LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX031334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 35 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\Method\82X091422W.M

Title : SW846 8260

Signal : TIC: VX@31334.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.453 57 60 66 rBv 7025 7442 1.55% 0.279%
2 2.422 216 219 224 rVB2 3567 5691 1.19% 0.213%
3 2.947 297 305 313 rBV 6087 14319 2.98% 0.537%
4 4,239 508 517 526 rBV4 3088 8381 1.75% 0.314%
5 4.587 561 574 583 rBV2 5535 19267 4.01% 0.722%
6 5.391 691 706 720 rBV 52836 152896 31.86% 5.731%
7 5.556 722 733 744 rBV 67960 187053 38.97% 7.011%
8 5.958 789 799 814 rVB2 65420 171102 35.65% 6.413%
9 6.763 921 931 942 rBV 113679 272704 56.82% 10.221%

8

.653 1234 1241 1249 rBV 303278 479934 100.00% 17.988%

11 10.055 1465 1471 1481 rBV 235200 315722 65.78% 11.833%
12 11.079 1634 1639 1645 rBV 239436 302205 62.97% 11.327%

13 11.500 1706 1708 1716 rVVv4 5277 9411 1.96% ©0.353%
14 11.598 1720 1724 1731 rBV3 3874 7260 1.51% ©0.272%
15 11.671 1731 1736 1741 rVB2 5185 7861 1.64% ©.295%
16 11.933 1771 1779 1788 rVV 7923 12164 2.53% 0.456%
17 12.024 1788 1794 1800 rVV 230085 288756 60.17% 10.823%
18 12.104 1803 1807 1812 rVB 23444 29431  6.13% 1.103%
19 12.219 1820 1826 1836 rBV2 8594 16992 3.54% 0.637%
20 12.427 1856 1860 1865 rVB 6254 7787 1.62% 0.292%
21 12.555 1875 1881 1889 rBV4 5088 10264 2.14% ©0.385%
22 12.768 1912 1916 1918 rBV3 4464 6149 1.28% 0.230%
23 12.799 1918 1921 1927 rVB7 5038 9420 1.96% ©.353%
24 12.859 1927 1931 1940 rBV2 21428 43950 9.16% 1.647%
25 12.975 1946 1950 1956 rBV3 8803 18126 3.78% ©.679%
26 13.073 1962 1966 1968 rBV3 6146 7743 1.61% 0.290%
27 13.103 1968 1971 1974 rBV3 14857 22629 4.72%  0.848%
28 13.219 1987 1990 1994 rVV3 4128 5768 1.20% 0.216%
29 13.268 1994 1998 2008 rVB 18101 27532 5.74% 1.032%
30 13.384 2012 2017 2020 rBV5 4317 4867 1.01% 0.182%
31 13.426 2020 2024 2027 rBV2 6056 9576 2.00% ©.359%
32 13.451 2027 2028 2034 rVB4 6439 7338 1.53% 0.275%
33 13.512 2034 2038 2043 rVB3 8920 12640 2.63% 0.474%
34 13.695 2062 2068 2071 rBV4 7085 12243 2.55% ©0.459%
35 13.768 2078 2080 2084 rVB2 6914 8128 1.69% ©.305%
36 13.847 2088 2093 2098 rBv4 8207 17021 3.55% ©0.638%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX031334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 35 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\Method\82X091422W.M
Title : SW846 8260
37 13.896 2098 2101 2110 rVB4 8313 17699 3.69% 0.663%
38 14.036 2121 2124 2133 rVB 15361 19286 4.02% ©.723%
39 14.201 2147 2151 2159 rBV5 6640 13372 2.79% 0.501%
40 14.451 2188 2192 2197 rBV7 3967 9112 1.90% 0.342%
41 14.524 2202 2204 2208 rVB2 5657 5891 1.23% ©0.221%
42 14.566 2208 2211 2215 rBv4 2963 5019 1.05% 0.188%
43 14.615 2215 2219 2225 rVB4 6378 11736 2.45% 0.440%
44 14.755 2238 2242 2245 rBV 15345 16490 3.44% 0.618%
45 15.213 2313 2317 2320 rBvV 8425 9671 2.02% ©0.362%
46 15.487 2356 2362 2367 rBvV3 8871 13462 2.80% ©.505%
47 16.377 2500 2508 2514 rBv4 3287 6562 1.37% 0.246%
Sum of corrected areas: 2668072
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
Quant Title : SW846 8260

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

Abundance TIC: VX031334.D\data.ms
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Abundance TIC: VX031334.D\data.ms
300000

250000

12.024

200000

150000

100000

50000

104 12.85913.1 755
I3G871 11.9:%/\12 2192, @7553@7 9&@%@@ ﬁ 2011 45 15.213 15.487 16, 377
/\N/\,_J\,\,\,

O T T T T ‘ ‘ T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14,00 14550 15.00 15.50 16.00 16.50

82X091422W.M Thu Sep 15 17:45:37 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Eucalyptol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.104 5.10 ug/1 29431 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 95
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 50
3 2-Oxabicyclo[2.2.2]octan-6-0l1, 1... 212 C12H2003 057709-95-2 38
4 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 27
5 7-Decen-2-one 154 C10H180 035194-33-3 25
Abundance Scan 1807 (12.104 min): VX031334.D\data.ms (-1803) (| m/z 43.00 100.00%
43.0
5000 81.0
111.1
139.1
— —
‘H ‘ ‘ 12.00 12.50
0" L N L ARRRRRRRR m/z 81.05 44.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30918: Eucalyptol
43.0
81.0 08.0 {\ /\
1
5000 A el
154.0 12.00 12.50
m/z 71.10 41.77%
O \]-\5\.(‘)\‘\‘\\‘“\\\“\“ \HW ‘\h\\‘\i\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol J\
43.0 \
/\/\N‘)\‘f\ ‘f\ : /\‘A . A‘M/b\‘
69.0 12.00 12.50
5000 108.0 154.0 m/z 41.05 36.75%
;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #89578: 2-Oxabicyclo[2.2.2]octan-6-ol, 1,3,3-trimethyl-, a —— —
43.0 12.00 12.50
m/z 111.10  34.83%
5000
71.0 108.0
0 Hwm“m‘wu‘\lw |, 1310 1700 2120 e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X091422W.M Thu Sep 15 17:45:38 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 17-Pentatriacontene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.860 7.61 ug/1 43950 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 59
2 1,3-Cyclohexanediamine 114 C6H14N2 003385-21-5 46
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 43
4 Pentadecafluorooctanoic acid, he... 512 C15H15F1502 1000406-03-7 43
5 1-Hexanol, 3-methyl- 116 C7H160 013231-81-7 38

Abundance Scan 1931 (12.859 min): VX031334.D\data.ms (-1927) (- m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091422\
Data File : VX@31334.D

Acqg On : 15 Sep 2022 02:30
Operator : JC/MD

Sample : N4588-05 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eucalyptol 12.104 5.1 wug/l 29431 4 12.024 288756 50.0
17-Pentatriacon... 12.860 7.6 ug/l 43950 4 12.024 288756 50.0
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