LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 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 G\METHODS\8270-BG073020.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
1 3.155 7 11 24 rVB 318171 478822 14.00% 1.015%
2 5.535 408 416 426 rBV 1006545 1604435 46.93% 3.401%
3 7.115 677 685 697 rBY 1026727 1754557 51.32% 3.719%
4 7.950 820 827 834 rBV 406306 666077 19.48% 1.412%
5 9.101 1015 1023 1031 rBV 698166 1242078 36.33% 2.633%
6 10.746 1295 1303 1316 rVB 541469 1050827 30.74% 2.228%
7 11.169 1369 1375 1385 rBV6 55307 145402 4.25% 0.308%
8 12.491 1596 1600 1606 rBV5 88713 189414 5.54% 0.402%
9 13.202 1714 1721 1727 rBV 1892516 3059880 89.50% 6.486%
10 13.379 1747 1751 1760 rVB3 352961 633289 18.52% 1.342%

11 13.860 1829 1833 1837 rBV5 278335 435287 12.73% 0.923%
12 14.013 1855 1859 1867 rBv4 519327 1124023 32.88% 2.383%
13 14.424 1926 1929 1936 rVB2 993930 1568314 45.87% 3.324%
14 14.577 1947 1955 1960 rBv4 1153194 3152547 92.21% 6.683%
15 15.382 2088 2092 2097 rBV2 1525598 2483766 72.65% 5.265%

16 16.075 2206 2210 2213 rBV 1393830 2038045 59.61% 4._.320%
17 21.569 3140 3145 3151 rBV3 1189686 2948488 86.24% 6.250%
18 21.622 3151 3154 3167 rVB 1155818 2121173 62.04% 4._.496%
19 22.380 3278 3283 3288 rBV4 492638 1031256 30.16% 2.186%
20 22.438 3288 3293 3299 rVB2 1855272 2983177 87.25% 6.324%

21 23.702 3501 3508 3515 rBV 804484 2459225 71.93% 5.213%
22 23.825 3524 3529 3534 rBV 912574 1801382 52.69% 3.819%
23 23.878 3534 3538 3545 rVB 523980 1022104 29.90% 2.167%
24 24.395 3621 3626 3639 rVB 492699 1319834 38.60% 2.798%
25 24.536 3643 3650 3660 rVB 550509 1359089 39.75% 2.881%

26 24.683 3668 3675 3681 rBV2 530767 1349262 39.46% 2.860%
27 25.834 3863 3871 3881 rVVv2 752747 2188747 64.02% 4.640%

28 25.946 3883 3890 3909 rVB5 441055 1545620 45.21% 3.276%
29 29.830 4539 4551 4575 rVB10 660887 3418973 100.00% 7.247%

Sum of corrected areas: 47175093
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG046287.D
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Abundance TIC: BG046287.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

3.16 14.38 ng 478822 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.161 min): BG046287.D (-7) (-) m/z 73.10 100.00%
73
5000 S
43
55 87
3.20 3.30 3.40 3.50 3.60
bt bbb 83 L 8L S e M7z 43.10  34.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HAA AR RN RN RARAR AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 25.53%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 55.10 24 _.60%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- EERRARREERRE e anEE S
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.14%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.17 2.77 ng 145402 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 53
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 53
3 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 53
4 Cvclopentanecarboxamide. N-(4-fl... 207 C12H14FNO 1000307-02-4 50
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 50
Abundance Scan 1375 (11.169 min): BG046287.D (-1369) (-) m/z 111.10 100.00%
141
5000
10.80 11.00 11.20 1140
o} m/z 69.10 93.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 4 > USRI U B
83 10.80 11.00 11.20 11.40
27 m/z 55.10 56.12%
N N = T~
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55 10.80 11.00 11.20 1140
5000 41 m/z 41.10 37.91%
126
1 % 84 o7
e S S I SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11258: 2,4,6-Trimethyl-1,5-diazabicyclo[3.1.0]hexane N B o
69 111 10.80 11.00 11.20 11.40
m/z 95.10 37.51%
5000 42
T % 126
0::‘ |‘|‘||‘|||‘||l||| |||||“||||||||||||||||||| — T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl2.49 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.49 3.61 ng 189414 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 46
2 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 38
3 2.4-Dimethoxvphenvl isocvanate 179 C9HINO3 084370-87-6 38
4 DL-2-Fluorophenvlalvcine. N-dime... 238 C12H15FN202 1000375-81-1 37
5 Isoxazole, 3,4-dimethyl-5-(2-thi... 179 C9HINOS 056421-65-9 35
Abundance Scan 1600 (12.491 min): BG046287.D (-1596) (-) m/z 179.15 100.00%
179
5000 109
a1 69 81 o7 123
1o 1220 12.40 12.60 12.80
o} m/z 109.10 42 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-...
179
5000 69 LI I BN SULILLN R
43 55 1220 12.40 12,60 12.80
29 ‘ ‘ a1 o5 107 m/z 69.10 37.51%
I T O Ol A S 38
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
179
1220 12.40 12.60 12.80
5000 m/z 55.10 34 .82%
135
77
a4 58 105 121
0 33 93 150 162
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45060: 2,4-Dimethoxyphenyl isocyanate B REEE T RS
179 12.20 12.40 12.60 12.80
m/z 81.10 32.25%
5000 136
164
15 5939 51 65 80 9? 108 121 150 |
OIIIIIIIIMII\lIw ‘uu”uuuu|l||||||||||||||||||| R e EAREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Decahydro-4,4,8,9,10-pentam... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.38 4.02 ng 633289 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 76
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 49
3 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 40
4 S-Phenvl 5-(phenvlthio)pentaneth... 302 C17H180S2 1000234-40-7 40
5 Iminostilbene 193 C14H11IN 000256-96-2 35
Abundance Scan 1751 (13.379 min): BG046287.D (-1747) (- m/z 193.20 100.00%
193
5000 55 49 123
41

208 13.00 13.20 13.40 13.60

151 163 175

01 m/z 55.10 48 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 e
137 13 00 13 20 13. 40 13.60
m/z 123.10 44 _50%
151 208
0,....“..., SN BN . M S N RS-
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
R RS BE
13.00 13.20 13.40 13.60
5000 43 55 100 m/z 57.10 43.66%
69 81 97
29 123
o 137149 163 179 | 207 222
L I B R B e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... A REAREEEEEE RS
123 193 13.00 13.20 13.40 13.60
m/z 69.10 42 .66%
41
5000
67 83
55
29 ‘ ‘ ‘ o 109 137 208
oyl it 82| tszses e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 00 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.76 ng 435287 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 90
2 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 53
3 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18 1000184-97-9 46
4 4-Benzvl-isoxazolidine 163 C10H13NO 1000186-97-4 25
5 2,3-Dihydro-4-methyl-1H-1,5-benz... 174 C10H10N20 006276-48-8 22
Abundance Scan 1833 (13.860 min): BG046287.D (- 1829) ) m/z 131.10 100.00%
131
55 105118
5000
13,60 13.80 14.00 14.20
o} m/z 174.10 93.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
11g 131 174
105
5000 91 LA B SIS I B
13.60 13.80 14.00 14.20
77 m/z 105.10 82.50%
u A
o) Hh H‘ H\\\ \\‘M ‘ I\H\llll‘lll A
m/z--> 80 100 120 140 160 180 200 220
Abundance
131 174
118 13,60 13.80 14.00 14.20
5000 105 m/z 118.10 82.29%
91
159
41 55 67 145
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene N R R
131 13.60 13.80 14.00 14.20
m/z 55.10 76.95%
118
105
5000
91 174
o7 A g T7 I 43 159
0 ...,.‘.‘..‘,“..‘.”.,‘.‘.“..“‘,‘..;.,‘:..l .‘.‘l.,‘.... S —— R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

8270-BG073020.M Mon Aug 17 07:28:20 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-cyclohexylid... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.42 9.95 ng 1568310 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 53
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 50
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 32
4 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 25
5 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 16

Abundance Scan 1928 (14.418 min): BG046287.D (-1926) (- m/z 193.20 100.00%

193

5000
208 o 14.20 14.40 14.60 14.80
0 m/z 69.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 R R R
137 14.20 14.40 14.60 14.80
151 208 m/z 97.10 54 .04%
\\ ‘ 165179 | 7
0..w..”,.”u, | N i A N
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
e RERRE B
14.20 14.40 14.60 14.80
5000 43 55 108 m/z 55.10 45 .53%
69 81 97
29 123
o 137149 163 179 | 207 222
A B B B A A B n s B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone e RERRE B
193 14.20 14.40 14.60 14.80
m/z 109.10 44 _36%
123
5000
150
95
oL15 27 4285 75 | 109 | 135 | 164178
L B e AR AL L e e L e RERRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,6-Naphthalenedione, octah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.38 15.76 ng 2483770 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 50
2 1-Butanone. 1-bicvclol4.1.0lhept... 166 C11H180 054764-62-4 43
3 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 43
4 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 38
5 Imidazolidin-2-one, 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 38
Abundance Scan 2092 (15.382 min): BG046287.D (-2088) (-) m/z 123.10 100.00%
123
‘ 137 222 1550 1550 1540 1585
151 - - - -
ol 166179193 237252 | “nsz 69.10  42.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123
208
5000 R R SUULR RS R
41 55 69 15.00 15.20 15.40 15.60
‘ 81 9110 | 457152 m/z 55.10 42.24%
27 166 o193
0 IL -‘i“- i .‘ NI .“H‘. .“,“‘:”.‘.“h“, .“QH‘. .“‘H‘. i "‘I A .‘. A IJI'8O” - .‘. SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
15.00 15.20 15.40 1560
5000 m/z 109.10 39.46%
55 95 166
43 71 137
0 109 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79081: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)pro... I EEEEE s
123 15.00 15.20 15.40 15.60
m/z 81.10 39.36%
222
ol 27 | %5 79 93108 | 136149 164 179 |
m/z--> 20 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.38 7.00 ng 1031260 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 11-Tricosene 322 C23H46 052078-56-5 89
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Tricosane 324 C23H48 000638-67-5 70
Abundance Scan 3283 (22.380 min): BG046287.D (-3278) (-) m/z 57.10 100.00%
57
5000 85 -v\A”NMN_ﬁ_JﬂJ\ﬁ__ﬂ\~_,y_
] m 22100 2220 2540 2260
Ml - : : :
ol b ALl 7109 196 231 272207322 351372304 426 | nz, 43.10  71.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 BRUVARSABARRABARRE
nmnmnmnm
- s m/z 71.10 59.83%
0 .“. J I” “ H u‘ \‘ \14\.]]\?'(?% :!'9|7|2|2|5|25‘|1| — —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
22.00 22,20 22.40 22.60
5000 83 m/z 55.10 46.35%
111
o 140 168 196 224245266 294 322
m/z--> 55 160 1%0 260 250 360 350 460
Abundance #185101: 1-Octadecanesulphony! chloride R EE EE
5 22.00 22.20 22.40 22.60
m/z 85.10 41 .72%
5000 85 Nwﬁwvﬂ“quv‘vw/\\NNMP*VV‘JH*Vﬂ
oL Llﬁlﬁwhm
m/z--> m m 2m ﬁo ﬁ 3% ﬁo nmnmnmnm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Strychnidin-10-one, 2,3-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2244 20.2ang 2083180  Chrysene-d12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Strvchnidin-10-one. 2.3-dimethox... 410 C23H26N205 017301-81-4 72
2 Stiamasta-4.6.22-trien-3.beta.-ol 410 C29H460 096737-58-5 58
3 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 53
4 Ferrocene., 1.17.3.3"-tetrakis(l.... 410 C26H42Fe 001317-17-5 50

5 24(S)-Ethyl-3.alpha.,5.alpha.-cy... 410 C29H460 1000105-21-7 47

Abundance Scan 3293 (22.438 min): BG046287.D (-3288) (-) m/z 410.30 100.00%
410
5000 57
162 190 " 22.20 22.40 22,60 22.80
13 215 254 307 : : : :
ol b S 5138 L LSRR 227 283 207 335357379 ) m/z 57.10 43.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410
5000 LA L B L L L L LB
22.20 22.40 22.60 22.80
280 m/z 411.30 33.16%
203 5)g 296299 305 335
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
410
55 IIIIIIIIIIIIIIIIIIIIIII
22.20 22.40 22.60 22.80
5000 83 m/z 395.30 29.98%
109 133 159 253
ot e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-dime... R e e
410 22.20 22.40 22.60 22.80
m/z 190.10 11.85%
5000 367
326
0 43 165 190 273 " { u{‘ JI ‘\
T T T B R s han
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.83 26.70 ng 1801380 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 Octacosane 394 C28H58 000630-02-4 97
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3530 (23.831 min): BG046287.D (-3524) (-) m/z 57.10 100.00%

5000 /\\\

23 60 23. 80 24. OO 24 20
m/z 71.10 63.93%

113
141 169 197 225 258281 309 337 363383 409

m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
85

0!

5000 ...................
23 60 23. 80 24. 00 24 20

m/z 43.10 60.58%

113 324
D O it O -~
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23.60 23. 80 24. 00 24.20

5000 85 m/z 85.10 49.56%
29 113 44
0 169 197 205 253 281 309 337 365 394
T T N = = e
miz--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl- R RS e
43 23.60 23.80 24.00 24.20

m/z 55.10 22 .86%

71
5000
\ 99 210

| 127 155 182 "7 239 267 296 323

e .

T
m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.88 15.15 ng 1022100 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 81
Abundance Scan 3538 (23.878 min): BG046287.D (-3534) (-) m/z 83.10 100.00%
56 83
111
5000
‘ 268
139 23.60 23.80 24.00 24.20
167 237 345
ol A b A .J'.-. ol 23 AT\ 302 SO37239%6 424 458 | 77 55.10  97.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 TTT LR B TTTT TTTT
Bmmmmmmm
m/z 97.10 97 .38%
29
ol \‘ L1 ‘ 107 195 222 250 280 308 336
m/z--> 55 160 150 260 2%0 360 3%0 460 4%0
Abundance
55 83
| 23.60 23.80 24.00 24.20
5000 11 m/z 69.10 81.81%
29
0 139 167 196 224 252 280 308 \~¢mi~“~v~5»d/\/\\W*MVMN,VM,MWM
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #210517: 1-Heptacosanol B A BRREEEE S
57 7 23.60 23.80 24.00 24.20
m/z 43.10 62.41%
5000
125
o 20, L 153 181 209 236 264 292 320 350 378
m/z--> 5'0 1(')0 1&1,0 200 251;0 3(')0 3&1;0 4(')0 4&1,0 23. 60 23. 80 24 00 24. 20

8270-BG073020.M Mon Aug 17 07:28:33 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.40 19.56 ng 1319830 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3627 (24.401 min): BG046287.D (-3621) (-) m/z 252.10 100.00%
282
5000
125 24.00 24.20 24.40 24.60 24.80
224
ol 20 87 44 150174198 257 f 273 305330358 386408430 | Tnsz 250.10  28.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
52
5000

24.00 24.20 24.40 24.60 24.80
m/z 253.10 24 .35%

125
50 74 99, | 150174200224

= e L
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l'
24.00 24.20 24.40 24.60 24.80
5000 m/z 251.10 10.51%
126
o 74 99 200224
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104214: Perylene R RS Ramans
252 24.00 24.20 24.40 24.60 24.80
m/z 125.10 10.05%
5000
125
ol17.39 74 9, d 150 174 200 224
T T T T R e IR B e e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptadecane, 9-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.83 32.44 ng 2188750 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 3870 (25.829 min): BG046287.D (-3863) (-) m/z 57.10 100.00%

=N

5000 85
ﬂ113 141 169 197 225 266 295 324351 393416 445 2560 25.80 26,00 2620
(I W D S i e AL GRS SR 2 S S TS S 2L S m/z 71.10 62.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164578: Tricosane
57
5000 85 TTTT TT T T [TTTT TTTT TTT
25,60 25.80 26.00 26.20
0
13 324 m/z 43.10 58.42%
0 b “ ‘|\ “‘ h‘ u‘ n‘ \‘ ‘\1(\39\19\7\ ‘239‘26‘7 295
T T [ T T [ T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
T T
71 25.60 25.80 26.00 26.20
5000 m/z 85.10 46.13%
99 210
o 127 155 182 ' 239 267 296 323
e o e e R A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane R T T
57 25.60 25.80 26.00 26.20
m/z 55.10 22 .80%
- T W/\/L
29
ol ‘ ‘ | | (113 141 160 197 225 253 281 309 337 365 394
e T e e e T
m/z--> 50 100 150 200 250 300 350 400 450 25,60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 1-Hexacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
25.95 22.91 ng 1545620 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexacosanol

2 l1-Heptacosanol
3 n-Tetracosanol-
4 Octacosanol

5 1-Heneicosanol

382 C26H540
396 C27H560
354 C24H500
410 C28H580
312 C21H440

000506-52-5 96
002004-39-9 95
000506-51-4 94
000557-61-9 94
015594-90-8 93

Abundance Scan 3891 (25.952 min): BG046287.D (-3883) (-)
57 83
5000 11
o L1?9A167191 231 264 297 334 365388 415 446

m/z--> 50 150 200 250 300 350 400 450

Abundance #203697: 1-Hexacosanol
57
5000
29 125 364
ol 1 h J I\ m ».» Ropm maw ]
m/z--> 50 250 300 350 400 450
Abundance
57 o7
5000
125
29 153
o 181 209 236 264 292 320 350 378
T T T T

m/z--> 50 100 150 200 250 300 350 400 450

m/z 57.10 100.00%

.

25.60 25.80 26.00 26.20

m/z 83.10 89.07%

%

25. 60 25. 80 26. 00 26. 20

m/z 43.10 85.31%

E

25.60 25.80 26.00 26.20

m/z 97.10 78 .54%

5

Abundance #186968: n-Tetracosanol-1 L

57 8 25.60 25.80 26.00 26.20
m/z 55.10 77.61%
5000 111 VMA_VWN,NJ/\b/\\»u»«”mqhﬁmv~

29 139
NI T 167 195 222 250 280 308 336

e e e R EAREEREmamma

m/z--> 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046287.D

Aca On : 14 Aug 2020 22:43

Operator : CG/JU

Sample : L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 _gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
29.83 50.68 ng 3418970 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 _beta.-Sitosterol 414 C29H500 000083-46-5 51
3 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 15
4 Diethvlbis(tetramethvleneddisilo... 242 C12H260Si2 018035-51-3 10
5 5._alpha.-Cholest-8-en-3-one, 6.a... 456 C30H4803 005259-17-6 9
Abundance Scan 4551 (29.830 min): BG046287.D (-4539) (-) m/z 43.10 100.00%
43
107 145
5000 81 213 303 \wNM,_rfaﬂJ//\\““\wf*\umw¢¢
I I I I

29.60 29.80 30.00 30.20
m/z 57.10 59.15%

Ok
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol

%

29.I60 29!80 30.I00 30.I20
m/z 145.10 57.02%

5000

0
m/z-->
Abundance
43
L e
29.60 29.80 30.00 30.20
5000 81 107 m/z 107.10 56.93%
145
18 414
213
173 255 303329354381
olt AL o L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . B B B o e
29.60 29.80 30.00 30.20
m/z 55.10 55.17%
0 e
m/z--> 29.60 29.80 30.00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081420\
Data File : BG046287.D

Acq On 14 Aug 2020 22:43

Operator : CG/JU

Sample - L3662-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
Quant Title : 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]
Butane, 2-methoxy... 3.16 14.4 ng 478822 1 7.95 666077 20.0
Cyclohexane, 1,1,... 11.17 2.8 ng 145402 2 10.75 1050830 20.0
unknownl12 .49 12.49 3.6 ng 189414 2 10.75 1050830 20.0
Decahydro-4,4,8,9... 13.38 4.0 ng 633289 3 14.58 3152550 20.0
Benzene, 1-cycloh... 13.86 2.8 ng 435287 3 14.58 3152550 20.0
2-Pentanone, 4-cy... 14.42 9.9 ng 1568310 3 14.58 3152550 20.0
2,6-Naphthalenedi... 15.38 15.8 ng 2483770 3 14.58 3152550 20.0
Octadecane 22.38 7.0 ng 1031260 5 21.58 2948490 20.0
Strychnidin-10-on... 22.44 20.2 ng 2983180 5 21.58 2948490 20.0
Tricosane 23.83 26.7 ng 1801380 6 24.68 1349260 20.0
n-Tetracosanol-1 23.88 15.2 ng 1022100 6 24.68 1349260 20.0
Benzo[e]pyrene 24.40 19.6 ng 1319830 6 24.68 1349260 20.0
Heptadecane, 9-he... 25.83 32.4 ng 2188750 6 24.68 1349260 20.0
1-Hexacosanol 25.95 22.9 ng 1545620 6 24.68 1349260 20.0
-.gamma.-Sitosterol 29.83 50.7 ng 3418970 6 24.68 1349260 20.0

8270-BG0O73020.M Mon Aug 17 07:28:40 2020 Page: 18



