LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
Data File : VU032968.D

Aca On : 22 Jun 2019 00:27

Operator : JC/SP

Sample = K3464-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO61719WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.392 88 94 108 rVvB 83043 85266 11.93% 1.324%
2 1.466 110 117 134 rBvV 264556 298115 41.70% 4.628%
3 1.672 174 181 195 rVB 70514 88570 12.39% 1.375%
4 2.264 354 365 376 rVB 143620 215553 30.15% 3.346%
5 2.392 403 405 411 rvB2 375 329 0.05% 0.005%
6 2.469 423 429 438 rvVvB2 3634 5489 0.77% 0.085%
7 2.582 456 464 466 rBvV2 392 524 0.07% 0.008%
8 2.620 474 476 483 rvVB2 496 339 0.05% 0.005%
9 2.682 493 495 500 rvB2 489 318 0.04% 0.005%
10 2.778 522 525 527 rBV2 474 291 0.04% 0.005%
11 2.829 530 541 550 rvv2 3015 5646 0.79% 0.088%
12 2.932 571 573 578 rBV2 374 266 0.04% 0.004%
13 3.058 608 612 615 rVB2 334 301 0.04% 0.005%
14 3.077 615 618 624 rVB 390 311 0.04% 0.005%
15 3.106 624 627 629 rBV 347 241 0.03% 0.004%
16 3.128 629 634 640 rvB4 305 393 0.05% 0.006%
17 3.170 644 647 648 rBV2 723 449 0.06% 0.007%
18 3.292 679 685 690 rVB5 406 481 0.07% 0.007%
19 3.492 742 747 751 rBV2 431 422 0.06% 0.007%
20 3.620 783 787 790 rVvv3 489 444 0.06% 0.007%
21 3.665 799 801 808 rVB3 334 273 0.04% 0.004%
22 3.707 811 814 818 rVB2 438 262 0.04% 0.004%
23 3.749 823 827 830 rBV3 338 281 0.04% 0.004%
24 3.778 832 836 839 rVB3 384 331 0.05% 0.005%
25 3.910 873 877 881 rVB2 354 262 0.04% 0.004%
26 4.000 894 905 916 rBV5 1970 4602 0.64% 0.071%
27 4.080 927 930 938 rVB2 512 456 0.06% 0.007%
28 4.119 938 942 945 rBV3 315 251 0.04% 0.004%
29 4.170 945 958 984 rBV 89282 239645 33.52% 3.720%
30 4.386 1022 1025 1028 rBv2 533 376 0.05% 0.006%
31 4.402 1028 1030 1036 rvB 412 339 0.05% 0.005%
32 4.524 1065 1068 1071 rvVB 513 355 0.05% 0.006%
33 4.569 1078 1082 1085 rVvv 448 448 0.06% 0.007%

34 4.640 1088 1104 1126 rVVv 125476 291722 40.81% 4_.529%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
Data File : VU032968.D

Aca On : 22 Jun 2019 00:27

Operator : JC/SP

Sample = K3464-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Title : VOC Analysis
35 4.717 1126 1128 1134 rVB3 405 341 0.05% 0.005%
36 4.865 1171 1174 1177 rVv4 414 319 0.04% 0.005%
37 4.884 1177 1180 1186 rVV3 679 672 0.09% 0.010%
38 4.981 1205 1210 1213 rBV2 559 485 0.07% 0.008%
39 5.331 1296 1319 1345 rBvV2 238917 714836 100.00% 11.097%
40 5.489 1365 1368 1372 rVB2 323 254 0.04% 0.004%
41 5.524 1377 1379 1383 rVB3 446 256 0.04% 0.004%
42 5.640 1410 1415 1418 rVB2 543 489 0.07% 0.008%
43 5.665 1418 1423 1425 rBV 327 241 0.03% 0.004%
44 5.694 1428 1432 1435 rVB2 421 353 0.05% 0.005%
45 5.768 1452 1455 1459 rBV2 411 369 0.05% 0.006%
46 5.881 1476 1490 1513 rBV 238747 469318 65.65% 7.286%
47 6.074 1545 1550 1556 rBV3 416 551 0.08% 0.009%
48 6.167 1572 1579 1580 rBV2 1570 1415 0.20% 0.022%
49 6.273 1608 1612 1615 rBV3 360 306 0.04% 0.005%
50 6.324 1615 1628 1647 rBV 165238 332225 46.48% 5.158%
51 6.447 1662 1666 1671 rVvv3 533 538 0.08% 0.008%
52 6.530 1682 1692 1717 rBV3 10295 22670 3.17% 0.352%
53 6.643 1724 1727 1731 rVB2 466 384 0.05% 0.006%
54 6.861 1789 1795 1797 rVvv3 466 451 0.06% 0.007%
55 6.878 1797 1800 1802 rVB2 547 292 0.04% 0.005%
56 6.932 1811 1817 1818 rBV3 383 323 0.05% 0.005%
57 7.019 1840 1844 1848 rBV2 315 338 0.05% 0.005%
58 7.222 1895 1907 1930 rBV 90448 163003 22.80% 2.531%
59 7.360 1947 1950 1956 rvVB4 370 346 0.05% 0.005%
60 7.559 1996 2012 2030 rBV 312129 539502 75.47% 8.375%
61 7.765 2071 2076 2084 rVB5 329 446 0.06% 0.007%
62 7.842 2090 2100 2117 rBV 63277 110668 15.48% 1.718%
63 8.135 2187 2191 2193 rBvV 311 241 0.03% 0.004%
64 8.157 2193 2198 2199 rBV2 597 448 0.06% 0.007%
65 8.222 2213 2218 2219 rBV2 678 530 0.07% 0.008%

66 8.305 2233 2244 2280 rVVv 260638 467062 65.34% 7.251%
67 8.459 2282 2292 2315 rVB2 72570 124066 17.36% 1.926%
68 8.591 2332 2333 2336 rVB2 692 241 0.03% 0.004%
69 8.826 2400 2406 2409 rBvV2 419 503 0.07% 0.008%
70 9.083 2473 2486 2505 rBV 357986 591658 82.77% 9.185%

71 9.263 2540 2542 2546 rBV3 307 287 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
Data File : VU032968.D

Aca On : 22 Jun 2019 00:27

Operator : JC/SP

Sample = K3464-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61719WMA _M
Title : VOC Analysis

72 9.440 2591 2597 2603 rBV3 365 429 0.06% 0.007%
73 9.521 2612 2622 2625 rBV3 438 573 0.08% 0.009%
74 9.540 2625 2628 2630 rBV 346 257 0.04% 0.004%
75 9.582 2635 2641 2649 rvv4 524 935 0.13% 0.015%
76 9.704 2674 2679 2681 rBV2 830 829 0.12% 0.013%
77 9.980 2759 2765 2766 rBV3 456 380 0.05% 0.006%
78 10.022 2768 2778 2803 rVB2 59499 97963 13.70% 1.521%
79 10.189 2827 2830 2835 rBv4 353 373 0.05% 0.006%
80 10.363 2881 2884 2886 rVV3 471 334 0.05% 0.005%
81 10.424 2891 2903 2925 rVV 259703 417269 58.37% 6.478%
82 10.607 2950 2960 2969 rVVv3 1454 2239 0.31% 0.035%
83 10.691 2980 2986 2988 rBV2 475 521 0.07% 0.008%
84 10.945 3059 3065 3070 rVB3 868 1102 0.15% 0.017%
85 10.983 3070 3077 3083 rVB5 746 1039 0.15% 0.016%
86 11.209 3134 3147 3160 rBV5 5577 9349 1.31% 0.145%
87 11.331 3181 3185 3187 rBV3 372 297 0.04% 0.005%
88 11.366 3187 3196 3210 rVV5 13266 22169 3.10% 0.344%

89 11.479 3219 3231 3252 rBV 361977 565493 79.11% 8.779%
90 11.855 3334 3348 3369 rBvV 323618 526173 73.61% 8.169%

91 12.016 3394 3398 3401 rVB5 543 485 0.07% 0.008%
92 12.154 3433 3441 3443 rBV2 534 557 0.08% 0.009%
93 12.241 3463 3468 3469 rBV2 824 690 0.10% 0.011%
94 12.456 3533 3535 3537 rBV 534 268 0.04% 0.004%
95 12.839 3652 3654 3655 rBV2 532 245 0.03% 0.004%
96 13.083 3727 3730 3733 rBV3 484 374 0.05% 0.006%
97 13.392 3821 3826 3829 rBV2 282 301 0.04% 0.005%
98 13.424 3833 3836 3837 rBV 633 384 0.05% 0.006%
99 14.221 4082 4084 4088 rVB3 532 348 0.05% 0.005%
100 14.964 4312 4315 4316 rBvV2 570 290 0.04% 0.005%
Sum of corrected areas: 6441444
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
VU032968.D

22 Jun 2019 00:27

JC/SP

K3464-07

5.0mL/MSVOA U/WATER

36 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
Data File : VU032968.D

Aca On : 22 Jun 2019 00:27

Operator : JC/SP

Sample = K3464-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

8.46 10.48 ug/L 124066 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 42

Abundance Scan 2292 (8.459 min): VU032968.D (-2282) (-) m/z 43.95 100.00%
.0
o _J\\_/\\“
721 R e
| | I 2071 820 840 8.60 8.80
ol P Y M WL S m/z 40.95 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3771: Hexanal
44.0
5000
27.0 8.20 8.40 8.60 8.80
72.0 m/z 56.10 90.49%
100.0
0 ISR LI UL L L DL SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal
44.0
270 8.20 8.40 8.60 8.80
5000 : m/z 43.00 65.91%
‘ 72.0
0"w'j”l‘”“lﬂ“'m"w"“l'“'l“"w"w"”l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3767: Hexanal A e AAs naa
44.0 8.20 8.40 8.60 8.80
m/z 57.00 64 .46%
5000
27.0
72.0
0...“ﬂ..HMahphh.m.gpgg..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062219\
Data File : VU032968.D

Aca On : 22 Jun 2019 00:27

Operator : JC/SP

Sample = K3464-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.02 8.28 ug/L 97963 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 90
3 Heptanal 114 C7H140 000111-71-7 90
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 64
Abundance Scan 2777 (10.019 min): VU032968.D (-2768) (-) m/z 41.00 100.00%
41.0 70.1
55.1
5000
81.1
| I || ‘ ‘ | 96.0 9.80 10.00 10.20 10.40
O ettty Tm/Z 70,100 92.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7421: Heptanal
41.0 70.0
55.0
5000 29.0 LI RN UL SR -/‘--
9.80 10.00 10.20 10.40
‘ m/z 44.00 89.32%
|

o..,.l?;c%,..:‘!‘,....,.|..,-.|m,...llu....,‘.....,....,....,1.1%.9,..

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7425: Heptanal
44.0 70.0

550 9.80 10.00 10.20 10.40
5000 290 m/z 43.00 81.33%
15.0 | “ ‘ \\“ ‘ 114.0

o.w.”.“.”,”.w...“.”,”...”.“”.“.”,”.w.”.“.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7424: Heptanal R A Rmame pe
44.0 980 10. OO 10 20 10. 40
70.0 m/z 55.10 73.65%

5000
l | Ly o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.80 10. OO 10 20 10. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062219\
Data File : VU032968.D

Acq On : 22 Jun 2019 00:27

Operator : JC/SP

Sample - K3464-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 36 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061719WMA .M
VOC Analysis

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanal 8.46 10.5 ug/L 124066 2 9.08 591658 50.0
Heptanal 10.02 8.3 ug/L 97963 2 9.08 591658 50.0
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