LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 31 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VVO30606.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.220 51 56 66 rBv 15003 21800 1.12% 0.235%
2 1.281 69 75 92 rVB 113384 131524 6.75% 1.417%
3 1.532 147 153 169 rVB 99926 124447 6.38% 1.340%
4 2.066 309 319 332 rBV 225709 348488 17.88%  3.754%
5 2.400 420 423 427 rVB6 1451 980 0.05% 0.011%
6 2.526 456 462 463 rBV6 1382 1286 0.07% 0.014%
7 2.680 507 510 512 rBV3 1024 721 0.04% ©0.008%
8 2.793 543 545 546 rBV2 994 391 0.02% 0.004%
9 2.844 558 561 562 rBv2 1162 556 0.03% 0.006%
106 2.982 601 604 610 rBV7 2060 1777 0.09% 0.019%
11 3.101 637 641 642 rBv4 1678 1048 0.05% 0.011%
12 3.240 679 684 687 rBV5 1946 2057 0.11% 0.022%
13 3.285 693 698 699 rVB4 1410 944 0.05% 0.010%
14 3.294 699 701 704 rBv4 1556 1156 0.06% 0.012%
15 3.352 717 719 722 rBvV4 1872 1310 0.07% 0.014%
16 3.394 729 732 733 rBV3 1027 577 ©0.03% 0.006%
17 3.436 741 745 747 rBVS 2169 1354 0.07% 0.015%
18 3.471 755 756 757 rBV 738 234 0.01% ©0.003%
19 3.500 764 765 766 rBV 659 153 0.01% 0.002%
20 3.551 779 781 783 rVB3 1277 406 0.02% 0.004%
21  3.699 823 827 830 rBV6 1288 1276 0.07% 0.014%
22 3.731 835 837 839 rVvB3 1318 482 0.02% 0.005%
23  3.802 849 859 888 rBv2 50449 173118 8.88% 1.865%
24  4.262 986 1002 1022 rBV 130503 340446 17.47%  3.667%
25 4.522 1069 1083 1107 rVB 228584 586594 30.09% 6.318%
26 4.895 1196 1199 1200 rBV2 810 396 0.02% 0.004%
27 4.966 1202 1221 1250 rBV2 307884 821204 42.13%  8.845%
28 5.358 1341 1343 1344 rBV2 1136 407 0.02% 0.004%
29 5.368 1344 1346 1349 rVB4 2111 842 0.04% 0.009%
30 5.403 1349 1357 1358 rBV7 2275 2891 0.15% 0.031%
31 5.542 1387 1400 1420 rBV 265634 551315 28.28% 5.938%
32 5.841 1479 1493 1512 rBV 991455 1949157 100.00% 20.995%
33 5.998 1532 1542 1563 rVB 181631 369936 18.98%  3.985%
34 6.670 1748 1751 1756 rBV6 1459 1203 0.06% 0.013%
35 6.763 1778 1780 1782 rBvV2 1299 673 0.03% 0.007%
36 6.844 1803 1805 1806 rBV2 1316 755 0.04% 0.008%

SFAMVLMO41723WMA.M Tue Apr 18 17:58:13 2023 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 31 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\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 6.921 1820 1829 1846 rBV 89163 162925 8.36% 1.755%
38 7.059 1870 1872 1874 rBV3 1602 821 0.04% 0.009%
39 7.252 1919 1932 1951 rBV 338526 607170 31.15% 6.540%
40 7.561 2019 2028 2046 rBV 65300 116897 6.00%  1.259%
41  7.770 2091 2093 2096 rBv4 1358 1033 0.05% 0.011%
42 7.866 2118 2123 2126 rBVS5S 2533 2431 0.12% 0.026%
43  7.966 2150 2154 2156 rBV5 1193 1048 0.05% 0.011%
44  8.034 2164 2175 2207 rBV 162892 331956 17.03% 3.576%
45  8.185 2214 2222 2244 rVB 78396 135235 6.94% 1.457%
46 8.677 2372 2375 2378 rBV4 1039 869 0.04% 0.009%
47  8.792 2399 2411 2436 rBV 403230 677980 34.78% 7.303%
48 9.175 2528 2530 2533 rBv4 1800 768 0.04% 0.008%
49 9.197 2536 2537 2539 rBV3 1067 361 0.02% 0.004%
50 9.275 2559 2561 2565 rBV4 1638 917 ©.05% 0.010%
51 9.596 2659 2661 2666 rBV7 1175 1246 0.06% 0.013%
52 10.037 2796 2798 2799 rBv2 1128 351 0.02% 0.004%
53 10.062 2804 2806 2810 rBV5 1470 1012 0.05% 0.011%
54 10.101 2817 2818 2819 rBV 1008 330 0.02% 0.004%
55 10.162 2826 2837 2853 rVB 232268 373230 19.15% 4.020%
56 10.529 2947 2951 2953 rBV4 2357 1832 0.09% 0.020%
57 10.609 2973 2976 2978 rBvV3 1748 848 0.04% 0.009%
58 10.731 3008 3014 3017 rBV5 1446 1584 ©0.08% 0.017%
59 10.850 3048 3051 3053 rBv4 1930 1209 0.06% 0.013%
60 11.030 3105 3107 3109 rBV3 1556 986 ©0.05% 0.011%
61 11.098 3119 3128 3145 rBV2 66474 109527 5.62% 1.180%
62 11.194 3147 3158 3176 rVV 396456 619162 31.77% 6.669%
63 11.458 3238 3240 3241 rBV2 1197 492 0.03% 0.005%
64 11.570 3263 3275 3291 rBV 338088 533726 27.38% 5.749%
65 11.754 3331 3332 3334 rBV2 1318 452 0.02% 0.005%
66 11.869 3367 3368 3371 rBV4 875 493 0.03% 0.005%
67 11.885 3371 3373 3374 rBV2 1387 436 0.02% 0.005%
68 11.918 3380 3383 3385 rBV4 1268 999 0.05% 0.010%
69 11.959 3392 3396 3402 rBV8 1939 2871 0.15% 0.031%
70 12.008 3409 3411 3415 rBv4 1664 1211 0.06% 0.013%
71 12.236 3480 3482 3485 rBV3 1230 740 0.04% 0.008%
72 12.294 3492 3500 3516 rVB2 91138 139734 7.17% 1.505%
73 12.625 3601 3603 3607 rBV4 1476 1329 0.07% 0.014%
74 13.017 3723 3725 3729 rVB5 1507 889 0.05% 0.010%
75 13.085 3743 3746 3747 rBV2 1429 820 0.04% 0.009%
76 13.770 3958 3959 3961 rBV2 1415 470 0.02% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 31 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\SFAMVLMO41723WMA.M
Title : VOC Analysis

77 13.943 4012 4013 4015 rBV2 1285 564 ©0.03% 0.006%
78 13.998 4028 4030 4031 rBV2 1084 535 0.03% 0.006%
79 14.127 4066 4070 4071 rBV4 2505 1441 0.07% 0.016%
80 14.313 4126 4128 4133 rVB6 1867 1022 0.05% 0.011%
81 14.554 4200 4203 4209 rBV8 2353 2329 0.12% 0.025%

Sum of corrected areas: 9284089
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV030606.D\data.ms
5.841
800000
600000
400000
4.966 5542
2.066 4.522 '
200000 5.998
1.281 1 532 4.262
o 2.4Q0525.680/82498 2 (AR ZBREEIEFRGPS :
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV030606.D\data.ms
800000
600000
8.792 11.194
400000 7.252 11.570
10.162
200000 8.034
6.921 7561 8.185 11.0
06.@0&34@1059 /L 7.777.6668 8.67 RIFH7’5 9.596 10152809r81854..0 11.458\ 11. 715286880
I e e e e e B e e e e L B e e e e e I e e B e B e e e e e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV030606.D\data.ms
800000
600000
400000
200000
12.294
OLZ.ZAG 12.625 13.8TB5 13.7713324998127.313.4.554
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 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\VVve41723\
Data File : VV@30606.D

Acqg On : 17 Apr 2023 22:14

Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.M
: 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 2 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.185 9.97 ug/L 135235  Chlorobenzene-d5 8.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 81
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 68
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 59
Abundance Scan 2222 (8 185 min): VV030606.D\data.ms (-2214) (-) m/z 41.05 100.00%
5000
72.0
‘ 96.2 7.80 8.00 8.20 8.40 8.60
e H‘Hpm“““““““‘1‘5‘5‘2‘ m/z 44.10  95.65%
mfz--> 100 120 140 160
Abundance #4249.Hexana
44.0
5000 I L AL B
27.0 7.80 8.00 8.20 8.40 8.60
72.0 m/z 56.10 93.80%
O\\\‘\‘l‘\\‘i ‘\‘\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 20 40 60 100 120 140 160
Abundance #4251.Hexana
56.0
et T TR
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.05 65.53%
39
82.0
. ML L s000
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #4248: Hexanal R e  ARRARAE
44.0 7.80 8.00 8.20 8.40 8.60
m/z 57.10 60.11%
27.0
5000
720
m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.098 8.84 ug/L 109527 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 87
5 Octanal 128 C8H160 000124-13-0 86

Abundance Scan 3128 (11.098 min): VV030606.D\data.ms (-3119) (- m/z 41.10 100.00%

41.1
84.1
5000
10.0 11 00 11 50
0 u“w‘ﬁ“H,‘MW_WWZ‘QT‘Q m/z 43.10 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14264: Octanal
84.0
15.0

?

5000
11 00 11 50
m/z 55.10 68.02%

»

o} -y
m/z--> 20 40 60 8‘0 160 1&0 14‘10 1(‘50 1é0 260
Abundance #14265: Octanal
43.0
R
11. 00 11.50
5000 84.0 m/z 44.05  67.64%
10.0
Oy %v A—W[LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14262: Octanal
11 00 11 50
m/z 56.10 64.47%
5000 M
m/z--> 20 40 60 80 100 120 140 160 180 200 11 OO 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041723\
Data File : VV@30606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.294  11.28 ug/L 139734  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 87
4 Nonanal 142 C9H180 000124-19-6 86
5 Cycloheptane 98 C7H14 000291-64-5 35
Abundance Scan 3500 (12.294 min): VV030606.D\data.ms (-3492) (- m/z 57.10 100.00%
5000 08.1
et pmy
o ‘ H " 12.00 12.50
0 ; Al M2tz 2089y 4110 89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22960: Nonana
57.0
29.0
5000 Stony ot
98.0 12.00 12.50
m/z 43.10 63.01%
‘ H 24.0
O' \“\‘\\\‘\\\F\-‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonana
57.0
edpogninl ol e dmpei
12.00 12.50
5000 ITI z 55.10 60.59%
29.0 98.0
H 124.0
0! “““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonanal st
41.0 12. 00 12 50
m/z 56.05 60.57%
5000 70.0
98.0
‘ H 24.0
0! w‘mm_Hhm_m_m_m_m s s e s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41723\
Data File : VV030606.D

Acqg On : 17 Apr 2023 22:14
Operator : SY/MD

Sample : 02360-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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|
Hexanal 8.185 10.0 ug/L 135235 2 8.792 677980 50.0
Octanal 11.098 8.8 ug/L 109527 3 11.194 619162 50.0
Nonanal 12.294 11.3 ug/L 139734 3 11.194 619162 50.0
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