LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X102120W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.270 28 30 42 rVB 92058 119543 2.34% 0.441%
2 2.416 212 218 230 rBV2 99543 191047 3.74% 0.705%
3 3.008 303 315 331 rBVY 1766991 3918647 76.79% 14.452%
4 4.647 561 584 597 rBY 1583360 5103126 100.00% 18.820%
5 5.086 643 656 678 rBV 526765 1591218 31.18% 5.868%
6 5.464 706 718 731 rBV 175213 500600 9.81% 1.846%
7 5.629 733 745 762 rVB 285787 799706 15.67% 2.949%
8 6.031 800 811 819 rBV 177683 469787 9.21% 1.733%
9 6.111 819 824 843 rVV 34234 121805 2.39% 0.449%
10 6.300 847 855 865 rVB2 33559 92163 1.81% 0.340%

11 6.830 932 942 955 rBV 446288 1057967 20.73% 3.902%
12 8.696 1241 1248 1254 rBV 968628 1495341 29.30% 5.515%
13 8.763 1254 1259 1268 rVB2 78123 136623 2.68% 0.504%
14 8.848 1268 1273 1278 rBV 52327 82936 1.63% 0.306%
15 9.421 1358 1367 1373 rBvV 169427 259192 5.08% 0.956%

16 10.098 1466 1478 1489 rBV 980073 1457279 28.56% 5.374%
17 10.238 1496 1501 1507 rBV2 143468 223831 4_.39% 0.825%
18 10.342 1510 1518 1524 rVB 237649 333639 6.54% 1.230%
19 10.683 1569 1574 1586 rVB 144217 201509 3.95% 0.743%
20 11.122 1640 1646 1651 rBV 822500 1069535 20.96% 3.944%

21 11.415 1688 1694 1701 rBV3 43190 79501 1.56% 0.293%
22 11.543 1711 1715 1721 rVB2 58480 81930 1.61% 0.302%
23 11.652 1728 1733 1741 rVB 39062 62417 1.22% 0.230%

24 11.793 1743 1756 1760 rBV 90710 135705 2.66% 0.500%
25 11.927 1770 1778 1785 rVB2 85344 128532 2.52% 0.474%

26 12.061 1794 1800 1807 rVB 1210783 1617838 31.70% 5.967%
27 12.140 1807 1813 1817 rBV2 98188 171663 3.36% 0.633%
28 12.280 1829 1836 1845 rBV 87232 145118 2.84% 0.535%

29 12.451 1859 1864 1869 rBV2 34486 57684 1.13% 0.213%
30 12.561 1878 1882 1888 rBV4 36085 77535 1.52% 0.286%
31 12.616 1888 1891 1895 rVB 57116 61913 1.21% 0.228%

32 12.798 1914 1921 1926 rVB 120944 170878 3.35% 0.630%
33 12.945 1938 1945 1950 rBV 1017551 1288138 25.24% 4._.751%
34 13.000 1950 1954 1959 rVB3 57256 86312 1.69% 0.318%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019065.D

Aca On : 23 Oct 2020 06:33

Operator : JC/SP

Sample = L4490-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 56 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W.M

Title : SW846 8260

35 13.250 1991 1995 2001 rVB2 31232 54826 1.07% 0.202%
36 13.329 2001 2008 2011 rBVZ2 39784 56481 1.11% 0.208%
37 13.371 2011 2015 2019 rBV2 93479 124779 2.45% 0.460%
38 13.463 2026 2030 2034 rVB 49020 63252 1.24% 0.233%

39 13.512 2034 2038 2040 rBV2 151906 205392 4.02% 0.757%
40 13.548 2040 2044 2051 rVB 1358988 1728153 33.86% 6.373%

41 13.628 2051 2057 2066 rBV2 346992 480208 9.41% 1.771%
42 13.768 2076 2080 2084 rBV 76167 100029 1.96% 0.369%
43 13.817 2084 2088 2093 rVB 307781 391411 7.67% 1.444%
44 13.975 2107 2114 2120 rVB4 46830 106458 2.09% 0.393%
45 14.134 2134 2140 2146 rBVY 192063 254145 4.98% 0.937%

46 14.676 2225 2229 2233 rBV 62849 79799 1.56% 0.294%
47 14.822 2246 2253 2258 rVB 57172 79617 1.56% 0.294%
Sum of corrected areas: 27115208
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX019065.D

5000000
4000000
3000000

2000000
3.01 4.65

1000000
5.09

1.27 242 /\ 5463{33 6831 6.

Time--> 1.20 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 520 540 5.60 5.80 6.00 6.20
Abundance TIC: VX019065.D

o

5000000
4000000
3000000

2000000

8.70 10.10 11.12

1000000
6.83 o
N\ 885 9.42 103434 10.68 11.4m !
e N N

o e

T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX019065.D

5000000
4000000
3000000

2000000

12.06 1200 13.55
1000000 1

.6313.82
oLL6BL L 931211028 5 msle 8015.00 1 13771308413 14,684,682

I
Time--> 12 OO 12 50 13 OO 13.50 14.00 14.50 15 OO 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 3-Pentanone, 2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

9.42 8.89 ug/Il 259192 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 86
2 3-Hexanone., 2-methvl- 114 C7H140 007379-12-6 80
3 2.3-Hexanedione 114 C6H1002 003848-24-6 64
4 4-Heptanone 114 C7H140 000123-19-3 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 42

Abundance Scan 1367 (9.421 min): VX019065.D (-1358) (-) m/z 43.10 100.00%
a3
5000 "
114
9.00 9.20 9.40 9.60 9.80
o oo b8 e | T TnJz 71.05 49.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7563: 3-Pentanone, 2,4-dimethyl-
43
5000 71 R LS LN UL

9.I00 9.I20 9.I40 9.I60 9.80
m/z 41.10 23.43%

27 114
15 | ‘ _ %5 | 8 99
o 1Y M. S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
71 9.00 9.20 9.40 9.60 9.80
5000 m/z 114.10 14 .64%
27
114
55 85 99
o! MRS R | N M. J. S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7174: 2,3-Hexanedione e Baar e L )
43 9.00 9.20 9.40 9.60 9.80
m/z 39.10 11.82%
5000
71
o |, s5 ‘ g2 94 114
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019065.D

Aca On : 23 Oct 2020 06:33

Operator : JC/SP

Sample : L4490-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Eucalyptol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

12.14 5.31 ug/Il 171663 1,4-Dichlorobenzene-d4 12.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 99
2 Trifluoroacetvl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 49
3 2H-Pvran-2-one. 3-ethvl-4-hvdrox... 154 C8H1003 050607-35-7 35
4 3-Hepten-2-one. 3-propvl- 154 C10H180 032064-69-0 25
5 Terpinen-4-ol 154 C10H180 000562-74-3 22

Abundance Scan 1813 (12.140 min): VX019065.D (-1807) (-) m/z 43.05 100.00%
43
81
5000
11.80 12.00 12.20 12.40
O e m/z 81.10 T7.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26615: Eucalyptol
43
8l 108
5000 _—_—
93 139 154 11.80 12.00 12.20 12.40
m/z 108.05 59.53%
G I
O.WE?“.MpuqhufMMEﬁquﬂhh”pﬂhnﬂﬂh”ﬁﬂ.”lqnnpnq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
e
69 11.80 12.00 12.20 12.40
5000 81 108 154 m/z 84.10 56.09%
55
96 139
29 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27443: 2H-Pyran-2-one, 3-ethyl-4-hydroxy-6-methyl-
1 11.80 12.00 12.20 12.40
m/z 111.10 51.97%
5000
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019065.D

Aca On : 23 Oct 2020 06:33

Operator : JC/SP

Sample : L4490-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl12.80 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.80  5.28 ug/l 170878  1,4-Dichlorobenzene-d4  12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2  003789-85-3 45
2 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 42

3 Silane. 2-butenviltrimethvl-. (2)- 128 C7H16Si 017486-13-4 14
4 Tetrasiloxane. 1.1.3.3.5.5.7.7-0... 282 C8H2603Si4 001000-05-1 12
5 1-(3-Chlorophenyl)piperazine, 4-... 268 C13H21CIN2Si 1000373-99-3 12
Abundance Scan 1921 (12.798 min): VX019065.D (-1914) (-) m/z 73.10 100.00%
3
5000 267
59 12.40 12.60 12.80 13.00 13.20
45 154 179193207223237251
Y S Y N LA e R o Lol - m/z 267.10 41.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128754: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
5000 | LI NI L L L L LI LB L
267 12.40 12.60 12.80 13.00 13.20
45 . m/z 59.05 9.37%
31 L‘ 59 | % 105119 | 149 179193209 233 |
T T T T T T T T P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
12.40 12.60 12.80 13.00 13.20
5000 m/z 268.00 9.18%
267
44
o 59 91105119135151 179194209223 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12401: Silane, 2-butenyltrimethyl-, (2)- R EEmmami
7B 12.40 12.60 12.80 13.00 13.20
m/z 74.10 8.74%
5000
45 59
0 27 | | 97 1}31%8
R R B T B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.94 39.81 ug/1 1288140 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one. 1.3.... 152 C10H160 001195-79-5 95
2 L-Fenchone 152 C10H160 007787-20-4 94
3 D-Fenchone 152 C10H160 004695-62-9 94
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 45
5 2-Cyclopentene-1l-carboxylic acid... 140 C8H1202 068317-73-7 42
Abundance Scan 1944 (12.939 min): VX019065.D (-1938) (-) m/z 81.05 100.00%
ik
5000 69
i 152 12160 1280 1300 1320
53 109 : : : :
o”,””“.”“”Ji”WJmE%Ju”uﬂL.fﬁ?ﬁnﬂpnﬂﬁi,}ﬁi.”J”.“. m/z 69.10 47.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000 IUNALSRARA BN BARRE
12.60 12.80 13.00 13.20
4 150 m/z 41.10 20.49%
0 15 2\? ‘\ m ﬁ3\ I I ‘ | o1 1(\)9 123 137 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
69 1260 12.80 13.00 13.20
5000 m/z 80.10 13.01%
I 152
oL 15 27 53 o5 109 o 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25071: D-Fenchone R Am man s L
81 12.60 12.80 13.00 13.20
6 m/z 152.20 11.64%
5000
41
7 152
o Ll %861 | 91 101199 153 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12:60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl3.51 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.51 6.35 ug/Il 205392 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 020126-76-5 30
2 Terpinen-4-ol 154 C10H180 000562-74-3 30
3 I-Menthone 154 C10H180 014073-97-3 25
4 Eucalvptol 154 C10H180 000470-82-6 25
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 25

Abundance Scan 2038 (13.512 min): VX019065.D (-2034) (-) m/z 71.10 100.00%

5000

13.20 13.40 13.60 13.80
m/z 69.05 82.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26914: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-, (R)-

5000
13.20 13.40 13.60 13.80

m/z 43.00 71.17%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
AUV RUNAERE
11 13.20 13.40 13.60 13.80
5000 93 m/z 41.05 65.55%
43 154
27 57 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26618: I-Menthone
112 13.20 13.40 13.60 13.80
69 m/z 112.05 52.91%
41
55
5000 139
a3 97 154
27
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (+)-2-Bornanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.55 53.41 ug/1 1728150 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 98
2 Camphor 152 C10H160 000076-22-2 98
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 96
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 49
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 41
Abundance Scan 2044 (13.548 min): VX019065.D (-2040) (-) m/z 95.10 100.00%
95
81
5000 a1
55 109 152
137 13.20 13.40 13.60 13.80
o 13 208 281 | "m/z 81.10 68.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25105: (+)-2-Bornanone
95
81
5000 M U --jXTT- ARRER
55 109 152 13.20 13.40 13.60 13.80
m/z 108.10 37.06%
o 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
41 81 NN U .
13.20 13.40 13.60 13.80
5000 m/z 41.10 36.05%
27 55
109 152
o 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95 13.20 13.40 13.60 13.80
81 m/z 83.10 31.48%
5000 a1 55
109 152
o 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX102220\

Data File : VX019065.D

Aca On - 23 Oct 2020 06:33

Operator : JC/SP

sample - L4490-01 :
Misc - 5.0mL/MSVOA X/WATER AU R0
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.63 14.84 ug/Il 480208 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 002216-52-6 91
2 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 90
3 Levomenthol 156 C10H200 002216-51-5 90
4 dI-Menthol 156 C10H200 000089-78-1 87
5 d-Menthol 156 C10H200 015356-60-2 80
Abundance Scan 2057 (13.628 min): VX019065.D (-2051) (-) m/z 71.10 100.00%
18l o
41 55
5000
123
112 138
| 154 180 13.40 13.60 13.80 14.00
0 bt 9 "m/z 81.10 89.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28385: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, [1S-(1....
71 81
95
41
5000 55 R '#XTT'l""l"'
123 13.40 13.60 13.80 14.00
29 ‘ 109 138 m/z 95.10 81.10%
| Al Uil Ll Il !
G R L L S W L L B L WL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
71 81
95
4 55 13.40 13.60 13.80 14.00
5000 123 m/z 41.05 64.41%
- 109 138
15 155
e R L S S L WL L L B WL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28228: Levomenthol
e o 13.40 13.60 13.80 14.00
41 > m/z 55.10 60.88%
55
5000
123
il B
0 ||||||||i‘l‘|‘|w‘||‘Hl|“l‘l“|‘|”|“| : |“|||l|||‘| e
m/z--> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00

82X102120W.M Fri Oct 23 17:23:54 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019065.D

Aca On : 23 Oct 2020 06:33

Operator : JC/SP

Sample : L4490-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl4.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.13 7.85 ug/l 254145 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 4-ethvl-3.4-_.. 152 C10H160 017622-46-7 30
2 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 25
3 (+)-2-Bornanone 152 C10H160 000464-49-3 25
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 25
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 1000150-99-3 25
Abundance Scan 2139 (14.127 min): VX019065.D (-2134) (-) m/z 83.10 100.00%
5000 55
41 109
9 137
103 | 152 13.80 14.00 14.20 14.40
0 207 281 m/z 95.10 56.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25238: 2-Cyclohexen-1-one, 4-ethyl-3,4-dimethyl-
95
110
5000 M
67 13.80 14.00 14.20 14.40
81 124 45 m/z 55.05 50.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
67 13.80 14.00 14.20 14.40
5000 m/z 67.10 32.15%
110
41
97 81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25103: (+)-2-Bornanone
41 5 13.80 14.00 14.20 14.40
81 m/z 41.05 31.80%
5000 55
27
109 152
o 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102220\
Data File : VX019065.D

Acq On : 23 Oct 2020 06:33

Operator : JC/SP

Sample - L4490-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Pentanone, 2,4-_.. 9.42 8.9 ug/Il 259192 3 10.10 1457280 50.0
Eucalyptol 12.14 5.3 ug/Il 171663 4 12.06 1617840 50.0
unknownl12 .80 12.80 5.3 ug/Il 170878 4 12.06 1617840 50.0
Bicyclo[2.2_.1]hep... 12.94 39.8 ug/1 1288140 4 12.06 1617840 50.0
unknownl13.51 13.51 6.3 ug/Il 205392 4 12.06 1617840 50.0
(+)-2-Bornanone 13.55 53.4 ug/1 1728150 4 12.06 1617840 50.0
Cyclohexanol, 5-m... 13.63 14.8 ug/I1 480208 4 12.06 1617840 50.0
unknownl14 .13 14.13 7.8 ug/l 254145 4 12.06 1617840 50.0
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