LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42470.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 316 321 328 rVB 270322 372115 6.37% 0.744%
2 5.522 390 397 405 rBV 1408046 2013093 34.45% 4.023%
3 7.145 664 673 684 rBV 1380600 2162500 37.01% 4.321%
4 7.992 808 817 828 rBV 849602 1348902 23.08% 2.696%
5 9.192 1011 1021 1030 rBV 854329 1443717 24.71% 2.885%
6 10.663 1265 1271 1275 rBV4 54873 104865 1.79% 0.210%
7 10.816 1286 1297 1303 rBV 1101267 1891482 32.37% 3.780%
8 11.569 1421 1425 1434 rVB5 49749 115100 1.97% 0.230%
9 11.851 1470 1473 1484 rVB4 124326 288547 4.94% 0.577%
10 11.945 1485 1489 1495 rBv4 77748 147222 2.52% 0.294%
11 12.016 1496 1501 1505 rBv4 84142 143738 2.46% 0.287%
12 12.063 1505 1509 1515 rVV5 61446 126480 2.16% 0.253%
13 12.151 1520 1524 1528 rVB3 81241 120873 2.07% 0.242%
14 12.363 1554 1560 1568 rBV5 138304 313814 5.37% 0.627%
15 13.033 1670 1674 1678 rBV 433054 615179 10.53% 1.229%

16 13.098 1682 1685 1690 rVB3 164338 242382 4.15%
17 13.192 1697 1701 1705 rBV 307774 417627  7.15%
18 13.257 1707 1712 1717 rVB 1902062 2767367 47.36%
19 13.363 1725 1730 1735 rBV 1130072 2038961 34.89%
20 14.010 1835 1840 1844 rBV 2797896 4106680 70.27%

0 phUIOO
Ul
w
[
R

21 14.127 1857 1860 1867 rVB 916587 1383580 23.68%
22 14.327 1889 1894 1898 rBV 2384100 3907795 66.87%
23 14.368 1898 1901 1904 rVV2 811547 1021324 17.48%
24 14.421 1905 1910 1915 rVB 3865219 5843785 100.00% 11.
25 14.498 1919 1923 1926 rBV3 852255 1289844 22.07%

NE NN
[
e
=
B

26 14.562 1931 1934 1943 rVB3 1218332 2341552 40.07%
27 14.645 1944 1948 1953 rBV2 1170415 2410741 41.25%
28 15.380 2069 2073 2079 rVB2 3290342 4671388 79.94%
29 16.298 2227 2229 2234 rVB 1768269 2248431 38.48%
30 21.427 3099 3101 3109 rVB2 942928 1362447 23.31%

NS~ OSSN
w
w
v
R

31 21.568 3123 3125 3130 rVB 1116330 1363377 23.33%
32 24.032 3539 3544 3550 rVB 757008 1416556 24.24%  2.831%

N
~
N
PN
R

Sum of corrected areas: 50041464

8270-BM102123.M Fri Oct 27 ©5:30:22 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Oct 2023 01:55
: MA/JU
: 05011-05 2X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
BMo42470.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0
Time-->
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8000000

6000000

4000000

2000000

TIC: BM042470.D\data.ms

5.522 7.145

10.816

7.992 9.192

>Q7s 10.6 _11.564.8

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BM042470.D\data.ms

16.298
15.380

14.421

14'011‘.’4.37

l ‘I‘

13.257 1104136871
13.363 “ m"'“
1308319

o133 .

2

0
Time-->
Abundance

8000000

6000000

4000000

2000000

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

TIC: BM042470.D\data.ms

21242968

24.032

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.075 5.52 ng 372115 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 321 (5.075 min): BM042470.D\data.ms (-316) (-) m/z 43.05 100.00%
3.0
5000
101.1 R e AR
‘ ‘ 4.80 5.00 5.20 5.40
Ol et 1930 2211y 59,85 56.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L B LA AL
4.80 5.00 5.20 5.40
m/z 101.10 19.93%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘1‘\\\\“\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
G
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.37%
0 1 \‘H ‘ 12\60
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4156: 1-Propen-2-ol, acetate T T e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.07%
5000
15.0 | 72‘-0 100.0
ottt D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,3-Dimethyl-5-ethyladamantane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.851 3.05 ng 288547  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 78
2 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 56
3 6-Fluoro-4-hydroxyquinoline 163 COH6FNO 000391-78-6 53
4 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 52
5 1,4-Methanophthalazine, 1,4,4a,5. 206 C13H22N2 109746-14-7 560

Abundance Scan 1473 (11.851 min): BM042470.D\data.ms (-1470) (- m/z 163.15 100.00%

168.2
5000 107.1

551 11,50 1200

135.1
w“‘q“ﬂ‘uw‘MMﬂ“gwaﬂ‘w“‘w“m‘w‘394ﬂw“ m/z 107.10  41.43%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0

11. 50 12 00

m/z 93.10 17.00%

=0 190 (1350 | 1920
O\‘\\\\‘\\\‘\‘\‘\‘\\“‘\\\‘\’\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane

107.0 168.0

o

11. 50 12 OO
5000 m/z 55.10  14.95%
41.0
79.0
I e
me,mw H“H\M, ‘m_MWHWHWHWH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39026: 6-Fluoro-4-hydroxyquinoline “ —
163.0 11.50 12.00

m/z 164.15  14.28%

135.0
5000
108.0
570 810
oh280 Ll b b AANA AR

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl2.363 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.363 3.32 ng 313814 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 18
2 Benzo[h]quinoline 179 C13HSN 000230-27-3 14
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 14
4 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 12
5 .alpha.-(Trifluoromethyl)benzyl ... 246 C13H17F30 1000394-90-7 12

Abundance Scan 1560 (12.363 min): BM042470.D\data.ms (-1554) (-  m/z 177.15 100.00%
177.2

55.1
5000
— —
09.0 12.00 12.50
0 . m/z 179.20 92.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66984: 1,3,5,6-Tetramethyladamantane
177.0
5000 T ——
121.0 12.00 12.50
m/z 55.10 77.61%
55.0 910 ‘
04 [TTTTTT \‘\“‘M \‘H\ \H‘M\ \Wi“ M‘\ \‘i‘\ T \‘\%\4\9\-\0“\ T 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53940: Benzo[h]quinoline
179.0
— ——
12.00 12.50
5000 m/z 41.10 59.69%
151.0
ol 200080, 0 e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66861: trans-.beta.-lonone “ T
43.0 177.0 12.00 12.50
m/z 107.10 57.68%
5000
‘ 65.0 91.0 135.0
o b % mag J asee | W
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl3.033 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.033 5.10 ng 615179  Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenyl-3-vinyloxirane 110 C7H1e0 070597-49-8 43
2 Cyclopentane, 1-ethenyl-3-ethyl-... 138 C10H18 055170-98-4 43
3 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 38
4 1-Hexadecyne 222 C16H30 000629-74-3 35
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 30
Abundance Scan 1674 (13.033 min): BM042470.D\data.ms (-1670) - m/z 81.10 100.00%
81.1
55.1 179.2
5000 110.1
RN T
149.2 13.00
- ‘M UM i A b LIl 12092 0 s 179,20 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585: 2-Propenyl-3-vinyloxirane
55.0
81.0
5000 —— ‘
13.00
27.0 110.0 m/z 55.10 57.38%
O\‘\‘\‘\\"‘\\“\‘“\‘\H‘\‘H“"‘H‘\‘\‘H‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #19534: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl-
81.0
RN T
109.0
55.0 13.00
5000 m/z 41.10 53.18%
29.0
o Jo 1380
R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45163: trans-(2-Ethylcyclopentyl)methyl acetate —— ‘
81.0 13.00
m/z 69.10  48.95%
5000 110.0
43.0
O el el 2430 170.0 —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknownl13.098 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.098 2.01 ng 242382  Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 38
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 35
4 Succinic acid, 3-methylbut-2-yl ... 272 C14H2405 1000390-71-4 35
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 35

Abundance Scan 1685 (13.098 min): BM042470.D\data.ms (-1682) (- m/z 57.10 100.00%
57.1

N M

Fs.l T .
127 13.00 13.50
w Hw‘ P UL S m/z 71.10  82.02%

N ‘\h
m/z--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

5000

5000

o

7
13.00 13.50
‘ m/z 43.10 56.41%
)

270 | 1130
“\ ‘ ‘\ ‘J‘ \“ T “ \“ T “\ T ‘ T ?‘8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

7
13.00 13.50

o

5000 m/z 41.10 42.91%
99.0
0 ‘\‘ H\ li \‘ I \14\1'0 183.0 239.0 296.( M\\/]\/\ﬂ
L s s s s s s s s s B B B B B L
miz--> 50 100 150 200 250
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— —
57.0 13.00 13.50

m/z 163.20  39.54%

5000 MW
113.0
270 | | |

e St S B e e — :
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown13.192 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.46 ng 417627  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Bis(bromomethyl)cyclohexane 268 C8H14Br2 1000216-89-9 35
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 35
3 2-(5-Methyl-1H-pyrazol-1-yl)prop... 154 C7H10N202 957415-96-2 35
4 (2,4-Dimethylcyclohexyl)methyl a... 184 C11H2002 1000497-97-0 25
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 22

Abundance Scan 1701 (13.192 min): BM042470.D\data.ms (-1697) (- m/z 179.20 100.00%

109.1 179.2
5000 581 s8L1
‘ T 0
151.2 : -
0 m‘HH‘Um“hJu‘w‘;‘w!‘H“H‘J‘mwww 200 m/z 109.10  87.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #158722: 1,3-Bis(bromomethyl)cyclohexane
109.0
41.0
5000 — e
67.0 13.00 13.50
m/z 95.10 59.88%
191.0
O BB i““ \“1“} “W‘\ \‘m‘\ \‘M T \h\“\ \“‘ \l\%?.‘(\)‘\ T \Hi T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
—r —
69.0 13.00 13.50
5000 m/z 55.18  50.56%
138.0
0.180 W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #31729: 2-(5-Methyl-1H-pyrazol-1-yl)propanoic acid P ——
109.0 13.00 13.50
m/z 81.10 49.51%
5000 JL/JW
42.0
68.0
154.0
o180y o by || 1mot0 R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BM102123.M Fri Oct 27 ©5:30:26 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.363 16.92 ng 2038960  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
4 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 22
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 20

Abundance Scan 1730 (13.363 min): BM042470.D\data.ms (-1725) (- m/z 193.20 100.00%

193.2
55.1
5000
7 o
151.2 13.00 13.50
0! m/z 55.10  65.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 930 — T
13.00 13.50
m/z 69.10 62.90%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
P e
123.0 13.00 13.50
5000 m/z 95.18  60.59%
150.0
95.0
olazo B2 00 | L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68082: 9-Phenanthrenamine — —
193.0 13.00 13.50
m/z 123.15 57.33%
165.0
5000
o w00 oo w0 | |
R B o S m e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl4.010 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.010 34.07 ng 4106680  Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 32
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 27

Abundance Scan 1840 (14.010 min): BM042470.D\data.ms (-1835) (- m/z 193.20 100.00%

198.2
5000 69.1
123.2
T \
AL e | -
o‘u_uw‘u‘ﬂwhmu‘HWH‘%HW‘HWHHM?%%%‘HH_Egﬁv m/z 69.10  52.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 — :
14.00
m/z 41.10 44.70%
4%0 75.0 L
O\H‘\‘\\\‘\H‘\’\H‘\’}\\i‘H‘H‘H\\‘H\\‘\\.\\’\\ \’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
1938.0
T \

42.0
14.00
m/z 83.10 40.22%
5000 83.0
124.0 158.0
0 ‘m‘m";‘h‘w!,u‘:‘u‘,‘1"w“‘!H_www‘l‘,m SN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- e ‘
193.0 14.00
m/z 55.10 38.82%
5000 55.0
109.0
A S ¢ —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00

8270-BM102123.M Fri Oct 27 ©5:30:27 2023

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl14.127 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.127 11.48 ng 1383580  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 38
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 38
5 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35

Abundance Scan 1860 (14.127 min): BM042470.D\data.ms (-1857) (- m/z 193.20 100.00%

193.2
95.1
55.1
5000 123.1
oo 150
165.2 : '
oWuwl_w‘HU‘HWN b b 2888 m/z 95.10 60.60%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 95.0 e —
55.0 14.00 14.50
m/z 69.10 50.47%
‘ ‘ ‘ 151.0
O\H‘HH‘\H‘\‘\U‘H‘1\\‘!‘\‘\‘\\‘!H\“H‘H‘HH‘H\‘\‘\!H‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
—r —
123.0 14.00 14.50
5000 ' m/z 83.10  48.84%
95.0
42.0 ‘ ‘ 151.0
O bbb e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19541: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- — ——
95.0 14.00 14.50
55.0 m/z 55.10  47.20%
5000
LT
om_m‘m‘ww“‘MMH‘H“w‘w‘w‘wwwwwww e e
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50

8270-BM102123.M Fri Oct 27 ©5:30:27 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl14.327 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.327 32.42 ng 3907800  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 92
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 45
3 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 30
4 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 27
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 27

Abundance Scan 1894 (14.327 min): BM042470.D\data.ms (-1889) (- m/z 69.10 100.00%

5000 W
14‘06 5.4‘56
224.3 : :
0! m/z 41.10 87.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
14.00 14.50
m/z 55.10 84.08%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane
69.0
— —r
14.00 14.50
sooo, 0 109.0 137.0 m/z 83.10  66.75%
0150,, JNJLJ&WJMAﬂM\ﬁﬁ#
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85390: Naphthalene, decahydro-1,4a-dimethyl-7-(1-met P ——
109.0 14.00 14.50
m/z 109.10 61.22%
55.0 81.0
- M/\/M
0! — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

8270-BM102123.M Fri Oct 27 ©5:30:27 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.368 8.47 ng 1021320  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 70
2 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 45
3 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 38
4 1,2-Dimethyl-4-oxocyclohex-2-ene... 152 C9H1202 1000187-01-2 38
5 2-Hydroxy-4,4,6-trimethylcyclohe... 152 C9H1202 028750-52-9 38

Abundance Scan 1901 (14.368 min): BM042470.D\data.ms (-1898) (- m/z 95.10 100.00%

95.1 207.3
55.1
152.1
5000
— —r
‘ 14.00 14.50
0 m“! ol Ll L —28L m/z 207.25  92.96%
mlz--> 50 100 150 200 250
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtt
123.0
69.0 207.0
5000 r T
14.00 14.50
m/z 109.10 91.95%
LU o ]
O T T T T ‘ T T T \“ “ “‘ \‘ T ‘\ “ T ‘ T T T ‘ T \‘ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #29345: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy
109.0
— —r
67.0 14.00 14.50
m/z 123.10 88.84%
5000 152.0
ey
ob— H“ i ih““““” HM ‘\\H“‘\H\ ‘;\“u‘ L e e
miz--> 50 100 150 200 250
Abundance #29363: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E P ——
109.0 14.00 14.50
m/z 55.10 78.19%
41.0
152.0
5000
9.0
oL ‘H‘ Ni “\H“\H\ “\h‘ I ‘\\‘ o o — P
miz--> 50 100 150 200 250 14.00 14.50

8270-BM102123.M Fri Oct 27 ©5:30:28 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl14.421 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.421 48.48 ng 5843790  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
2 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 25
3 N-(4-Bromo-2-chlorophenyl)-2-[4-... 425 C17H17BrC1N303 1000482-48-9 22
4 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28 1000149-58-8 22
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22

Abundance Scan 1910 (14.421 min): BM042470.D\data.ms (-1905) (- m/z 193.20 100.00%

193.2
69.1
5000 132
e
‘ ‘ 14.50
oL ““m‘ AL, e, 69.10 69.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
5000 L
14.50
m/z 41.10 63.11%
H \‘\‘l \‘\ ‘mh ol | \‘ l
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #12204: Cyclohexene, 3,3,5-trimethyl-
109.0
—r
14.50
5000, 410 m/z 97.15  60.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #315480: N-(4-Bromo-2-chlorophenyl)-2-[4-(furan-2-carbc P
95.0 193.0 14.50
m/z 55.10 59.44%
5000
42.0 L
o by 100 | aas0 ste0  s21: -
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BM102123.M Fri Oct 27 ©5:30:29 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 unknownl14.498 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.498 10.70 ng 1289840  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 46
2 Ethanone, 1-(4-fluorophenyl)- 138 C8H7FO 000403-42-9 43
3 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 43
4 Benzamide, 3-fluoro-N-(2-butyl)-... 209 C12H16FNO 1000463-93-0 38
5 2-(3,3-Dimethyl-oxiran-2-yl)-5-e... 209 C11H15NO3 1000194-95-4 35
Abundance Scan 1923 (14.498 min): BM042470.D\data.ms (-1919) (-  m/z 123.15 100.00%
128.2
55.1
5000 95.1
193.2
——
‘152.2 14.50
0 bl b 13182 g 5510 51.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
123.0
81.0
5000 T
410 14.50
m/z 41.10 48.73%
O”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20142: Ethanone, 1-(4-fluorophenyl)-
123.0
——
95'0 14.50
5000 m/z 95.10 44 .68%
43.0
50, |
o) P 8 A P R A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)- —
81.0 128.0 14.50
41.0 m/z 109.10 44.60%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

8270-BM102123.M Fri Oct 27 ©5:30:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Benzamide, 4-fluoro-N-metha... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.563 19.43 ng 2341550  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 4-fluoro-N-methallyl- 193 C11H12FNO 1000340-31-9 50
2 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000278-98-1 50
3 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 50
4 Imidazolidin-2-one, 1-(2-fluorob... 208 C10H9FN202 1010310-62-2 49
5 Benzamide, 3-fluoro-N-(2-phenyle... 299 C19H22FNO 1000451-30-3 47

Abundance Scan 1934 (14.562 min): BM042470.D\data.ms (-1931) (-  m/z 123.20 100.00%

128.2
5000 411 95.1 103.2
1T I
L] e | | b
o,wwH‘MJ“HUM‘Ww‘uwww_“‘2‘1‘?“”“_??9‘ m/z 95.10 43.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67696: Benzamide, 4-fluoro-N-methallyl-
128.0
5000 — :
14.50
m/z 69.10 37.72%
95.0 193.0 /
. 152.0
O’HH‘HH‘H‘\‘\‘\H\‘HH‘\\H‘HH‘HH“HH‘HH‘HH‘HH‘H\\‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #135737: 2-Fluorobenzoic acid, 2-ethylcyclohexyl ester
128.0

%

14.50

5000 m/z 193.20  37.62%
81.0

41.0

| \‘d S L] 1660 250.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #135738: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123.0 14.50

m/z 41.10 36.40%

o

%

95.0
5000

41.0

T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

r

o

8270-BM102123.M Fri Oct 27 ©5:30:29 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 2,6-Naphthalenedione, octah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.380 38.75 ng 4671390  Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 53
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 53
3 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 50
4 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 45
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 43

Abundance Scan 2073 (15.380 min): BM042470.D\data.ms (-2069) (-  m/z 123.20 100.00%

123.2
5000
69.1
— —
‘ ‘ ‘ 173.2 15.00 15.50
Y I ! Al ““ ARSI A ‘Hu“u 2422 m/z 69.18  39.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
5000 15‘00‘ ‘15‘50‘
41.0 69.0 : :
97.0 m/z 55.1@  39.36%
L
O \\‘\\ \\‘\ \\‘”‘ \‘\h\ \“ \”\‘\HM \“H \H‘\ T \M}h‘ \‘N}‘\ “\‘\ T ‘ T \‘\‘\ ‘ T \‘\ T ‘ TTTT ‘ TTT \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth
128.0
208.0 — e
15.00 15.50
5000 ITI/Z 109.15 36.70%
41.0 69.0
97.0 152.0
Ofrr ‘\‘\‘ . \ - ‘\}\ ‘\“‘\‘ ‘\‘H;H‘\“M\ ‘\\‘H‘ ‘\\H‘ ‘\hu o “\‘ \‘H‘l‘S“O‘ ‘O‘\‘ r “‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20108: 1-Trimethylsilylpent-1-en-4-yne “ —
123.0 15.00 15.50
m/z 41.10 35.53%
5000
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50

8270-BM102123.M Fri Oct 27 ©5:30:30 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Heptadecane, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.298 20.00 ng 2248430  Phenanthrene-d10 17.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 94
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 81
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74

Abundance Scan 2229 (16.298 min): BM042470.D\data.ms (-2227) (- m/z 57.10 100.00%
57.1

%

5000
85.2
16.00 16.50
127.2 1592 201.2
Obeprreethrbi b el 2502 1 23532643 m/z 71.10  78.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 — e
16.00 16.50
m/z 43.10 59.42%
13.0
el LL ]P0 153018202110 2530
\‘HH‘H\‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—r —
16.00 16.50
J2700 | | 130 o130
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl- — ——
43.0 16.00 16.50
m/z 85.20 28.08%
5000
85.0
113.0
okl hodg d ko 2920 220
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102623\
Data File : BM@42470.D

Acqg On : 27 Oct 2023 01:55
Operator : MA/JU

Sample : 05011-05 2X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.075 5.5 ng 372115 1 7.992 1348900 20.0
1,3-Dimethyl-5-... 11.851 3.0 ng 288547 2 10.816 1891480 20.0
unknown12.363 12.363 3.3 ng 313814 2 10.816 1891480 20.0
unknown13.033 13.033 5.1 ng 615179 3 14.639 2410740 20.0
unknown13.098 13.098 2.0 ng 242382 3 14.639 2410740 20.0
unknown13.192 13.192 3.5 ng 417627 3 14.639 2410740 20.0
Decahydro-1,1,4... 13.363 16.9 ng 2038960 3 14.639 2410740 20.0
unknown14.010 14.010 34.1 ng 4106680 3 14.639 2410740 20.0
unknown14.127 14.127 11.5 ng 1383580 3 14.639 2410740 20.0
unknown14.327 14.327 32.4 ng 3907800 3 14.639 2410740 20.0
Decahydro-8a-et... 14.368 8.5 ng 1021320 3 14.639 2410740 20.0
unknownl14.421 14.421 48.5 ng 5843790 3 14.639 2410740 20.0
unknown14.498 14.498 10.7 ng 1289840 3 14.639 2410740 20.0
Benzamide, 4-fl... 14.563 19.4 ng 2341550 3 14.639 2410740 20.0
2,6-Naphthalene... 15.380 38.8 ng 4671390 3 14.639 2410740 20.0
Heptadecane, 2,... 16.298 20.0 ng 2248430 4 17.403 2248430 20.0
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