LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 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 M\METHODS\8270-BM070820 .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 4.925 365 372 387 rBVY 1632259 2278602 20.48% 3.879%
2 6.495 633 639 653 rBY 1526539 2331216 20.95% 3.969%
3 7.278 764 772 779 rBV 406967 609065 5.47% 1.037%
4 8.431 962 968 978 rBV 950252 1478988 13.29% 2.518%
5 9.219 1097 1102 1116 rVB5 117791 349813 3.14% 0.596%
6 9.901 1212 1218 1222 rBV 206605 312961 2.81% 0.533%
7 10.036 1231 1241 1248 rVB2 659705 1555194 13.97% 2.648%
8 10.148 1250 1260 1267 rBV3 271819 733226 6.59% 1.248%
9 10.566 1326 1331 1335 rVB 223620 340693 3.06% 0.580%
10 10.636 1335 1343 1347 rBV3 187730 385326 3.46% 0.656%

11 10.719 1352 1357 1364 rVB2 354304 631127 5.67% 1.074%
12 11.107 1418 1423 1432 rVB5 441166 1131002 10.16% 1.925%
13 11.307 1452 1457 1463 rBV3 269965 598951 5.38% 1.020%
14 11.789 1535 1539 1543 rBV4 269461 423921 3.81% 0.722%
15 11.989 1568 1573 1580 rBV8 367673 808447 7.26% 1.376%

16 12.348 1629 1634 1639 rBV3 734171 1256384 11.29% 2.139%
17 12.519 1659 1663 1665 rBV2 628528 907564 8.16% 1.545%
18 12.554 1665 1669 1674 rVB 1923986 2811060 25.26% 4._.785%
19 12.707 1690 1695 1700 rBV3 1342555 2353642 21.15% 4_.007%
20 13.313 1793 1798 1803 rVV 8320173 11128692 100.00% 18.945%

21 13.366 1803 1807 1812 rVB 1855790 2594679 23.32% 4.417%
22 13.483 1823 1827 1833 rBv4 937031 1747099 15.70% 2.974%
23 13.689 1858 1862 1867 rBV3 1301283 2425344 21.79% 4.129%
24 13.783 1875 1878 1883 rVB2 3263093 4577428 41.13% 7.793%
25 13.924 1899 1902 1905 rBV2 1024186 1446982 13.00% 2.463%

26 14.765 2042 2045 2053 rBV 2917123 5811745 52.22% 9.894%
27 20.959 3095 3098 3115 rVB 1726256 3286827 29.53% 5.595%

28 21.600 3204 3207 3212 rVB 3085040 3180214 28.58% 5.414%
29 23.012 3443 3447 3455 rVB2 806184 1245097 11.19% 2.120%

Sum of corrected areas: 58741289
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O72320\
Data File : BM026853.D

Aca On : 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM026853.D
3e+07

2.5e+07
2e+07
1.5e+07
le+07

5000000

4.92 6.50 8.43

728 922 9Mpb4s 10542 11,1131

e S RN BAewrtte:2 SR e

T T T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM026853.D

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

e

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026853.D

3e+07

2.5e+07
2e+07
1.5e+07
le+07

5000000 20.96 21.60
23.01

e

Time--> 21.00 2150 22.00 22.50 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Naphthalene, decahydro-2-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.22 4_.50 ng 349813 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 93
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 93
3 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 86
4 Decalin. svn-1l-methvl-. cis- 152 C11H20 1000158-89-1 76
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76

Abundance Scan 1102 (9.219 min): BM026853.D (-1097) (-) m/z 67.10 100.00%
41.1 '

5000

8.80 9.00 9.20 9.40 9.60
m/z 81.10 95.46%

L
m/z--> 2IO 3IO 4I0 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
) 95.0

5000

880 9.00 920 9.40 9.60
m/z 95.10 88 .86%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #25429: trans-Decalin, 2-methyl-
81.0
670 | NI L L L L L L L L B
410 95.0 1520 8.80 9.00 9.20 9.40 9.60
5000 ' m/z 41.10 76.22%
137.0
27.0 109.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #25436: 1-Methyldecahydronaphthalene I RAEEE T
41.0 67.0 8.80 9.00 9.20 9.40 9.60
810 95.0 152.0 m/z 152.15 75.34%
5000
137.0
54,0 109.0
AL T
..,....,....l.‘... Ll ..‘l.‘...‘a‘i.a.. B RRRRRE “....,.‘l.. T
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 3,9-Epoxy-p-mentha-1,8(10)-... Concentration Rank 19

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

9.90 4.02 ng 312961 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 81
2 Cvclohexanone. 2-(2-butvnvI)- 150 C10H140 054166-48-2 80
3 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 74
4 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 150 C10H140 054725-16-5 72
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 52

Abundance Scan 1218 (9.901 min): BM026853.D (-1212) (-) m/z 135.10 100.00%
135.1
79.1
5000
M1 107.1
9.60 9.80 10.00 10.20
2808 'm/z 150.10 57.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene
135.0
79.0
5000 I NARAR SR SRR
410 9.60 9.80 10.00 10.20
' m/z 79.10 53.33%
107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23760: Cyclohexanone, 2-(2-butynyl)-
135.0
55.0 '9.60 9.80 10.00 10.20
5000 79.0 m/z 93.10 32.00%
27.0 07.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23968: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- P e
135.0 9.60 9.80 10.00 10.20
m/z 107 .05 28.94%
5000 93.0
41.0
67.
\, m\, AL H ,U, W] ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 3 Tricyclo[4.3.1.1(3,8)]Jundec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.15 9.43 ng 733226 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)lundecane. ... 228 Cl11H17Br 021898-96-4 78
2 1.4-Dimethvladamantane 164 C12H20 024145-88-8 76
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 58
4 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 53
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 47
Abundance Scan 1260 (10.148 min): BM026853.D (-1250) (-) m/z 149.10 100.00%
149.1
5000 93.1
411 671
121.1 9.80 10.00 10.20 10.40
0 l 41801 2069 2810 n.777 793 10  40.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83946: Tricyclo[4.3.1.1(3,8)Jundecane, 1-bromo-
149.0
5000 SN NARSA DARRE
9.80 10.00 10.20 10.40
670 0 m/z 41.10 28.27%
4u|0 i ||I l” |||| || 1210 2280
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #33748: 1,4-Dimethyladamantane
149.0
9.80 10.00 10.20 1040
5000 93.0 m/z 81.10 26.75%
55.0
121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl- L B o
149.0 9.80 10.00 10.20 10.40

m/z 67.10 26.42%
5000 93.0

41.0 67,
150 ) || g H\ ‘1210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 4 Adamantane, 1,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.57 4.38 ng 340693 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 81
2 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 59
3 1H-S-Triazololl.5-alpvridin-4-iu... 149 C7H7N30 013980-64-8 53
4 1H-Purin-6-amine. N-methvl- 149 C6H7N5 000443-72-1 50
5 1,4-Dimethyladamantane 164 C12H20 024145-89-9 46
Abundance Scan 1332 (10.572 min): BM026853.D (-1326) (-) m/z 149.10 100.00%
149.1
5000
93.1
79.1 107
41 1551 || 71031 16420, 10.20 10.40 10.60 10.80
e el ,.":..',. |--|.,.'-:..,-'....,..'-..,....,.. m/z 93.10 29.93%
m/z--> 20 40 100 120 140 160 180
Abundance #33749. Adamantane, 1,3-dimethyl-
149.0
5000 UVALUVARSUVRAUUREE &
93.0 10,20 10.40 10.60 10.80
41.0 107.0 m/z 79.10 20.24%
27.0 ||' 550 7|9IO | | 121.0 164.0
Ll | n L
miz--> & b e i 1o o 1o o
Abundance #44123: 1-Methyl-3-ethyladamantane
149.0
10.20 10.40 10.60 10.80
5000 m/z 81.10 17.81%

93.0

107.0
50 780 | 12101350 | 16301780

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23503: 1H-S-Triazolo[1,5-a]pyridin-4-ium, 2-hydroxy-1-met... e e e N R
149.0 10.20 10.40 10.60 10.80
m/z 107.10 13.81%
5000
52.0 79.0
180 380 7 | [ 980107.0151 51350 |
B L B e B e AL ham e o B e R R AN EEEE e
m/z--> 20 40 60 80 100 120 140 160 180 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1,3,5-Trimethyladamantane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.64 4.96 ng 385326 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 72
2 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 72
3 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 64
4 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 64
5 1,3-Dimethyl-5-n-propyl-adamantane 206 C15H26 019385-87-6 59
Abundance Scan 1344 (10.642 min): BM026853.D (-1335) (-) m/z 163.20 100.00%
163.2
5000 107.1
411 931
121.1
5 7. 135.1 178.2 10.40 10.60 10.80 11.00
I|| f'l .'l.' EN)Il ||| I.:u”||.”|..||1|4|8-9|| it sout m/z 107.10 36.97%
m/z--> 100 120 140 160 180
Abundance #44119. 1,3,4-Trimethyladamantane
163.0
5000 LRI UL BN BULLE B
650 107.0 1040 10,60 10.80 11.00
m/ 93.10 23.87Y%
5°.0 79.0 | 1210 0149-0 178.0 z b
|||||||I|i'||'i|||||"|| |'!'|||“||||.|||||||!|||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane
163.0
"' 1040 10.60 10.80 11.00
5000 107.0 m/z 95.10 14.77%
93.0
miz--> 40 60 s'o 100 150 1210 BT
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane RS mEEE L
163.0 10.40 10.60 10.80 11.00
m/z 41.10 14 .09%
5000 107.0
93.0 121.0
R0 T80 T | T 1ssome0 | YT01920
m/z--> 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 ' 10. 40 10 60 10. 80 11. oo

8270-BM070820.-M Fri Jul 24 04:32:12 2020

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1,3,4-Trimethyladamantane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.72 8.12 ng 631127 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 93
2 1.4-Methanophthalazine. 1.4.4a.5... 206 C13H22N2 109746-14-7 59
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 47
4 1.2-Dimethvl-5-nitroadamantane 209 C12H19NO02 006588-68-7 47
5 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 42
Abundance Scan 1357 (10.719 min): BM026853.D (-1352) (-) m/z 163.15 100.00%
168.2
177.2
5000
121.1
13|7-1 | 1920 10.40 10.60 10.80 11.00
0! I L e R m/z 177.15 64 .95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane
163.0
5000 RS I
650 107.0 1040 10.60 10.80 1100 |
: m/z 107.10 57.18Y%
5°.0 79.0 121.0 149.0 178.0 z b
135.0
miz--> & e @ 10 1o 1o 1o 10
Abundance #66070: 1,4-Methanophthalazine, 1,4,4a,5,6,7,8,8a-octahydr...
163.0
10,40 10.60 10.80 11.00
5000 m/z 121.10 34.30%
41.0 10701910
550 60.0 930 ‘ 1350
.‘Hh..m‘|NUH.HJHHLM.|‘ ‘ ﬂ‘ g,l%f99,|1 L R
m/z--> 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane L B
163.0 10.40 10.60 10.80 11.00
m/z 41.10 33.29%
5000 107.0
55.0 79.0 93.0 121.0 ]
et e e AL 17150100 | TR N
m/z--> 40 60 80 100 120 140 160 180 10 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1,3-Dimethyl-5-ethyladamantane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.11 14.54 ng 1131000 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 64
2 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 59
3 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 58
4 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 53
5 2-Propenal, 3-(2,6,6-trimethyl-1._._. 178 C12H180 004951-40-0 46

Abundance Scan 1424 (11.113 min): BM026853.D (-1418) (-) m/z 163.15 100.00%
168.2
5000 107.1
””m1 10.80 11.00 11.20 11.40
: m/z 107.10 51.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane
163.0
5000 1ap 70 10,80 11.00 11.20 11.40
m/ 93.10 28.10%
5°.0 79.0 | 1210, 0149-0 178.0 z b
|||||||I|i'||'i|||||" || I|!IIII..IIII'III|IIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163.0
10,80 11.00 11.20 11.40
5000 107.0 m/z 164.15 27 .99%
93.0
5?-0 m 7\9\ \O | ‘ I Ml 12:‘L0 135'0149'0 ‘ 17\7.0 192'0
m/z--> 45 éo 85 100 150 150 1éo 1éo '
Abundance #44118: 1,3,6-Trimethyladamantane RN T
163.0 10.80 11.00 11.20 11.40
m/z 79.10 26.60%
5000 107.0
%0 8.0 940
?[ | \‘H L 121 ° 135 0149 0 ‘ 17?'0
mz-> 40 100 - '120 "o o e 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1-Ethyl-1(1-cyclobutylidene... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.31 7.70 ng 598951 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-1(l1-cvclobutvlidenethvl)... 164 C12H20 1000215-13-7 74
N-T2-(TrifluoromethyvDphenvl1-1-... 323 C18H20F3NO 314055-04-4 59
3 2-lodoadamantane 262 C10H151 018971-91-0 58
4 1-Adamantanemethanol 166 C11H180 000770-71-8 58
5 1-Adamantyl isothiocyanate 193 C11H15NS 004411-26-1 58
Abundance Scan 1458 (11.313 min): BM026853.D (-1452) (-) m/z 135.10 100.00%
135.1
5000 0.1
411 ' 177.2
1ot 11.00 11,20 11.40 11.60
206.9 280-3 m/z 79.10 35.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33782: 1-Ethyl-1(1-cyclobutylidenethyl)cyclobutane
135.0
5000 RN SR SRR SR
11.00 11.20 11.40 11.60
29.0 m/z 41.10 29.66%
55. 0 : 107 0 164.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163406: N-[2-(Trifluoromethyl)phenyl]-1-adamantanecarboxamid

35.0
e e A R
11.00 11.20 11.40 11.60
5000 790 m/z 93.10 28.57%
41.0 '
107.0
1680
Ty 899 o 2o s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111775: 2-lodoadamantane R Al BA e
135.0 11.00 11.20 11.40 11.60
m/z 177.15 26.14%
5000
41.0 l ‘
S I S 1 O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60

8270-BMO70820-M Fri Jul 24 04:32:13 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknownl11.79 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.45 ng 423921 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dimethoxvphenvl isocvanate 179 C9HONO3 084370-87-6 25
2 2(1H)-Naphthalenone. octahvdro-1... 180 C12H200 022738-31-4 25
3 Benzoic acid. 2-acetvl-3-methoxv- 194 C10H1004 120714-42-3 22
4 Anthracene. 9.10-dihvdro-9-methvl- 194 C15H14 017239-99-5 22
5 2H-Benzocyclohepten-2-one, decah... 180 C12H200 055103-64-5 20
Abundance Scan 1539 (11.789 min): BM026853.D (-1535) (- m/z 179.20 100.00%
179.2
95.1 109.1
5000
39 1971 1632 | 1000 1140 11160 1180 12,00 1220
m/z 55.10 58.63%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #45066: 2,4-Dimethoxyphenyl isocyanate
179.0
5000 AR SRR DR SR B
136.0 1140 11,60 11.80 12.00 12.20
m/z 41.10 56.84Y%
150 390 =650 930 4500 | 150
m/z--> 25 45 éo éo 160 150 150 160 1éo 260
Abundance #45673: 2(1H)-Naphthalenone, octahydro-1,4a-dimethyl-, (1....
41.0
69.0 LRI SR BAUSN SN B
11.40 11.60 11.80 12.00 12.20
5000 95.0 125.0 m/z 109.10 55.10%
180.0
||||||||lH| ‘H‘ ‘\‘\ “‘ \‘ H\thlwllul\ |1‘?‘l2.|0|‘|‘||||‘|||||||||
m/z--> 20 40 0 80 100 120 140 160 180 200
Abundance #55747: Benzoic acid, 2-acetyl-3-methoxy- A B o
179.0 11.40 11.60 11.80 12.00 12.20
m/z 69.10 49 .21%
5000
43.0
7.0 ‘ 105 0 13? 0151 0 | 195.0
m/z--> 25 & & % ﬁ01%1® @ M)ﬁo nmnmnmnmnm

8270-BMO070820.-M Fri Jul 24 04:32:14 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 10.40 ng 808447 Naphthalene-d8 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-. 160 C12H16 004175-54-6 94
2 Naphthalene. 1.2.3.4-tetrahvdro-. 160 C12H16 013065-07-1 64
3 Naphthalene. 1.2.3.4-tetrahvdro-. 160 C12H16 021564-91-0 49
4 Naphthalene. 1.2.3.4-tetrahvdro-. 160 C12H16 007524-63-2 41
5 Benzene, 1,3,5-trimethyl-2-(1- me... 160 C12H16 014679-13-1 41
Abundance Scan 1573 (11.989 min): BM026853.D (-1568) (-) m/z 145.10 100.00%
1181 145.1
5000 81.1 1012
41.1 163.2 :
6 0 07 1 11.60 11.80 12.00 12.20 12.40
' m/z 118.10 95.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118.0
145.0
5000
11.60 11.80 12.00 12.20 12.40
910 m/z 160.10 61.13%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethy!-
118.0
160.0 11.60 11.80 12.00 12.20 12.40
5000 m/z 117.10 48.12%
39.0
A N AT
...|.‘.‘..|‘..“.‘.|‘N..ﬁ |||||||||‘|||ml||H‘|||‘|‘||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- R BEaaE e
145.0 11.60 11.80 12.00 12.20 12.40
m/z 81.10 45.25%
5000
150 %0 650 90 M%) | 610
mz> % 40 6 8 100 150 10 160 180 20 | | 1160 1180 1200 1220 1240

8270-BMO070820.-M Fri Jul 24 04:32:14 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 11 unknownl2.35 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.35 17.37 ng 1256380 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24 095530-74-8 38
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 30
3 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 30
4 Bicvclol2.2.1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 27
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 27

Abundance Scan 1634 (12.348 min): BM026853.D (-1629) (-) m/z 81.10 100.00%

1

%

5000

12.00 12.20 12.40 12.60
m/z 41.10 83.07%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45743: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
58.0 110.0
5000 IIIIIIIIIIIIIIIII|I
12.00 12.20 12.40 12.60
137.0 180.0 m/z 55.10 80.19%
L L S T L I m st T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5965: Methyl ethyl cyclopentene
81.0
R RN EEEEE
12.00 12.20 12.40 12.60
5000 m/z 149.10 71.33%
110.0
39.0 ‘
.1.5.?.‘...‘,‘..‘M,.w. “‘..m,..‘..,....,....,....,....,....,
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #5927: 3-Heptyne, 5-methyl- R B e
81.0 12.00 12.20 12.40 12.60
m/z 69.10 66.00%
110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12. OO 12. 20 12. 40 12. 60

8270-BMO070820.-M Fri Jul 24 04:32:15 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 12 unknownl2.71 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.71 32.53 ng 2353640 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 91
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Cvclohexene. 3-methvl-6-(1-methyv... 138 C10H18 005256-65-5 15
4 Cvclopentane. l-methvl-1-(2-meth... 138 C10H18 074764-47-9 14
5 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 11
Abundance Scan 1696 (12.713 min): BM026853.D (-1690) (-) m/z 193.20 100.00%
198.2
55.1
123.1
5000 %1
159.1 12.40 12.60 12.80 13.00
o! | 2203 2809 i tUEE 0 72 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 950 R e RARREEEEEE
12,40 12.60 12.80 13.00
m/z 41.10 60.40%
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
o 1240 1260 12,80 1300
5000 ' m/z 69.10 58.51%
150.0
95.0 ‘
0. 780 000 | b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16978: Cyclohexene, 3-methyl-6-(1-methylethyl)- e  EaRmEamSTT
95.0 12.40 12.60 12.80 13.00
m/z 123.10 55.52%
67.0
5000 410
‘ 138.0
-.-- \ ‘\‘ 0 \J\ B 4 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12.60 12,80 13.00

8270-BMO070820.-M Fri Jul 24 04:32:15 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 13 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.31 153.82 ng 11128700  Acenaphthene-di0 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 91
1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 87
3 2H-Indenoll.2-bl1furan-2-one. 3.3... 206 C13H1802 1000196-74-3 80
4 47 -Diethvlaminoacetanilide 206 C12H18N20 005326-57-8 74
5 Phenol, 3,5-bis(l,1-dimethylethyl)- 206 C14H220 001138-52-9 68

13. 00 13 20 13. 40 13 60

Abundance Scan 1798 (13.313 min): BM026853.D (-1793) (-) m/z 191.20 100.00%
191.2
5000
57.1 1311 1631 e By
411 | 741 91|.1 . | | | ez 13.00 13.20 13.40 13.60
Ol et 2B b b 2082 m/z 57.10 22.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66108: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 LA L L L L L LB LB |
57.0 13.00 13.20 13.40 13.60
m/z 206.20 21.48%
29.0 | 74.0 91 0 131.0
115. 0 163.0
T Y PP N PO . LI
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #66057. 1 (3,6,6-Trimethyl-1,6,7, 7a-tetrahydrocyclopentalc...
191.0
RSN e
13.00 13.20 13.40 13.60
5000 43.0 149.0 m/z 131.10 19.63%
131.0
210 | 69.0, %0 1150 | i H?O | 207.0
T = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66056: 2H-Indeno[1,2-b]furan-2-one, 3,3a,4,5,6,7,8,8b-oct...
191.0 13.00 13.20 13.40 13.60
m/z 163.10 17.77%
131.0
5000 41.0
91.0
‘ ‘ AVO 3.0 207.0
\\ h\m ‘.‘ Hm 1 ‘F \\‘H A l 173 | 29 :

m/z--> 20 100 120 140 160 180 200 220

8270-BMO070820.-M Fri Jul 24 04:32:15 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 14 1H-Indene, octahydro-2,2,4,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.37 35.86 ng 2594680 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 58
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
4 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 37
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
Abundance Scan 1808 (13.371 min): BM026853.D (-1803) (-) m/z 193.20 100.00%
198.2
5000 411 691 M
NSNS BN BN
1491 13.00 13.20 13.40 13.60
o 1734 224.2 m/z 69.10 49.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 95.0 LA L L L L L N B
13.00 13.20 13.40 13.60
m/z 41.10 46 .35%
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
' 123.0 NSNS BN SR
41.0 13.00 13.20 13.40 13.60
5000 95.0 m/z 55.10 39.36%
M w\\lu ‘.”..‘l...‘ .1.5.2.0,....,...‘.,....,.... W\/
m/z--> 40 100 120 140 160 180 200 220
Abundance #55233. 1-(p-Fluorophenyl)-4-piperidone B B
198.0 13.00 13.20 13.40 13.60
m/z 123.10 37 .66%
123.0
5000
150.0
95.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60

8270-BMO070820-M Fri Jul 24 04:32:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 15 unknownl3,48 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.48 24 .15 ng 1747100 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 86
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 38
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 T1.2.41Triazololl.5-alpvrimidin-... 193 C8H11N50 1000351-50-1 25
5 Quinoline, 7-chloro-4-methoxy- 193 C10H8CINO 1000337-12-8 14
Abundance Scan 1826 (13.477 min): BM026853.D (-1823) (-) m/z 119.10 100.00%
57.1 116.1 193.2
5000 159.1
83.1
» i 5% a0 1560 1589
Lipz ) 2112 m/z 57.10 98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 9.0 T
13.20 13.40 13.60 13.80
m/z 43.10 88.38%
151.0
m/z--> '20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0
- 123.0 —
41.0 13.20 13.40 13.60 13.80
5000 95.0 m/z 193.20 82.44%
M w\\lu Al ,l..‘.1.5.2.0,....,...‘.,....,...
m/z--> 40 100 120 140 160 180 200 220
Abundance #55233. 1-(p-Fluorophenyl)-4-piperidone T
193.0 13.20 13.40 13.60 13.80
m/z 41.10 78 .50%
123.0
5000
150.0
95.0 ‘
170 420 wo o 1760 ||
IIII""I""I'"'I""I""IIIII rrrryrrrrrTTTTyTT T T T rTTryTTTT T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80

8270-BMO070820-M Fri Jul 24 04:32:16 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 16 Decahydro-4,4,8,9,10-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 33.52 ng 2425340 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 95
2 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 53
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 46
4 photocitral B 152 C10H160 006040-45-5 43
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 006069-97-2 25
Abundance Scan 1862 (13.689 min): BM026853.D (-1858) (-) m/z 41.10 100.00%
5000
. 13.40 13.60 13.80 14.00
0 : : m/z 69.10 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 95.0 LI L L N B B
13,40 13.60 13.80 14.00
m/z 55.10 89.70%
| 151.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
910 177.0
13,40 13.60 13.80 14.00
5000 43.0 151.0 m/z 193.20 80.80%
123.0
67.0
195.0
RN l\lH MH‘ ‘M‘HH \‘HH“H ‘M ‘\ e 'M'Mi I M\I I\I‘\I ; 'w — .H.  EARAE R e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #17564 2,6- Heptadienal, 2,4—dimethy|— LI L L L B B
48.0 109.0 13.40 13.60 13.80 14.00
60.0 m/z 109.10 79.46%
5000
m/z--> 20 40 60 100 120 140 160 180 200 220 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 17 unknownl3.78 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.78 63.27 ng 4577430 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 49
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
3 7-Octadecvne. 2-methvl- 264 C19H36 035354-38-2 22
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 20
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 18

Abundance Scan 1877 (13.777 min): BM026853.D (-1875) (-) m/z 193.20 100.00%

198.2
411 491

5000

13.40 13.60 13.80 14.00

o 218.2236.1 m/z 41.10 74.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 69.0 95.0 LI L L B B
13.40 13.60 13.80 14.00
m/z 69.10 70.52%
| | 151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6020: 1,4-Pentadiene, 2,3,3-trimethyl-
93.0
. T T
410 67.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 66.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #114286: 7-Octadecyne, 2-methyl- R ma e AR
81.0 13.40 13.60 13.80 14.00
m/z 95.10 57.01%
5000 109.0
b bl e AR B e
m/z--> 20 40 60 100 120 140 160 180 200 220 240 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 18 unknownl14.77 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.77 80.33 ng 5811750 Acenaphthene-d10 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 47
2 3-(2-Ethvl-imidazol-1-vD)-propio... 168 C8H12N202 1000277-78-0 43
3 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 43
4 4-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-67-9 43
5 Pyridine-3-carboxylic acid, 1-[(... 290 C15H18N204 1000310-27-9 43
Abundance Scan 2046 (14.771 min): BM026853.D (-2042) (-) m/z 123.10 100.00%
128.1
5000 551 g1 WJL
207.2
173 14.40 14.60 14.80 15.00
45.1 : . : .
0 3 2333 810 "myz 55.10 46.67%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95.0 12B.0 207.0
69.0
5000 14730 1460 1480 1505
‘ ‘ 1510 m/z 69.10  43.06%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37139: 3-(2-Ethyl-imidazol-1-yl)-propionic acid
128.0
14.40 14.60 14.80 15.00
5000 95.0 m/z 81.10 42.56%
41.0 168.0 W
68.0
145,
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester T
128.0 14.40 14.60 14.80 15.00
m/z 109.10 42 .12%
" A/\J\J\A/k/w
5000
41.0 %
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BM0O70820.-M Fri

Jul 24 04:32:18 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026853.D

Aca On 23 Jul 2020 16:18

Operator : JU/CG

Sample : L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 19 Stigmasta-4,6,22-trien-3.be... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.60 19.35 ng 3180210 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasta-4.6.22-trien-3.beta.-ol 410 C29H460 096737-58-5 60
2 Ferrocene. 1.17.3.3"-tetrakis(l.... 410 C26H42Fe 001317-17-5 49
3 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204 057427-50-6 38
4 Silane. diphenvl(4-biphenvloxv)p... 410 C27H2602Si 1000367-49-5 25
5 Apomorphine, bis(trimethylsilyl)- 411 C23H33N02Si2 074841-68-2 7
Abundance Scan 3207 (21.600 min): BM026853.D (-3204) (-) m/z 410.35 100.00%
571 410.4
5000
to0d 21.20 21.40 21.60 21.80 22.00
146, 2331  307.2 .20 21. : :
0 ....|,...1.°,3.‘.’.. i LL,....,....,...3:5,3.3... 4585 5823 | "m/z 57.10 79.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215913: Stigmasta-4,6,22-trien-3.beta.-ol
410.0
55.0
5000 21.20 21.40 21.60 21.80 22.00
m/z 411.35 31.73%
1, 145.0 253.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1,1-dimethylethyl)-
410.0
21.20 21.40 21.60 21.80 22.00
5000 m/z 395.30 28.12%
560 1340 1980 2660 338.0 ;
m/z--> 50 100 150 200 250 300 3éo 400 450 500 550
Abundance #215867: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-tetrone, .. P e
410.0 21.20 21.40 21.60 21.80 22.00
m/z 41.10 17.07%
5000
104.0 4600
277.0
364.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21120 21,40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO72320\
Data File : BM026853.D

Acq On 23 Jul 2020 16:18

Operator : JU/CG

Sample - L3380-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_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]
Naphthalene, deca... 9.22 4.5 ng 349813 2 10.04 1555190 20.0
3,9-Epoxy-p-menth. .. 9.90 4.0 ng 312961 2 10.04 1555190 20.0
Tricyclo[4.3.1.1(... 10.15 9.4 ng 733226 2 10.04 1555190 20.0
Adamantane, 1,3-d... 10.57 4.4 ng 340693 2 10.04 1555190 20.0
1,3,5-Trimethylad... 10.64 5.0 ng 385326 2 10.04 1555190 20.0
1,3,4-Trimethylad... 10.72 8.1 ng 631127 2 10.04 1555190 20.0
1,3-Dimethyl-5-et._.. 11.11 14.5 ng 1131000 2 10.04 1555190 20.0
1-Ethyl-1(1-cyclo... 11.31 7.7 ng 598951 2 10.04 1555190 20.0
unknownl11.79 11.79 5.5 ng 423921 2 10.04 1555190 20.0
Naphthalene, 1,2,... 11.99 10.4 ng 808447 2 10.04 1555190 20.0
unknownl12 .35 12.35 17.4 ng 1256380 3 13.96 1446980 20.0
unknownl12.71 12.71 32.5 ng 2353640 3 13.96 1446980 20.0
Phenol, 2,6-bis(1... 13.31 153.8 ng 11128700 3 13.96 1446980 20.0
1H-Indene, octahy... 13.37 35.9 ng 2594680 3 13.96 1446980 20.0
unknownl13,48 13.48 24.1 ng 1747100 3 13.96 1446980 20.0
Decahydro-4,4,8,9... 13.69 33.5 ng 2425340 3 13.96 1446980 20.0
unknownl13.78 13.78 63.3 ng 4577430 3 13.96 1446980 20.0
unknownl14 .77 14.77 80.3 ng 5811750 3 13.96 1446980 20.0
Stigmasta-4,6,22-_... 21.60 19.4 ng 3180210 5 20.96 3286830 20.0
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