.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- R e o
56.0 3.40 3.60 3.80 4.00
27.0 m/z 42.00 25.68%
5000
42.0
‘ ‘ ‘ 84.0
S| N
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 : VV021670.D

Acqg On : 15 Jul 2021 15:07
Operator : SY/MD

Sample : M3033-08

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 11 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... 1.105 2.6 ug/L 51222 1 5.619 986327 50.0
(DEL) Alkane: C... 3.761 3.8 ug/L 73896 1 5.619 986327 50.0
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