LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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\SFAMVLMO72523WMA.M
Title : VOC Analysis

Signal : TIC: VV@31777.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 66 74 89 rVB 196628 222456 13.85% 1.789%
2 1.529 145 152 167 rVB 186609 223427 13.91% 1.797%
3 2.056 306 316 328 rBV 367769 549053 34.18%  4.415%
4 2.111 328 333 350 rVB 39211 66686 4.15% ©.536%
5 2.336 399 403 405 rBV5 1457 1042 0.06% 0.008%
6 2.407 421 425 427 rVB5 1137 862 0.05% 0.007%
7 2.497 451 453 457 rBV4 1147 930 0.06% 0.007%
8 2.564 461 474 488 rBV4 17460 41047 2.55% 0.330%
9 2.687 508 512 514 rBvV6 1851 1309 0.08% 0.011%
106 2.979 600 603 607 rVB5 1574 1464 0.09% 0.012%
11 3.011 607 613 616 rBv7 1599 2007 0.12% 0.016%
12 3.092 635 638 641 rBV3 1341 1080 0.07% 0.009%
13 3.117 644 646 651 rVve 1693 1544 0.10% 0.012%
14 3.162 654 660 662 rVV6 1178 1093 0.097% 0.009%
15 3.217 673 677 679 rBv4 1094 961 0.06% 0.008%
16 3.407 734 736 743 rVB6 1193 1301 ©0.08% 0.010%
17 3.439 743 746 751 rBVS 2207 1856 ©0.12% ©0.015%
18 3.484 751 760 762 rBV7 1244 1459 0.09% 0.012%
19 3.558 781 783 789 rVB5 1272 990 0.06% 0.008%
20 3.593 789 794 795 rBV3 2920 2232 0.14% 0.018%
21 3.728 834 836 841 rVBS 1222 934 0.06% 0.008%
22 3.789 841 855 884 rBV2 150619 448891 27.94% 3.610%
23 4.252 979 999 1029 rBV 291241 762342 47.45% 6.131%
24  4.500 1074 1076 1080 rBV5 2035 1598 0.10% 0.013%
25 4.564 1092 1096 1101 rBVS8 1384 1581 0.10% 0.013%
26 4.609 1108 1110 1116 rVB7 1839 1610 0.10% 0.013%
27 4.677 1127 1131 1135 rVB5 1498 1310 ©0.08% 0.011%
28 4.841 1180 1182 1187 rVB6 1829 1462 0.09% 0.012%
29 4.867 1187 1190 1193 rBv4 1215 860 0.05% 0.007%
30 4.886 1193 1196 1200 rBV4 878 924 0.06% 0.007%
31 4.957 1200 1218 1247 rBV2 594322 1606564 100.00% 12.920%
32 5.207 1293 1296 1302 rVBS8 1822 1482 0.09% 0.012%
33 5.484 1378 1382 1385 rBV5 1148 1056 0.07% 0.008%
34 5.539 1385 1399 1420 rBV 398222 843110 52.48% 6.780%
35 5.825 1476 1488 1506 rBV2 55676 118901 7.40% 0.956%
36 5.921 1512 1518 1523 rBV7 3319 5204 0.32% 0.042%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72823\

Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29

Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO72523WMA.M
Title : VOC Analysis
37 5.992 1527 1540 1560 rVV 387601 796223 49.56% 6.403%
38 6.323 1639 1643 1645 rVB4 1625 990 0.06% 0.008%
39 6.407 1667 1669 1672 rBV4 1349 1006 0.06% 0.008%
40 6.510 1692 1701 1713 rBV3 8930 20258 1.26% 0.163%
41 6.648 1741 1744 1748 rVB5 1338 1016 ©0.06% ©0.008%
42 6.754 1774 1777 1781 rVB3 1504 919 0.06% 0.007%
43 6.918 1812 1828 1848 rBV 165099 320094 19.92% 2.574%
44  7.002 1851 1854 1858 rVB 14525 9634 0.60% 0.077%
45  7.246 1919 1930 1952 rBV 558579 1005559 62.59%  8.087%
46 7.387 1970 1974 1976 rBV3 2035 1633 0.10% 0.013%
47  7.555 2016 2026 2057 rVV 125383 237491 14.78%  1.910%
48 7.879 2118 2127 2134 rBV9 3485 6355 0.40% 0.051%
49 7.947 2144 2148 2153 rVB7 2258 2153 0.13% 0.017%
50 8.030 2162 2174 2189 rBV 395444 760765 47.35% 6.118%
51 8.622 2354 2358 2360 rBV4 1246 951 0.06% 0.008%
52 8.683 2374 2377 2383 rBV8 2005 1656 0.10% 0.013%
53 8.789 2399 2410 2439 rBV 664092 1122871 69.89% 9.030%
54 9.088 2498 2503 2508 rvB8 2229 2843 0.18% 0.023%
55 9.162 2524 2526 2532 rVB5 1118 867 0.05% 0.007%
56 9.397 2596 2599 2603 rVB5 1652 1079 0.07% 0.009%
57 9.680 2684 2687 2692 rVB5 1857 1375 0.09% 0.011%
58 9.722 2696 2700 2702 rBV4 2132 1639 0.10% 0.013%
59 9.866 2741 2745 2747 rBV5 1794 1525 0.09% 0.012%
60 9.889 2748 2752 2754 rVWW5 2066 1524 0.09% 0.012%
61 9.953 2770 2772 2776 rBV5S 1935 1901 0.12% 0.015%
62 10.085 2810 2813 2820 rBV8 1646 2093 0.13% 0.017%
63 10.159 2820 2836 2860 rBV 505535 818281 50.93% 6.581%
64 10.333 2884 2890 2892 rBV6 3251 3392 0.21% 0.027%
65 10.439 2920 2923 2925 rBV4 1260 967 0.06% 0.008%
66 10.471 2930 2933 2937 rVWV4 1866 1531 0.10% 0.012%
67 10.587 2967 2969 2972 rVB3 2201 950 0.06% 0.008%
68 10.715 3004 3009 3012 rBV5S 1556 1551 ©0.10% 0.012%
69 10.844 3046 3049 3051 rBV4 1782 1120 0.07% 0.009%
70 10.998 3095 3097 3099 rBV2 1486 867 0.05% 0.007%
71 11.133 3130 3139 3146 rVV1e 12979 20395 1.27% 0.164%
72 11.191 3146 3157 3177 rVB 670447 1039791 64.72% 8.362%
73 11.413 3223 3226 3229 rBV5 1239 930 0.06% 0.007%
74 11.500 3243 3253 3262 rBV3 13324 28410 1.77% 0.228%
75 11.564 3263 3273 3294 rVB 692010 1099330 68.43% 8.841%
76 11.947 3382 3392 3411 rVV2 35006 59010 3.67% 0.475%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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\SFAMVLMO72523WMA.M
Title : VOC Analysis
77 12.069 3426 3430 3435 rVB7 1854 1588 0.10% 0.013%
78 12.156 3454 3457 3461 rVB5 2006 1176 0.97% 0.009%
79 12.178 3461 3464 3465 rBV3 1991 1129 0.07% 0.009%
80 12.255 3478 3488 3498 rBV5 17858 290816 1.86% 0.240%
81 12.310 3503 3505 3509 rVB5 2013 1107 ©0.097% 0.009%
82 12.484 3557 3559 3564 rBV6 1411 1161 0.07% 0.009%
83 12.583 3586 3590 3592 rBV5 2381 1898 ©0.12% 0.015%
84 13.008 3720 3722 3725 rBV3 1833 866 0.05% 0.007%
85 13.069 3736 3741 3746 rBV7 1730 1867 ©.12% 0.015%
86 13.210 3777 3785 3793 rVB1@ 3892 5646 ©.35% 0.045%
87 13.551 3887 3891 3893 rBV3 1655 1171 0.097% 0.009%
88 13.689 3927 3934 3941 rBV9 4443 5868 ©0.37% 0.047%
89 13.744 3947 3951 3954 rBV4 1484 1239 0.08% 0.010%
90 13.873 3977 3991 4006 rBV3 34318 61719 3.84% 0.496%
91 14.140 4072 4074 4078 rVB2 2387 1595 0.10% 0.013%
92 14.355 4138 4141 4145 rBVS 2045 1892 0.12% 0.015%
93 14.410 4155 4158 4161 rBV4 1521 1092 0.07% 0.009%
94 14.590 4209 4214 4216 rBV4 1991 1892 0.12% 0.015%
95 14.715 4250 4253 4256 rBV5S 1514 1035 ©0.06% 0.008%
96 14.786 4272 4275 4277 rBV4 2487 1436 0.09% 0.012%
97 14.969 4328 4332 4338 rVB7 1636 1864 ©0.12% 0.015%
98 15.027 4347 4350 4353 rBV3 1407 969 0.06% 0.008%
99 15.062 4356 4361 4366 rBV8 2423 2816 0.18% 0.023%
100 15.927 4625 4630 4632 rBV4 2442 2436 0.15% 0.020%
Sum of corrected areas: 12434851
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV031777.D\data.ms

600000 4.957

500000

400000 2.056 5.539 5.992

300000 4.252

1.278
200000 1.529

3.789

100000
111 5.825

2.339A98%87  RoTmAm? 3303E5S3 4. 5EBET 5207 5. 9 6.52851

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 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: VV031777.D\data.ms

8.789 11.191 11.564

600000 7.246

10.159
500000

400000 8.030

300000

200000 6.918

7.555
100000
002 11.947
0168854 387 7.88817 8823 9981:’629397 0.8%mpRe7I 05 998138 11144300 a2 .06
: s S 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: VV031777.D\data.ms

600000

500000

400000

300000

200000

100000

13.873
o ‘A0 1B583  13BMED210 13986994 14.140448890. 540 FRGNHG 15.927 .
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 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\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.947 2.84 ug/L 59010 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 72
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 50
3 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 50
4 2-0Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 50
5 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 50
Abundance Scan 3392 (11.947 min): VV031777.D\data.ms (-3382) (- m/z 58.90 100.00%
58.9
5000
42.9
/\‘\ T ‘ T
‘ 8L.0 1229 12.00
o‘_wu‘“m“““ A MH‘ B m/z 42.90  29.88%
m/z--> 20 40 80 100 120 140
Abundance #32930. 7-Octen-2-ol, 2,6-dimethyl-
59.0
5000 MM/\N\ M\/kw
12 00
41.0 m/z 54.90  20.75%
0
O T ‘2\6‘\9\ T ‘H\ T \ \ ‘ \m”\ T ‘H\ T \q\8.‘0\ T \J-‘23\.\0\]\-4.‘l\.0\ T ‘
m/z--> 20 40 60 80 100 120 140
Abundance #33011: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
12.00
5000 m/z 81.00 14.98%
43.0
L0 [ %P0 12801419
wHH_‘H‘Hw‘m‘J‘HH‘HH‘HH
miz--> 20 60 80 100 120 140 I /\ [\
Abundance #32960: 2-Octanol, 2-methyl-6-methylene- Al
59.0 12.00
m/z 40.85 14.28%
5000
43.0
83.0 123.0
ol o o I oy
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO72523WMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873 2.97 ug/L 61719 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Tris(cyanomethyl)-S-hexahy... 204 C9H12N6 004560-87-6 47
2 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 45
3 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 38
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 38
5 Cyclopropanecarboxaldehyde, 2-me... 166 C11H180 097231-35-1 38
Abundance Scan 3991 (13.873 min): VV031777.D\data.ms (-3977) (- m/z 68.85 100.00%
68.8
5000
107.9
‘ T T ‘ T b T T A
50.9 13.50 14.00
0 '}'t*1938 e A e m/z 40.90 71.67%
miz--> 50 100 150 200 250 300 350
Abundance #80929: 1,3,5-Tris(cyanomethyl)-S-hexahydrotriazine
69.0
5000 /\'“M‘"P\M’M’?\ T byt
136.0 13.50 14.00
m/z 107.90  33.21%
0 2§. 177.0
\\}‘\“\\\“\\\H\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #285015: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1-
69.0
A A‘ L L I,
13.50 14.00
5000 m/z 54.75 32.88%
136.0
189.0
ol228 L LLLLLL L2990 300 sono_sre.
m/z--> 50 100 150 200 250 300 350
Abundance #6716: 6-Methyl-1,5-heptadiene
41.0 13.50 14.00
m/z 93.90  25.85%
5000
‘ ‘ 110.0
L O 1 M
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31777.D

Acqg On : 28 Jul 2023 10:29
Operator : SY/MD

Sample : 03754-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72523WMA.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|
7-Octen-2-0l, 2... 11.947 2.8 ug/L 59010 3 11.191 1039790 50.0
unknown-01 13.873 3.0 ug/L 61719 3 11.191 1039790 50.0
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