LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052423\
Data File : VV@31214.D

Acqg On : 24 May 2023 14:47
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO51923WMA.M
Title : VOC Analysis

Signal : TIC: VVv@31214.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.281 70 75 89 rVB 93593 101172 12.85% 1.575%
2 1.535 148 154 166 rVB 108206 123493 15.68% 1.923%
3 2.063 309 318 332 rBV 196014 290486 36.88% 4.523%
4  2.420 424 429 432 rBV6 2406 2071 0.26% ©0.032%
5 2.757 532 534 536 rvB3 1734 793 0.10% 0.012%
6 2.777 538 540 543 rBvV4 861 622 0.08% 0.010%
7 2.815 547 552 555 rBV5S 2251 2267 0.29% 0.035%
8 2.841 559 560 561 rBV 985 281 0.04% 0.004%
9 2.940 588 591 592 rBv2 1255 810 0.10% 0.013%
106 2.982 602 604 607 rBvV3 2198 1413 0.18% 0.022%
11  3.095 637 639 640 rBv2 882 330 0.04% 0.005%
12 3.140 650 653 654 rBV3 764 390 0.05% 0.006%
13 3.169 660 662 664 rBvV3 1396 870 0.11% 0.014%
14 3.217 674 677 679 rBv4 1739 887 0.11% 0.014%
15 3.240 679 684 687 rBv7 1715 1596 ©0.20% 0.025%
16 3.317 706 708 710 rBV3 890 451 0.06% 0.007%
17 3.33e 710 712 715 rBvV4 1371 950 0.12% 0.015%
18 3.362 720 722 725 rW4 1075 604 0.08% 0.009%
19 3.461 752 753 756 rBV3 1250 525 0.07% 0.008%
20 3.516 768 770 773 rBv4 1221 599 0.08% 0.009%
21 3.532 773 775 776 rVW2 1292 405 0.05% 0.006%
22 3.548 777 780 781 rVB3 1403 612 0.08% 0.010%
23 3.596 794 795 800 rBV5 1496 954 0.12% 0.015%
24 3.641 806 809 810 rBV3 1696 975 0.12% 0.015%
25 3.703 826 828 829 rBv2 1307 437 0.06% 0.007%
26 3.767 845 848 849 rBV2 1403 864 0.11% 0.013%
27 3.799 849 858 880 rVw 63093 169505 21.52% 2.639%
28 3.989 913 917 920 rBV6 1992 1514 0.19% 0.024%
29 4.259 988 1001 1020 rBV 124297 306364 38.90% 4.770%
30 4.696 1135 1137 1140 rBV3 1165 604 0.08% ©0.009%
31 4.870 1189 1191 1193 rBV3 1117 598 0.08% 0.009%
32 4.889 1195 1197 1200 rVVv4 1876 1076 0.14% 0.017%
33 4.966 1204 1221 1250 rBV3 281891 787633 100.00% 12.263%
34 5.458 1373 1374 1378 rBV4 1529 1012 0.13% 0.016%
35 5.542 1388 1400 1424 rBV 220561 461173 58.55% 7.180%
36 5.799 1473 1480 1484 rBVS 2311 2836 0.36% 0.044%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052423\
Data File : VV@31214.D

Acqg On : 24 May 2023 14:47
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO51923WMA.M
Title : VOC Analysis
37 5.828 1484 1489 1490 rBV5 2292 1803 0.23% 0.028%
38 5.995 1525 1541 1561 rBV 171793 359536 45.65% 5.598%
39 6.236 1609 1616 1618 rBV6 3249 3415 0.43% 0.053%
40 6.439 1677 1679 1680 rBvV2 1015 334 0.04% 0.005%
41  6.542 1709 1711 1712 rBV2 1182 341 0.04% 0.005%
42 6.651 1743 1745 1748 rVB4 1112 562 0.07% 0.009%
43 6.670 1748 1751 1754 rBV4 1336 1121 0.14% 0.017%
44 6.686 1754 1756 1758 rVB3 1520 575 0.07% 0.009%
45  6.812 1793 1795 1796 rBvV2 1743 569 0.07% 0.009%
46 6.918 1820 1828 1847 rBV2 83728 148929 18.91% 2.319%
47  7.059 1871 1872 1874 rBV2 1514 500 0.06% ©0.008%
48  7.249 1920 1931 1945 rBV 324522 559404 71.02%  8.710%
49 7.558 2020 2027 2043 rBV 63659 107496 13.65% 1.674%
50 7.763 2088 2091 2094 rBV5 1930 1510 0.19% 0.024%
51 7.863 2120 2122 2123 rBV3 1743 875 0.11% 0.014%
52 8.034 2166 2175 2209 rBV 201678 420049 53.33% 6.540%
53  8.329 2265 2267 2268 rBvV2 1504 614 0.08% 0.010%
54 8.635 2361 2362 2365 rvB3 1848 697 0.09% 0.011%
55 8.648 2365 2366 2368 rBv2 1098 475 0.06% 0.007%
56 8.689 2376 2379 2382 rBv4 2287 1777 0.23% 0.028%
57 8.792 2399 2411 2430 rBV 347168 587411 74.58%  9.146%
58 8.953 2453 2461 2473 rVB2 24529 43018 5.46% 0.670%
59 9.336 2578 2580 2581 rBV2 1868 568 0.07% 0.009%
60 9.654 2672 2679 2689 rBv2 17145 28616 3.63% 0.446%
61 9.824 2727 2732 2739 rBV1e 3080 4013 0.51% 0.062%
62 9.853 2739 2741 2744 rBV4 2069 1124 0.14% 0.018%
63 9.959 2764 2774 2788 rBV 89686 164381 20.87% 2.559%
64 10.159 2826 2836 2853 rVB 256527 403973 51.29% 6.290%
65 10.275 2870 2872 2873 rBV2 1983 989 0.13% 0.015%
66 10.609 2974 2976 2977 rBV2 1375 428 0.05% 0.007%
67 10.770 3024 3026 3029 rBV4 1184 586 0.07% 0.009%
68 10.834 3044 3046 3049 rBV5S 1864 1272  0.16% 0.020%
69 11.191 3148 3157 3173 rVB 364533 574535 72.94% 8.945%
70 11.490 3242 3250 3263 rBV 54167 99046 12.58% 1.542%
71 11.567 3265 3274 3289 rVB 377542 595452 75.60% 9.271%
72 11.844 3358 3360 3365 rBV6 2347 1826 0.23% 0.028%
73 11.950 3390 3393 3397 rBV5 2876 1919 0.24% 0.030%
74 12.027 3414 3417 3418 rBV3 1872 976 ©0.12% 0.015%
75 12.146 3452 3454 3457 rBv4 1846 1134 0.14% 0.018%
76 12.381 3525 3527 3528 rBV2 1411 635 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052423\
Data File : VV@31214.D

Acqg On : 24 May 2023 14:47
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12 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\SFAMVLMO51923WMA.M
Title : VOC Analysis
77 12.535 3572 3575 3579 rBV5 1729 1530 0.19% 0.024%
78 12.554 3579 3581 3584 rvwv4 1624 764 0.10% 0.012%
79 12.738 3634 3638 3640 rBV5 2310 1784 0.23% 0.028%
80 12.776 3647 3650 3651 rBV3 1339 876 0.11% 0.014%
81 13.075 3741 3743 3747 rBV5 2068 1296 0.16% 0.020%
82 13.236 3789 3793 3795 rBV5 2155 1754 0.22% 0.027%
83 13.281 3805 3807 3808 rBV2 1733 748 0.09% 0.012%
84 13.426 3849 3852 3854 rBV3 2081 1404 0.18% 0.022%
85 13.615 3909 3911 3913 rVB3 2466 972 0.12% 0.015%
86 13.731 3945 3947 3950 rBV4 1816 1236 0.16% 0.019%
87 13.837 3979 3980 3981 rBV 1550 478 0.06% 0.007%
88 13.863 3985 3988 3996 rVB9 2433 3015 0.38% 0.047%
89 13.930 4004 4009 4010 rBV5S 1829 1403 0.18% 0.022%
90 13.998 4028 4030 4034 rVBS 2279 1353 0.17% 0.021%
91 14.088 4055 4058 4061 rBV5 2031 1468 0.19% 0.023%
92 14.155 4074 4079 4084 rBVi1e 2014 1961 0.25% 0.031%
93 14.188 4084 4089 4091 rBV6 1537 1511 0.19% 0.024%
94 14.352 4134 4140 4144 rBV7 2555 3696 0.47% 0.058%
95 14.483 4179 4181 4185 rBV4 2396 1592 0.20% 0.025%
96 14.647 4228 4232 4235 rBV5S 2198 1865 0.24% 0.029%
97 14.734 4257 4259 4261 rBV4 1409 721 0.09% 0.011%
98 14.811 4281 4283 4284 rBV2 1845 603 0.08% 0.009%
99 15.004 4339 4343 4344 rBV4 1533 1117 0.14% 0.017%
Sum of corrected areas: 6422803
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve52423\

: VWe31214.D

1 24 May 2023 14:47
: SY/MD

: 02865-16

: 5.0mL/MSVOA_V/WATER
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve52423\
Data File : VV@31214.D

Acqg On : 24 May 2023 14:47

Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.M
: 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 Cyclohexanone Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.959  13.99 ug/L 164381 Chlorobenzene-d5 8.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 93
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 87
4 Cyclohexanone 98 C6H100 000108-94-1 81
5 Cyclohexanone 98 C6H100 000108-94-1 74
Abundance Scan 2774 (9.959 min): VV031214.D\data.ms (-2764) (-) m/z 55.10 100.00%
55.1
5000 98.0 JM
10.00
37 80.1 :
[E—r Hm“!‘,wm;“"w_‘l‘lrr’ﬁ““““1‘6‘5"3 m/z 42.10 80.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3552: Cyclohexanone
55.0
5000 98.0 T
10.00
27.0 m/z 98.05 51.18%
80,
O’P
miz--> 20 40 60 80 100 120 140 160
Abundance #3564: Cyclohexanone
55.0
98.0 T
10.00
5000 m/z 39.10 42 .57%
‘80
Ol I |
m/z--> 20 40 60 80 100 120 140 160
Abundance #3561: Cyclohexanone = P e
55.0 10.00
m/z 41.05 40.84%
5000
27.0 98.0
| “80.0
Ol I i Y e e
m/z--> 20 40 60 80 100 120 140 160 10.00

SFAMVLMO51923WMA.M Thu May 25 15:55:31 2023

Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052423\
Data File : VV@31214.D

Acqg On : 24 May 2023 14:47
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO51923WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.490 8.62 ug/L 99046  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 3250 (11.490 min): VV031214.D\data.ms (-3242) (- | m/z 57.10 100.00%
57.1
83.1 e A
11.50
112.2
O} S : w:“w el S22 1299 1498 1 hy7 41,65 48.18%
miz-> 20 40 60 80 100 120 140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 et
11.50
83.0 m/z 55.10  38.64%
0+ \1\5\.(‘)\”“! \“‘1 T r‘\L\JJ‘ T T \“‘ \1\112.\0‘ L
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
et
11.50
5000 410 m/z 43.05 33.55%
‘ 83.0
giso | | o
miz--> 20 40 60 80 100 120 140 \u«
Abundance #15695: 1-Hexanol, 2-ethyl- e
57.0 11.50
m/z 56.10 24.59%
5000
41.0
83.0
018'°H~112'0, SENATIA L e
m/z--> 20 40 60 80 100 120 140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv052423\
Data File : VV031214.D

Acqg On : 24 May 2023 14:47
Operator : SY/MD

Sample : 02865-16

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@51923WMA.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|
Cyclohexanone 9.959 14.0 ug/L 164381 2 8.792 587411 50.0
1-Hexanol, 2-et... 11.490 8.6 ug/L 99046 3 11.194 574535 50.0
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