LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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: VVv@31778.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 205073 226678 13.73% 1.767%
2 1.529 145 152 169 rVB 194245 237850 14.40% 1.854%
3 2.060 307 317 327 rBV 380373 551142 33.38% 4.296%
4 2.114 329 334 351 rVB 46203 75851 4.59% ©0.591%
5 2.336 401 403 407 rVB5 1988 1360 ©0.08% 0.011%
6 2.362 407 411 418 rVB7 2198 2508 0.15% 0.020%
7 2.452 432 439 447 rBV7 3407 4971 0.30% 0.039%
8 2.574 466 477 488 rBV3 18454 39949  2.42% 0.311%
9 2.690 510 513 515 rBv4 1194 979 0.06% 0.008%
106 2.732 522 526 531 rVB6 1270 1386 ©0.08% 0.011%
11 2.796 543 546 550 rBV5S 1716 1760 0.10% 0.013%
12 2.921 582 585 589 rVB4 1373 1046 0.06% 0.008%
13 3.066 628 630 633 rVB3 1311 904 0.05% 0.007%
14 3.089 633 637 639 rBVS 1671 1075 0.097% 0.008%
15 3.51@0 765 768 770 rBV3 1290 889 0.05% 0.007%
16 3.584 786 791 793 rBV5S 1176 1052 0.06% 0.008%
17 3.658 811 814 817 rBV5S 1571 1051 ©0.06% ©.008%
18 3.793 843 856 885 rBV 155173 464228 28.11% 3.618%
19 4,252 984 999 1032 rBV 291558 773873 46.87% 6.032%
20 4.468 1064 1066 1070 rVB5 1572 1066 ©0.06% ©0.008%
21  4.645 1118 1121 1124 rVB5S 1328 931 0.06% 0.007%
22 4.674 1124 1130 1131 rBV6 1259 1205 0.07% 0.009%
23 4.789 1162 1166 1168 rBV4 1663 1283 0.08% 0.010%
24  4.841 1178 1182 1184 rBV4 1536 1225 0.097% 0.010%
25 4.960 1202 1219 1242 rBV2 615187 1651225 100.00% 12.870%
26 5.326 1329 1333 1335 rVB5 1715 982 0.06% 0.008%
27 5.539 1387 1399 1421 rBV 374264 789207 47.80% 6.151%
28 5.825 1478 1488 1508 rVB2 68467 143598 8.70% 1.119%
29 5.912 1509 1515 1518 rBvVv7 6933 7531 0.46% 0.059%
30 5.992 1528 1540 1559 rBV 402538 820487 49.69%  6.395%
31 6.352 1650 1652 1657 rVB5 2711 1921 0.12% 0.015%
32 6.381 1657 1661 1664 rBVS5S 1953 2060 0.12% 0.016%
33  6.516 1695 1703 1711 rVB7 8438 15510 0.94% 0.121%
34 6.658 1744 1747 1750 rBV5 1992 1197 0.07% 0.009%
35 6.780 1782 1785 1789 rBV6 1539 1220 0.07% 0.010%
36 6.828 1796 1800 1804 rBV7 1500 1244 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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
37 6.918 1818 1828 1854 rBV 172855 327237 19.82%  2.550%
38 7.079 1876 1878 1883 rVB4 1654 1158 0.07% 0.009%
39 7.130 1890 1894 1895 rBV4 1384 1005 0.06% 0.008%
40 7.178 1905 1909 1911 rBV5 1560 1283 0.08% 0.010%
41  7.249 1919 1931 1962 rBV 575513 1060712 64.24%  8.267%
42 7.558 2016 2027 2055 rBV 133686 244016 14.78% 1.902%
43 7.886 2119 2129 2135 rBv4 5297 9666 0.59% 0.075%
44  7.911 2135 2137 2141 rVWV5 1801 1214 0.097% 0.009%
45  8.030 2163 2174 2214 rBV3 444694 980603 59.39% 7.643%
46 8.420 2290 2295 2298 rVB6 1807 1642 0.10% 0.013%
47  8.513 2320 2324 2325 rBV4 1881 1132 0.97% 0.009%
48  8.789 2398 2410 2434 rBV 635392 1073422 65.01% 8.366%
49 9.005 2474 2477 2478 rBV3 1483 911 0.06% 0.007%
50 9.265 2556 2558 2562 rBV4 1323 1154 0.07% 0.009%
51 9.381 2592 2594 2599 rBV4 1192 1034 0.06% 0.008%
52 9.436 2608 2611 2615 rVB6 1809 1205 0.07% 0.009%
53 9.484 2621 2626 2628 rBV6 2087 1913 0.12% 0.015%
54 9.850 2736 2740 2745 rBV7 1172 1116 0.97% 0.009%
55 10.098 2813 2817 2820 rBV6 1444 1116 0.97% 0.009%
56 10.159 2824 2836 2859 rVW 532572 845987 51.23% 6.594%
57 10.259 2863 2867 2872 rBV7 2522 2429 0.15% 0.019%
58 10.329 2882 2889 2897 rBV6 7722 11909 0.72% 0.093%
59 10.410 2908 2914 2917 rBV6 1458 1659 0.10% 0.013%
60 10.474 2931 2934 2937 rVB5 1556 1038 0.06% 0.008%
61 10.551 2956 2958 2964 rBV6 1569 1555 0.09% 0.012%
62 10.718 3002 3010 3012 rBV7 2757 3320 0.20% 0.026%
63 10.799 3031 3035 3036 rBv4 1272 928 0.06% 0.007%
64 10.886 3060 3062 3066 rVB4 1267 887 0.05% 0.007%
65 10.992 3092 3095 3096 rBV3 2401 1151 0.97% 0.009%
66 11.104 3127 3130 3132 rBV4 1904 1088 0.07% 0.008%
67 11.133 3132 3139 3146 rVV6 11712 18016 1.09% 0.140%
68 11.191 3146 3157 3175 rVW 630620 979980 59.35% 7.638%
69 11.384 3212 3217 3218 rBVS5S 1856 1343 0.08% 0.010%
70 11.493 3242 3251 3262 rBV3 19303 42450 2.57% 0.331%
71 11.567 3263 3274 3290 rVB 732459 1152985 69.83% 8.986%
72 11.751 3328 3331 3333 rBV3 2202 1249 0.08% 0.010%
73 11.857 3362 3364 3370 rVB6 3217 1643 0.10% 0.013%
74 11.947 3383 3392 3404 rBV2 39317 64104 3.88% 0.500%
75 12.156 3452 3457 3461 rBV6 1618 1680 ©0.10% 0.013%
76 12.197 3463 3470 3477 rVV9 5446 8374 0.51% 0.065%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 12.252 3477 3487 3497 rVW9 23245 37858 2.29% 0.295%
78 12.294 3497 3500 3505 rBV6 2730 2243  0.14% 0.017%
79 12.368 3519 3523 3524 rBV4 1949 1425 0.09% 0.011%
80 12.593 3587 3593 3596 rBV5 2949 2845 0.17% 0.022%
81 12.696 3623 3625 3628 rVB4 2300 1302 ©0.08% 0.010%
82 12.921 3693 3695 3700 rVB6 1893 1007 0.06% 0.008%
83 12.947 3700 3703 3707 rBVS5 1467 1132 0.07% ©0.009%
84 13.294 3808 3811 3814 rVVv4 2055 1572 0.10% 0.012%
85 13.339 3822 3825 3830 rBV5 2378 1926 0.12% 0.015%
86 13.429 3846 3853 3855 rBV7 2955 3348 0.20% 0.026%
87 13.567 3892 3896 3898 rBV4 1859 1228 0.07% 0.010%
88 13.586 3900 3902 3905 rVV4 1925 1189 0.097% 0.009%
89 13.619 3907 3912 3915 rBV6 1725 1413 0.09% 0.011%
90 13.693 3931 3935 3941 rVB7 2167 2633 0.16% 0.021%
91 13.873 3983 3991 4004 rBV2 43830 66686 4.04% 0.520%
92 13.992 4023 4028 4038 rVBO 4252 5812 0.35% 0.045%
93 14.349 4137 4139 4141 rBV3 1971 1040 0.06% 0.008%
94 14.596 4209 4216 4218 rBVS8 2839 3114 0.19% 0.024%
95 14.776 4270 4272 4275 rBV5S 1308 925 0.06% 0.007%
96 14.818 4282 4285 4289 rBV5 1885 1366 ©0.08% 0.011%
97 14.837 4289 4291 4294 rBV4 1826 1183 0.097% 0.009%
98 15.133 4381 4383 4386 rBV4 1687 928 0.06% 0.007%
99 15.165 4390 4393 4397 rBV5 1510 1574 0.10% 0.012%
100 15.799 4588 4590 4593 rBV4 1856 1021 0.06% ©.008%
Sum of corrected areas: 12830462
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve72823\

: VWe31778.D

: 28 Jul 2023 10:53

: SY/MD

: 03754-17

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@72523WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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700000

600000

500000

400000

300000

200000

100000

o

TIC: VV031778.D\data.ms

4.960

5.992
5.539

2.060
1.278 1 529
5.825

4.252
JU\ 3.793
23m§ Zﬁmmeezmm 3.318H6 4.461EGENS 5.326 912 G151

Time-->

1.20 1.40 1.60 1.80 200220240260280300320340360380400420440460480500520540560580600620640

Abundance
700000

600000

500000

400000

300000

200000

100000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 1 Propane, 2-methyl-2-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.574 2.53 ug/L 39949 1,4-Difluorobenzene 5.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 HEX-5-EN-3-0L 100 C6H120 000688-99-3 53
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 50

4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 45
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 45

Abundance Scan 477 (2.574 min): VV031778.D\data.ms (-466) (-) m/z 58.85 100.00%

58.9
5000 ]k
Wuwm‘m‘_m_
‘? 88.8 128.4 182.6 2.20 2.40 2.60 2.80
o‘“w“‘N_“M“‘q‘hw“‘H“Hn“w“‘w“ﬁw“‘ m/z 40.80  25.51%

S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
My e

5000 el el 1l
2.20 2.40 2.60 2.80

m/z 42.90 16.14%

29.0 101.0
0“”\‘”““‘1“””‘ AR RN R AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4279: HEX-5-EN-3-OL
59.0
31.0 2‘202‘402502‘80 |
5000 ITI z 56.90 11.24%
0\“‘\““‘?‘8\30\\\11\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9510: 2-Pentanol, 2,4-dimethyl-
59.0 2.20 2.40 2.60 2.80

m/z 38.90 11.11%

5000
27.0 101.0
o‘““““_““““m““““_““““‘H““““

| M\\M \
miz--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 7-Octen-2-0l, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.947 3.27 ug/L 64104 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 78
2 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 64
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 64
4 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 64
5 3-(2-Hydroxy-2-methyl-propyl)-cy... 168 C10H1602 1000185-60-2 64
Abundance Scan 3392 (11.947 min): VV031778.D\data.ms (-3383) (- m/z 58.85 100.00%
58.9
5000
% ‘ 80.9 1229 12,00
0 "w"m‘uu\‘\‘um”\““uu‘u‘H‘W‘HH_MW_MZ‘Q‘?Z m/z 42.80  27.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl-
59.0 N\j\ww
5000 J\%\w
12 00
m/z 54.80 19.60%
83.0 123.0
O \\\‘2\‘9\”.\()\““\\\wi\mh\\“H\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32935: 7-Octen-2-ol, 2,6-dimethyl-
59.0
it ALY Pt
12.00
5000 m/z 66.75 15.38%
‘ 83.0 123.0
Ol BT iy T 2540
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32936: 7-Octen-2-ol, 2,6-dimethyl-
59.0 12.00
m/z 40.90 14.73%
5000
‘ 83.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072823\
Data File : VV@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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 5 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873 3.40 ug/L 66686 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neral 152 C10H160 000106-26-3 47
2 Geranyl formate 182 C11H1802 000105-86-2 43
3 3-Ethyl-1,5-octadiene 138 C10H18 1000114-87-7 43
4 2,6-Octadien-1-0l, 3,7-dimethyl-... 196 C12H2002 000141-12-8 38
5 6-Methyl-1,5-heptadiene 110 C8H14 007270-50-0 38
Abundance Scan 3991 (13.873 min): VV031778.D\data.ms (-3983) (- m/z 68.90 100.00%
68.9
40.9
5000
107.8135.8
269 ( 13. 50 14 00
(o} . m/z 40.85 69.33%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #29035: Neral
41.0
69.0
5000
13. 50 14 00
109.0 m/z 54.85 33.31%
(R TI RT  2
O ‘H‘H“‘\H‘MH‘H‘ \\}‘\‘\‘\\“\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #56589: Geranyl formate
69.0
13.50 14.00
5000/ 410 m/z 93.90  26.79%
136.0
0 _“‘H‘pm‘m“u;m“‘1‘0“7‘9"H1_‘H‘H‘w‘m‘mw‘wuu_m
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #19416: 3-Ethyl-1,5-octadiene i
(e
2410 69.0 13. 50 14. 00
m/z 107.85 26.12%
5000
109.0
0 138.0 RN V-
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 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@31778.D

Acqg On : 28 Jul 2023 10:53
Operator : SY/MD

Sample : 03754-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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|
Propane, 2-meth... 2.574 2.5 ug/L 39949 1 5.539 789207 50.0
7-Octen-2-01, 2... 11.947 3.3 ug/L 64104 3 11.191 979980 50.0
unknown-01 13.873 3.4 ug/L 66686 3 11.191 979980 50.0
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