LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 21  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\SFAMVLMO51022WMA .M
Title : VOC Analysis

Signal : TIC: VV@25873.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 78 83 94 rVB 30897 36540 19.49% 4.197%
2 2.944 587 592 594 rBv3 420 361 0.19% 0.041%
3  2.976 599 602 604 rBV3 495 314 0.17% 0.036%
4 3.008 607 612 613 rBvV3 338 258 0.14% 0.030%
5 3.079 632 634 637 rBV 285 154 ©0.08% 0.018%
6 3.117 644 646 652 rBv2 216 245 0.13% 0.028%
7 3.191 665 669 671 rVB3 289 175 0.09% 0.020%
8 3.211 671 675 678 rBv2 275 185 ©0.10% 0.021%
9 3.240 679 684 686 rBvV2 345 264 0.14% 0.030%
106 3.288 692 699 702 rBV2 712 550 ©0.29% 0.063%
11 3.397 729 733 734 rW2 398 276  0.15% 0.032%
12 3.436 739 745 747 rBV 395 335 0.18% 0.038%
13  3.455 747 751 752 rBV 278 156 ©0.08% 0.018%
14 3.793 850 856 860 rBV3 428 430 0.23% 0.049%
15 3.822 860 865 867 rBv2 290 241  0.13% 0.028%
16 3.966 896 910 912 rBV3 5685 9441 5.04% 1.084%
17 4.577 1098 1100 1102 rBV2 507 305 0.16% 0.035%
18 4.667 1126 1128 1130 rBV 360 159 ©0.08% 0.018%
19 4.709 1139 1141 1145 rBv2 463 256 0.14% 0.029%
20 4.757 1154 1156 1158 rBV 305 162 0.09% 0.019%
21  4.834 1177 1180 1182 rBV2 442 279 0.15% 0.032%
22 4,957 1212 1218 1222 rBvV3 397 490 0.26% 0.056%
23 5.043 1231 1245 1273 rBV2 74448 187441 100.00% 21.528%
24  5.240 1303 1306 1309 rBV3 228 152 0.08% 0.017%
25 5.349 1329 1340 1343 rBV6 4512 8223 4.39% 0.944%
26 5.503 1387 1388 1392 rVB2 526 180 0.10% 0.021%
27 5.529 1393 1396 1398 rVVv3 456 199 0.11% 0.023%
28 5.625 1417 1426 1441 rBV2 9330 20158 10.75%  2.315%
29 5.802 1478 1481 1483 rBV 265 178 0.09% 0.020%
30 5.883 1504 1506 1509 rvVvB3 442 205 0.11% 0.024%
31 5.912 1509 1515 1522 rBV5 2372 4566  2.44%  0.524%
32 6.005 1535 1544 1546 rBV7 1776 2724 1.45% 0.313%
33  6.072 1555 1565 1588 rvB2 35991 79747 42.55%  9.159%
34 6.201 1602 1605 1607 rBvV3 628 324 0.17% 0.037%
35 6.214 1607 1609 1612 rvVB2 338 201 0.11% 0.023%
36 6.249 1615 1620 1622 rBV3 346 304 0.16% ©0.035%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 21  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\SFAMVLMO51022WMA .M
Title : VOC Analysis
37 6.262 1622 1624 1630 rVB2 553 453  0.24% 0.052%
38 6.291 1630 1633 1636 rBv2 386 246  0.13% 0.028%
39 6.333 1643 1646 1651 rVB2 519 319 0.17% 0.037%
40 6.439 1673 1679 1680 rBV 238 163 0.09% 0.019%
41 6.468 1685 1688 1692 rBV 316 250 0.13% 0.029%
42 6.526 1702 1706 1709 rBV2 184 155 0.08% 0.018%
43 6.577 1720 1722 1725 rBV 296 188 0.10% 0.022%
44  6.590 1725 1726 1732 rVB 380 195 0.10% 0.022%
45 6.619 1732 1735 1737 rBV 369 205 0.11% 0.024%
46 6.641 1737 1742 1744 rBV3 1537 1197 0.64% 0.137%
47 6.744 1771 1774 1781 rVB4 658 618 ©0.33% 0.071%
48 6.789 1786 1788 1791 rBV3 369 211  0.11% 0.024%
49 6.876 1811 1815 1817 rBV2 392 309 0.16% 0.035%
50 6.947 1833 1837 1840 rBV2 328 213  0.11% 0.024%
51 6.995 1841 1852 1874 rBV2 15245 33674 17.97% 3.868%
52 7.133 1893 1895 1901 rVB3 303 230 0.12% 0.026%
53 7.162 1901 1904 1910 rVB2 359 264 0.14% 0.030%
54  7.220 1918 1922 1924 rBV2 422 241 0.13% 0.028%
55  7.236 1924 1927 1928 rBV2 536 276 0.15% 0.032%
56 7.317 1943 1952 1972 rBV2 62670 121582 64.86% 13.964%
57 7.551 2023 2025 2028 rBV 411 254 0.14% 0.029%
58 7.632 2040 2050 2071 rBvV2 9641 21860 11.66%  2.511%
59 7.773 2092 2094 2098 rBV2 557 390 0.21% 0.045%
60 7.799 2098 2102 2104 rBV2 671 527 0.28% 0.061%
61 7.918 2135 2139 2141 rBV2 348 226 0.12% 0.026%
62 8.130 2192 2205 2234 rBV2 13415 50730 27.06% 5.827%
63 8.378 2279 2282 2288 rBV3 644 489 0.26% 0.056%
64  8.423 2293 2296 2299 rBV3 734 606 0.32% 0.070%
65 8.493 2314 2318 2321 rVB2 503 364 0.19% 0.042%
66 8.519 2321 2326 2329 rBV2 283 278 0.15% 0.032%
67 8.564 2338 2340 2343 rVB 264 155 ©0.08% 0.018%
68 8.632 2358 2361 2364 rBV2 220 176 0.09% 0.020%
69 8.712 2381 2386 2388 rBV2 288 262 0.14% 0.030%
70  8.751 2395 2398 2400 rBV2 353 213  0.11% 0.024%
71  8.792 2404 2411 2413 rBV2 237 248 0.13% 0.028%
72 8.863 2423 2433 2454 rBV 13822 28342 15.12% 3.255%
73 9.040 2486 2488 2492 rVB 494 262 0.14% 0.030%
74  9.111 2507 2510 2513 rBV2 221 158 ©0.08% 0.018%
75 9.400 2598 2600 2605 rVB2 395 180 0.10% 0.021%
76  9.526 2635 2639 2642 rBV2 322 288 0.15% ©0.033%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 21  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\SFAMVLMO51022WMA .M
Title : VOC Analysis
77 9.706 2693 2695 2699 rVB2 375 178 0.09% 0.020%
78 9.815 2725 2729 2730 rBV 224 152 0.08% 0.017%
79 9.863 2739 2744 2748 rVB3 464 387 0.21% 0.044%
80 9.972 2775 2778 2780 rBV 438 203 0.11% 0.023%
81 10.011 2786 2790 2794 rVB 228 169 ©0.09% 0.019%
82 10.223 2843 2856 2869 rBV 39694 70934 37.84% 8.147%
83 10.416 2911 2916 2919 rBV2 286 284 0.15% 0.033%
84 10.583 2960 2968 2972 rBV4 1671 2480 1.32% 0.285%
85 10.673 2994 2996 2998 rBV2 325 161 ©0.09% 0.018%
86 10.699 3001 3004 3009 rVv2 368 289 0.15% 0.033%
87 11.259 3169 3178 3194 rVB3 14848 24715 13.19% 2.839%
88 11.374 3212 3214 3215 rBV2 349 180 0.10% 0.021%
89 11.490 3247 3250 3254 rBV2 312 330 0.18% 0.038%
90 11.532 3256 3263 3273 rVB3 4465 6586 3.51% 0.756%
91 11.628 3282 3293 3313 rBV 57212 93409 49.83% 10.728%
92 11.812 3348 3350 3355 rVB 379 172 0.09% 0.020%
93 12.011 3408 3412 3413 rBV2 367 239 0.13% 0.027%
94 12.133 3447 3450 3451 rBV2 290 159 ©0.08% 0.018%
95 12.439 3541 3545 3546 rBV 298 207 0.11% 0.024%
96 12.545 3576 3578 3581 rBV2 504 230 0.12% 0.026%
97 12.966 3707 3709 3713 rVB2 409 190 0.10% 0.022%
98 13.056 3734 3737 3740 rVB2 570 302 0.16% 0.035%
99 13.503 3866 3876 3891 rBV 26683 45340 24.19% 5.208%
100 13.985 4024 4026 4027 rBV 486 195 0.10% 0.022%
Sum of corrected areas: 870666
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV025873.D\data.ms
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Abundance TIC: VV025873.D\data.ms
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Abundance TIC: VV025873.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Furan, tetrahydro-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.349 20.40 ug/L 8223 1,4-Difluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 58
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 49
3 trans-3-Penten-2-o0l 86 C5H100 003899-34-1 28
4 Cyclopropane, 1-ethyl-2-methyl-,... 84 C6H12 019781-68-1 27
5 3-Penten-2-o0l 86 C5H100 001569-50-2 23
Abundance Scan 1340 (5.349 min): VV025873.D\data.ms (-1329) (-) m/z 71.00 100.00%
71.0
43.1
5000
56.0 |
T
‘ ‘ 84“'1 5.00 5.20 5.40 5.60
Ol myz 43.10 0 58.76%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0
5000 27.0
5.00 5.20 5.40 5.60
15.0 ‘ 56.0 86.0 m/z 41.00 56.39%
O\\\‘.\H\‘\‘1‘\\‘\\!!i‘\\\‘1l\1\\”\‘\‘\‘i‘HHH\H‘H‘H‘\H
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0
5.00 5.20 5.40 5.60
5000 270 m/z 42.00 42 .34%
56.0
15.0 ‘ ‘ 86.0
0\\\‘\H\‘\}‘H‘\\!!i‘\\\‘11\1\\i‘\‘\‘\‘\‘HHM\H‘H‘!\‘\H
miz--> 0 10 20 30 40 50 60 70 80 90 oy
Abundance #1974: trans-3-Penten-2-ol RAEmE L R R T
71.0 5.00 5.20 5.40 5.60
m/z 39.00 34.31%
43.0
5000
53.0
15.0 21.0 86.0
0"“‘H‘““;"‘m1““"1}11“"w‘w“ﬁzﬁg‘l‘ilm‘m‘!wm
m/z--> 0O 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.912  11.33 ug/L 4566 1,4-Difluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N'-Dimethylnitroacetamidine 131 C4H9N302 054252-45-8 32
2 2-Heptene 98 C7H14 000592-77-8 9
3 (Z)-3-Heptene 98 C7H14 007642-10-6 9
4 Propane, 1,2-bis(difluoroamino)-... 160 C4H8F4N2 016063-24-4 9
5 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 9

Abundance Scan 1515 (5.912 min): VV025873.D\data.ms (-1509) (-) m/z 130.90 100.00%
9

41.1 95.8 130.
56.0
5000
R AR R
5.60 5.80 6.00 6.20
0 breprrrr el b e e M/Z 95.80 0 93.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15841: N,N'-DimethylInitroacetamidine
568.0 131.0
85.0
5000 L L LR R B B
5.60 5.80 6.00 6.20
m/z 41.10 88.20%
| e
O H‘\\\\‘\\H‘\\H‘\‘\l\‘“\ MHH‘H\H’\‘\}\‘H\1“\\\\‘\1\\‘\\\\‘1\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3703: 2-Heptene
56.0
41.0
5.60 5.80 6.00 6.20
5000 98.0 m/z 56.00 75.47%
83.0
0 Ze'b ‘wmw“m",m"""u_ww_ww,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 n h ﬂ
Abundance #3715: (Z)-3-Heptene “‘H““‘H““w‘k“
41.0 5.60 5.80 6.00 6.20
56.0 m/z 132.90  64.60%
5000 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.005 6.76 ug/L 2724  1,4-Difluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 12
2 Azetidine, 1-nitroso- 86 C3H6EN20 015216-10-1 9
3 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 9
4 Butyl aldoxime, 2-methyl-, syn- 101 C5H11NO 049805-56-3 9
5 2-Butenal, (E)- 70 C4H60 000123-73-9 9

Abundance Scan 1544 (6.005 min): VV025873.D\data.ms (-1535) (-) m/z 56.05 100.00%

56.0
41.0
5000 85.9

“‘ 5.60 5.80 6.00 6.20 6.40
L m/z 41.00 59.62%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
5000

27.0 69.0 g4, 5.60 5.80 6.00 6.20 6.40
m/z 85.90  45.24%
\‘ il

o

15.0
O\\\‘\\‘\\‘\\\\‘\\\\‘\\\\’\\ \‘\\\‘\i\\\\’\\‘\\‘\\\\‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1806: Azetidine, 1-nitroso-
30.0
e
5.60 5.80 6.00 6.20 6.40
m/z 38.80 37.21%
5000 40 86.0
55.0
‘ 69.0
0 H\‘H\\_\\\w\ﬂl\u\‘““\\NMM\H,\H\‘H\\_\\W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5004: 1-Pentanol, 3-methyl-
56.0 5.60 5.80 6.00 6.20 6.40
200 410 m/z 55.00  29.18%
69.0
5000
1 84.0
0 ‘M . 102.0
“w“‘w“‘w“““‘w“““H“‘H,“H“‘H“‘H, R e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Azetidine, 1,2-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.641 2.97 ug/L 1197 1,4-Difluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 1,2-dimethyl- 85 C5H11N 051764-32-0 50
2 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 12
3 2H-Pyran-2-one, tetrahydro-6,6-d... 128 C7H1202 002610-95-9 9
4 Oxalic acid, isohexyl propyl ester 216 C11H2004 1000309-32-6 9
5 1,5-Pentanediol, 3-methyl- 118 C6H1402 004457-71-0 9
Abundance Scan 1742 (6.641 min): VV025873.D\data.ms (-1737) (-) m/z 84.90 100.00%
54.9 84.9
41.0
5000 \ "
e e e
6.40 6.60 6.80 7.00
bl e e M/Z 54.90 94.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1778: Azetidine, 1,2-dimethyl-
42.0
85.0
5000 UL B L I I LN L
55.0 0.0 6.40 6.60 6.80 7.00
‘ ' m/z 41.00 82.59%
O ‘\\\\‘\H\“‘ !\\‘\\ 1‘\H\“\\\\‘\1}\‘\H\‘\\\\‘\\\\‘\H\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #723: 1,3-Dimethyldiaziridine
42.0 56.0
6.40 6.60 6.80 7.00
5000 28 71.0 m/z 43.00 62.22%

miz--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance  #14130: 2H-Pyran-2-one, tetrahydro-6,6-dimethyl-

43.0 6.40 6.60 6.80 7.00
m/z 41.90 57.78%

56.0

5000

| .., 690 850 113.0 128.0

0‘\\\\‘\u‘!‘\\\\‘\\\wi\u\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00

SFAMVLMO51022WMA .M Wed May 18 17:28:30 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.583 5.02 ug/L 2480 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 9
2 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 9
3 Butane, 1-chloro-3-methyl- 106 C5H11Cl 000107-84-6 8
4 Ethoxyacetylene 70 C4H60 000927-80-0 7
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 7
Abundance Scan 2968 (10.583 min): VV025873.D\data.ms (-2960) (-  m/z 43.00 100.00%
43.0
RN
e
10.50
-yt m/z 57.10 89.17%
miz--> 0 20 40 60 80 100 120 140
Abundance #618: Furan, 2,5-dihydro-
39/0
70.0 ﬂ N
5000 b :
10.50
m/z 41.00 52.78%
15.0 “
O\‘H”H\‘\‘M\‘H‘H‘\i‘i\‘\\\\‘\H\‘HH‘HH
miz--> 0 20 40 60 80 100 120 140
Abundance #27888: Butane, 1-bromo-3-methyl-
43.0
‘ —
10.50
5000 71.0 m/z 54.90  42.22%
oL 150 M L 107.0 150.0
e
m/z--> 0 20 40 60 80 100 120 140
Abundance #5670: Butane, 1-chloro-3-methyl- — ‘
43.0 10.50
m/z 71.10 39.44%
5000 70.0
0 15.0 \H \‘\ | m‘ [ 91.0
L A o e o e
m/z--> 0 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzene, (2-bromocyclopropyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.532  13.32 ug/L 6586 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
2 3-Bromo-1-phenyl-1-propene 196 CSH9Br 004392-24-9 47
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 43
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 43
5 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 10

Abundance Scan 3263 (11.532 min): VV025873.D\data.ms (-3256) (- m/z 117.10 100.00%
1171
5000
39.0 91.0 ‘A‘ co |
| ‘ | 11.50
o"""‘H\;‘”‘“‘”"‘W“"_"ww_wwww m/z 118.00  78.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0
5000 — ‘ﬂ‘ :
11.50
91.0 m/z 115.00 45.04%
51.0
O\\\\‘2\7\?\“\\H}\H“‘\‘\\\‘\\“\\‘\\\“‘\\\\‘\\\\%\6\9\.9‘\]\-\9\6‘.(\)\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72302: 3-Bromo-1-phenyl-1-propene
117.0
JNEN |
11.50
5000 m/z 91.00 22.56%
91.0
39.0 63.0 ‘
01139 b o 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)- — ‘
117.0 11.50
m/z 116.00 16.74%
5000
91.0
390 630
0 Lo “ L 152.0174.0196.0
s A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51022WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.503 91.73 ug/L 45340 1,4-Dichlorobenzene-d4 11.259
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3876 (13.503 min): VV025873.D\data.ms (-3866) (- m/z 128.05 100.00%
1

28.1
5000
13.50 |
51.0 64.1 770 102.0 .
Obrrree 300 i S T2l wyz 127,10 13.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 — ‘
13.50
m/z 129.05 10.57%
0 640 770 1ROl
O\‘H\\‘H\\‘H\\i\\\\‘HH‘\“M‘\\H‘\H\“\\H‘HH‘H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13684: Naphthalene
128.0
R \
13.50
5000 ITI/Z 102.00 8.31%
51.0 74.0 102.0
LS L AN i/ —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13685: Naphthalene e
128.0 13.50
m/z 126.10 7.68%
5000
51.0 64.0
O 389 L LT R L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv051022\
Data File : VV025873.D

Acqg On : 10 May 2022 20:19

Operator : SY/MD

Sample : N2746-06ME

Misc : 5.56g/5.0mL/100uL/5.00mL/MSVOA_V/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51022WMA .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|
Furan, tetrahyd... 5.349 20.4 ug/L 8223 1 5.629 20158 50.0
unknown-01 5.912 11.3 ug/L 4566 1 5.629 20158 50.0
(DEL) Alkane: S... 6.005 6.8 ug/L 2724 1 5.629 20158 50.0
Azetidine, 1,2-... 6.641 3.0 ug/L 1197 1 5.629 20158 50.0
unknown-02 10.583 5.0 ug/L 2480 3 11.259 24715 50.0
Benzene, (2-bro... 11.532 13.3 ug/L 6586 3 11.259 24715 50.0
Azulene 13.503 91.7 ug/L 45340 3 11.259 24715 50.0
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