LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On > 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

5.375 556 559 582 rBV 1943709 2253087 99.75% 18.059%
6.404 729 734 752 rBV 1914280 2258745 100.00% 18.104%
rBv 54779 105811 4.68% 0.848%
6.757 790 794 801 rBV 723795 585395 25.92% 4.692%
7.322 886 890 903 rBV 1573187 1450663 64.22% 11.627%
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8.039 1008 1012 1018 rBV 751955 635250 28.12% 5.092%
8.481 1085 1087 1093 rBvV2 120953 126261 5.59% 1.012%
8.539 1093 1097 1100 rBV2 79540 107447 4.76% 0.861%
8.575 1100 1103 1105 rBV3 102582 131598 5.83% 1.055%
8.663 1115 1118 1120 rBV3 69231 81761 3.62% 0.655%

=
QO ~NO®

11 8.781 1135 1138 1140 rBV2 181191 195558 8.66% 1.567%
12 8.804 1140 1142 1147 rVvVv4 102063 141127 6.25% 1.131%
13 8.922 1159 1162 1165 rBV2 331479 345178 15.28% 2.767%
14 9.033 1177 1181 1183 rBV 392526 499109 22.10% 4 _000%
15 9.057 1183 1185 1188 rVvv2 214390 248132 10.99% 1.989%

16 9.116 1191 1195 1199 rVV 2307765 2221304 98.34% 17.804%
17 9.157 1199 1202 1204 rBvV2 327701 359645 15.92% 2.883%
18 15.368 2254 2258 2263 rVB 591608 730313 32.33% 5.854%

Sum of corrected areas: 12476384
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF121904.D

7000000
6000000
5000000
4000000
3000000
2000000 5.37 6.40 730

1000000 6.76

A e —

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF121904.D

7000000

6000000

5000000

4000000

3000000

2000000

1000000 8.04

or——r—— T

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF121904.D

7000000

6000000

5000000

4000000

3000000

2000000

1000000 1531

O T N -

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

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

6.60 3.62 ng 105811 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37

Abundance Scan 767 (6.598 min): BF121904.D (-763) (-) m/z 45.05 100.00%

45
5000
59

620 640 660 680 700
104
0..,....,....,...??'.l!..,....,'-....,Il.'..,....,....,.-:..,....,... m/z 59.00  35.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 9
31 S 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 19.58%
0 s9|| 53 | es ‘|,79 go 104 14
o e o o e AN RS ey n
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
R e e s L S R
6.20 6.40 6.60 6.80 7.00
5000 59 72 m/z 43.00 13.26%
31
0 15 25 39 | 51 89 103 116
L o o o B RN R s s s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45 6.20 6.40 6.60 6.80 7.00

m/z 73.00 12 _.86%

5000 59
31
73
0 2\‘ st 67 || s 103

m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 620 6.40 660 6.80 7.00

8270-BF091020.M Mon Oct 12 12:50:26 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 7

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

8.48 3.98 ng 126261 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 70
2 4-Nonene. 5-butvl- 182 C13H26 007367-38-6 38
3 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 38
4 2.6-Octadienal. 3.7-dimethvl-. (2)- 152 C10H160 000106-26-3 30
5 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 27

Abundance Scan 1087 (8.481 min): BF121904.D (-1085) (-) m/z 69.10 100.00%
5000 _WA~A~,A,ﬁwrAJNfJLﬁAﬂNfMMﬂAM
RN AR R R
8.20 8.40 8.60 8.80
o m/z 83.10 96.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55
41 %9 g3
5000 AN AR RS LN AR
95 8.20 8.40 8.60 8.80
m/z 55.10 79.19%
11|o119 152
0! .‘."..'...............
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55 69
" 820 840 860 880
5000 83 m/z 41.10 56.69%
98
29 140 182
111 125 153
L L L W UL B DL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47289: Cyclopentane, 1,2-dibutyl- N e
69 8.20 8.40 8.60 8.80
m/z 95.10 45.95%
5000 M
125
0|||||||||||||||||||||||:!-1|1|||||:!-3|9||1|5|4|||||1|8|2|| R R B S
m/z--> 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 9

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

8.54 3.38 ng 107447 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6.6-Tetramethvlspirol4.41nonane 180 C13H24 074054-92-5 58
2 Cvclopentene. 5-hexvl-3.3-dimethvl- 180 C13H24 061142-66-3 58
3 3-Methoxv-6-methvl-6H-pvrazolol4... 165 C6H7N50 037526-57-1 50
4 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 46
5 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 46

Abundance Scan 1097 (8.539 min): BF121904.D (-1093) (-) m/z 165.15 100.00%
95 165
55
5000 41 67
123 137 180 '850 840 860 880
||| ||||| I|I||... | IP'I | 151 || .l 820 340 550 889 0
o} e A e m/z 95.10 85.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45736: 1,1,6,6-Tetramethylspiro[4.4]nonane
95 109
5000 M 69 81 165 R RN RS RN R
55 8.20 8.40 8.60 8.80
m/z 109.10 70.67%
29 123 137 180
ol 152
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
81 8.20 8.40 8.60 8.80
5000 m/z 81.10 70.50%
4 67
29 55 109 165
0 123 137 151 180
mz-> 20 40 60 80 100 120 140 160 180
Abundance #34458: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]triazin
165 8.20 8.40 8.60 8.80
95 m/z 55.05 52 .65%
5000 124 137 150
2
| 53 110
o SN SR 1 S PR N A
m/z--> 20 40 60 80 100 120 140 160 180 8.20 840 8.60 8.80

8270-BF091020.M Mon Oct

12 12:50:28 2020

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.57 Concentration Rank 6

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

8.57 4.14 ng 131598 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis-2.9-Dimethvilspirol5.5lun... 180 C13H24 095472-51-8 49
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 42
3 Cvclopentene. 5-hexvl-3.3-dimethvl- 180 C13H24 061142-66-3 41
4 Cvclohexane. (2-ethvl-1-methvlbu... 180 C13H24 074810-41-6 38
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 38

Abundance Scan 1102 (8.569 min): BF121904.D (-1100) (-) m/z 95.10 100.00%
81 95 109
41 69
55
165
5000 123
137 151 e e
170 8.|20 8.110 8.|60 8.50 9.'00
ol SN | B m/z 81.10  90.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45741: cis,cis-2,9-Dimethylspiro[5.5]undecane
81 9%
55
5000 67 110 ST T T T
123 180 8.20 8.40 860 8.80 9.00
137 m/z 109.10 88.95%
L] e
S L L WL UL L S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
41 109 820 840 860 8.80 9.00
5000 67 m/z 41.10 77.23%
82
123 138
L L L WL UL L S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45735: Cyclopentene, 5-hexyl-3,3-dimethyl- B o o
95 8.20 8.40 8.60 8.80 9.00
81 m/z 69.10 75.88%
5000
40 67
55 109 165
0 |.‘.‘..‘|“...“k‘l.‘l“..““...“.l..‘. .::-2.3. .1.37|.:!'5.1. — ”Il?o” S e e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF091020.M Mon Oct

12 12:50:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 cis,trans-1,7-Dimethylspiro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.66 2.57 ng 81761 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.7-Dimethvispirol5.51... 180 C13H24 1000111-73-1 52
2 5-1sopropvl-2.8-dimethvl-9-oxatr... 222 C14H2202 1000185-23-8 47
3 Bicvclol3.1.01hexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 38
6-(5-Methvl-furan-2-vl)-hexan-2-one 180 C11H1602 1000185-87-5 38
5 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 38
Abundance Scan 1118 (8.663 min): BF121904.D (-1115) (-) m/z 95.10 100.00%
95
81 151
5000
840 860 8.80 9.00
o} m/z 151.15 58.40%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45746: cis,trans-1,7-Dimethylspiro[5.5]undecane
95
82
5000 55 180 e S  EEAEEEEm e
67 8.40 8.60 8.80 9.00
110 155 m/z 81.10 53.48%
||| 137151365
S R L S UL W S S WL L B B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
% 151
43 840 860 8.80 9.00
5000 81 m/z 55.05 32.10%
7 55 69 109 194
o 123 135 162 180 222
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- LR e o
95 8.40 8.60 8.80 9.00
m/z 67.00 27 .60%
67
5000
55
41 ‘ 82 110
mz-> 20 40 60 80 100 120 140 160 180 200 220 840 860 8.80 9.00

8270-BF091020.M Mon Oct 12 12:50:30 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.78 Concentration Rank 4

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

8.78 6.16 ng 195558 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 35
2 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 30
3 Cvclohexanone. 2-(l-mercapto-1-m... 186 C10H180S 033281-91-3 27
4 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 25
5 7-Tetradecanol 214 C14H300 003981-79-1 22

Abundance Scan 1138 (8.781 min): BF121904.D (-1135) (-) m/z 179.20 100.00%
41 55 4 179
5000
194 8.40 8.60 8.80 9.00 9.20
0 m/z 55.10 86.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
7 109
69
5000 A RAESENAERE R BERRER
29 8%(%08% 9.00 9.20
123 m/z 41.10 82.60%
1. 2t | | 138
0"'I"I"il:"l'l' I"Il"i""ll""I""I""II
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
55 g9 83
41 o1 NSRRI NAREE SR
8.40 8.60 8.80 9.00 9.20
5000 111 m/z 69.10 80.66%
167
125
G S L S UL UL WL LS UL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49945: Cyclohexanone, 2-(1-mercapto-1-methylethyl)-5-meth... e AREmER S B
4 69 8.40 8.60 8.80 9.00 9.20
m/z 109.10 71.16%
109
5000 55 81
97 o 152
L LT s e
o - H‘ I‘\M “\H\ ‘ \MH ‘ 1l \I |....|.‘...|. e
m/z--> 20 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tartaric acid, dimenthyl ester Concentration Rank 5

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

8.80 4_.44 ng 141127 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tartaric acid. dimenthvl ester 426 C24H4206 1000149-89-9 53
2 Cvclopentane. l1l-ethvl-1-methvl- 112 C8H16 016747-50-5 50
3 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 50
4 Oxalic acid. 1l-menthvl pentadecv... 438 C27H5004 1000314-98-2 50
5 N-lIsopropoxy-2-carbomenthyloxyaz... 283 C16H29NO3 060999-69-1 50

Abundance Scan 1141 (8.798 min): BF121904.D (-1140) (-) m/z 83.10 100.00%
83
5000 55 M\JV\/\I\/\/\/\/A
o7 139 105 8.40 8.60 8.80 9.00 9.20
o e m/z 55.10 47.51%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #220902: Tartaric acid, dimenthyl ester
83 139
5000 55 I N R L
840 8.60 8.80 9.00 9.20
“ m/z 69.10 30.80%
o | J li0o, | 160 214 245 289311 411
mz-> 0 100 150 200 250 300 350 400
Abundance
55 83
840 8.60 8.80 9.00 9.20
5000 m/z 95.10 30.64%
27
0 112
mz-> 0 50 100 150 200 250 300 350 400
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)- R B o e e R
83 8.40 8.60 8.80 9.00 9.20
m/z 57.10 24 .83%
5000 55
27 } Jlog
138
mz-> 0 50 100 150 200 250 300 350 400 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown8.92 Concentration Rank 2

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

8.92 19.20 ng 345178 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 38
2 Cyclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 35
3 4-Nonene. 2.3.3-trimethvl-. (E)- 168 C12H24 063830-67-1 35
4 Triallvisilane 152 C9H16Si 001116-62-7 35
5 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 27

Abundance Scan 1162 (8.922 min): BF121904.D (-1159) (-) m/z 69.10 100.00%
6o
41 &5 83
95
5000 125 1o;
161 T
180 195 8.60 8.80 9.00 920
0 m/z 41.10 65.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
60 125
83
5000 41 55 SRR LSS SRS R
8.60 8.80 9.00 9.20
m/z 55.10 63.43%
o..1?,.I:I..|,|I...I!|,..'..--,n!..9.7, wo | w0
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
69
'860 8.80 9.00 9.20
5000 83 m/z 83.10 60 .46%
a1 125
29 7 11
e L L S UL B WL BRI UL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36855: 4-Nonene, 2,3,3-trimethyl-, (E)- L L L L L B BB
41 69 8.60 8.80 9.00 9.20
m/z 81.10 48 .18%
5000 55
83 125
M 1 ‘ | P 168
0"w"'w""w"'w"'|”"|”"|'”'|'”'|"”|' I NARAN SRS RS AR
m/z--> 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Thujone Concentration Rank 1

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

9.03 27.76 ng 499109 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thuione 152 C10H160 000546-80-5 55
2 Bicvclol2.2.1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 50
3 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 46
4 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 38
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 30

Abundance Scan 1180 (9.028 min): BF121904.D (-1177) (-) m/z 81.10 100.00%
5000 AA~JUVA_,NﬁNfANFJ“JVKfAJApW
8.60 880 9.00 9.20 9.40
o} m/z 109.10 64 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25055: Thujone
il
41 68 110
5000 95 IR L LA A
- 55 8.60 8.80 9.00 9.20 9.40
m/z 55.10 61.33%
| 124 152
o} e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance
81
123 SR SR
67 8.60 8.80 9.00 9.20 9.40
5000 41 o 95 m/z 95.10 60.88%
109
138
e L L L UL L L L B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5965: Methy! ethyl cyclopentene N B E s e
81 8.60 8.80 9.00 9.20 9.40
m/z 69.10 58.24%
5000 67 %
110
53
27
N P T O NN e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121904.D

Aca On : 9 Oct 2020 14:07

Operator : JU/CG

Sample : L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknown9.06 Concentration Rank 3

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

9.06 13.80 ng 248132 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Octadiene. 4.5-diethvl-3.6-d... 194 C14H26 061233-79-2 42
2 1.4-Heptadiene. 3.3.6-trimethvl- 138 C10H18 074498-89-8 38
3 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 27
4 2R-Acetoxvmethvl-1.3.5-trimethvl... 282 C17H3003 1000144-12-6 27
5 1-Heptanol, 7-bromo- 194 C7H15BrO 010160-24-4 27

Abundance Scan 1186 (9.063 min): BF121904.D (-1183) (-) m/z 55.10 100.00%
41
69
97
5000 83 109 AM/MM
125
135 105 179 EERN SRS N R IR
145, 195 519 8.80 9.00 9.20 9.40
0 m/z 41.10 92.15%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56509: 3,5-Octadiene, 4,5-diethyl-3,6-dimethyl-
41 109 165
55 81 95
29 123
5000 67 A R IR R R
137 194 8.80 9.00 9.20 9.40
m/z 57.10 78.20%
o 149 179 |
m/z--> 200 40 60 80 100 120 110 1éo 1éo 260 '
Abundance
41 55
69 U LA L U I
8.80 9.00 9.20 9.40
5000 m/z 69.10 71.90%
27 95
82 109 155
e R S L S L UL L L L WL
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #16927: 1,6-Heptadiene, 2,5,5-trimethyl- R B
41 8.80 9.00 9.20 9.40
69 m/z 97.10 61.39%
55
5000 95
. Thdl H 109 1% 138
m/z--> ' I0 ' ' 100 12'0 14'10 1('30 15';0 2(')0 ! 8. éo 9. oo 9. 20 9. I40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100920\
Data File : BF121904.D

Acq On > 9 Oct 2020 14:07

Operator : JU/CG

Sample - L4317-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-(2-eth... 6.60 3.6 ng 105811 1 6.76 585395 20.0
Bicyclo[3.1.1]hep... 8.48 4.0 ng 126261 2 8.04 635250 20.0
1,1,6,6-Tetrameth... 8.54 3.4 ng 107447 2 8.04 635250 20.0
unknown8 .57 8.57 4.1 ng 131598 2 8.04 635250 20.0
cis,trans-1,7-Dim... 8.66 2.6 ng 81761 2 8.04 635250 20.0
unknown8.78 8.78 6.2 ng 195558 2 8.04 635250 20.0
Tartaric acid, di... 8.80 4.4 ng 141127 2 8.04 635250 20.0
unknown8.92 8.92 19.2 ng 345178 3 9.80 359645 20.0
Thujone 9.03 27.8 ng 499109 3 9.80 359645 20.0
unknown9 .06 9.06 13.8 ng 248132 3 9.80 359645 20.0
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