LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc :

ALS vial : 7 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_ P\Methods\8270E-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8099.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.022 3 6 13 rBV 774206 1021554 17.34% 2.339%
2 4.946 327 333 339 rBvV 428158 607792 10.32% 1.392%
3 5.411 405 412 433 rBV 2303022 3427851 58.20% 7.849%
4 6.999 673 682 698 rBV 2195848 3720489 63.16% 8.519%
5 7.822 813 822 830 rBV 547499 877787 14.90%  2.010%

6 8.981 1008 1019 1029 rBV 1504731 2487963 42.24%
7 10.410 1254 1262 1271 rBV2 44393 93929 1.59%
8 10.616 1287 1297 1305 rBV 745461 1330528 22.59%
9 11.663 1470 1475 1480 rBV6 42276 106848 1.81%
10 12.363 1589 1594 1600 rBV7 60395 124544  2.11%

ocowouwuw
()
2
N
R

11 12.540 1620 1624 1628 rBV3 101166 160466 2
12 12.904 1683 1686 1691 rVB3 117926 168380 2
13 12.963 1692 1696 1701 rVV6 89316 180795 3.07%
14 13.010 1701 1704 1708 rVB 154932 191190 3
15 13.087 1709 1717 1726 rVV 3510066 5437746 92.

NOOOO
IN
=
N
3R

16 13.245 1742 1744 1748 rBV2 127186 151550 2
17 13.298 1750 1753 1759 rVB2 164565 218376 3
18 13.740 1825 1828 1832 rBV5 222732 295037 5.01%
19 13.816 1838 1841 1849 rVB2 426925 693484 11
20 13.887 1849 1853 1857 rBV 506068 707228 2

P RPOOO®
(o))
N
(o))
R

21 13.963 1862 1866 1869 rBV3 382470 517876  8.79%
22 14.298 1919 1923 1931 rVB4 914383 1712905 29.08%
23 14.375 1932 1936 1941 rBV4 420381 665803 11.30%
24 14.463 1942 1951 1955 rBV3 1354574 3439587 58.39%

P NP WwR
Ul
N
Ul
3R

25 14.998 2040 2042 2050 rVB6 514130 746873 12.68% 710%
26 15.263 2083 2087 2091 rBV2 938478 1380723 23.44% 3.162%
27 15.963 2202 2206 2210 rBV2 2030412 3085198 52.38% 7.065%

28 19.798 2854 2858 2865 rVB 4733312 5890225 100.00% 13.488%
29 21.322 3114 3117 3134 rVB 1402794 2523717 42.85%
30 23.721 3519 3525 3533 rVB2 812593 1703872 28.93% 3.902%

Ul
~
N
O
3R

Sum of corrected areas: 43670316
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

8000000

6000000

4000000

2000000

: 23 Nov 2021 16:47
: CG/IU
: M48esg-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
BP008099.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP008099.D\data.ms

5411 6.999

8.981
022 10.616

4.946 7.822
10.41&\ 11.61

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BP008099.D\data.ms
19.798

15.963

13.087
15.263

14.463 14 g9g |
14.298 \

206314
1%63 h‘
12 5354028

B32293
WHESPLS )
3

0
Time-->
Abundance

8000000

6000000

4000000

2000000

0

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP008099.D\data.ms

21.322

23.721

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.022 23.28 ng 1021550 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.022 min): BP008099.D\data.ms (-3) (-)
73.0

m/z 73.00 100.00%

5000 /L
R EREEARsammsEEE eSS
’ ‘ ) 3.103.203.303.40
ol dlll 1370 206026693258 41484731 546 " 43 00 37.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T [T [ rrrrt
3.103.203.303.40
‘ m/z 55.00 29.28%
OJIHWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T T T T
3.103.203.303.40
5000 m/z 87.10 25.43%
0 ‘HM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R A EaRaRE S
73.0 3.103.203.303.40
m/z 41.00 11.85%
5000 L
0 J\M“‘m‘mwm‘m‘_‘H‘mWHWHWHHWH_ I AaAaASEESEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.946 13.85 ng 607792 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
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 333 (4.946 min): BP008099.D\data.ms (-327) (-) m/z 43.00 100.00%

43.0
5000
101.0 R RRRama R s
4.60 4.80 5.00 5.20
obrdd | 207.92669327.13807 46425287 ./, 5o 00  65.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI LLLLIN L L BN BN R
4.60 4.80 5.00 5.20
101.0 m/z 101.00  20.99%
O‘\\”\H\“\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R AR
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.43%
| 1260
L S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate e
43.0 4.60 4.80 5.00 5.20
m/z 40.95 9.48%
5000
O ke e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:46:32 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.540  2.41ng 160466 Naphthalene-ds 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 166 Cl2H16 004175-54-6 94

2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16

Abundance Scan 1624 (12.540 min): BP0O08099.D\data.ms (-1620) (-
118.1

5000

57.
Mﬂn\ym Mm\ﬂ- 237.1 329.9 4247 535.6

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0

o

5000

51.0 ’ '
bl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

o

014679-13-1 78
054340-85-1 64
013065-07-1 64
001129-29-9 62

m/z 118.05 100.00%

=

L

12.50
m/z 145.05  88.02%

%

12.50
m/z 160.10  74.15%

=

12.50
m/z 117.05 54.46%

5000
oo 200 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- 1 ‘
145.0 12.50
m/z 105.00 31.54%
5000
wmimi
L —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:46:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.816  4.03ng 603484 Acenaphthene-d16 14.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220
2 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802
3 2,4-Di-tert-butylphenol 206 C14H220
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220

Abundance Scan 1841 (13.816 min): BP008099.D\data.ms (-1838) (-

000128-39-2 94
001208-64-6 87
000096-76-4 87
001138-52-9 80
005875-45-6 80

m/z 191.10 100.00%

191.1
5000
57.1
131.1 — s
| \ \ 13.50 14.00
of bdaluad i ]| 2829 ss51415.0a7005866 7 57 16" g, 80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — e
13.50 14.00
57.0 131.0 m/z 206.15 22.47%
0‘\\\\“\l\“\\\‘\‘ﬂ\lif‘\‘\‘\\ "‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82557: 3-(4-tert-Butylphenyl)propanoic acid
191.0
=S i~
13.50 14.00
5000 131.0 ITI/Z 131.05 18.49%
oLl
O et d bl e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82735: 2,4-Di-tert-butylphenol — T
191.0 13.50 14.00
m/z 55.00 16.21%
5000
57.0
\’ 4\150 |
0 ket A e e e e e — e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP111921.M Wed Nov 24 11:46:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 1H-Indene, octahydro-2,2,4,...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.887 4.11 ng 707228  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28

2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO
4 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N

Abundance Scan 1853 (13.887 min): BP008099.D\data.ms (-1849) (-

054832-83-6 50
313253-65-5 40
057387-76-5 38
016239-90-0 35
031603-77-7 30

m/z 193.20 100.00%

198.2
5000 69.1
= e
H %L N 13.50 14.00
ok bk ‘“H‘“w“‘\ ol 2680 386.94204 5213 m/z 69.10  44.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 198.0
5000 — —
13.50 14.00
m/z 83.10 37.88%
M“N u\ 0
O\\\f‘\\\\‘\\\\‘\\WV‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
— —r
13.50 14.00
5000] 55.0 m/z 123.10 36.87%
o ”‘\JMHZ“,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe P ——
123.0 1938.0 13.50 14.00
m/z 41.10 36.14%
41.0
5000
OH‘HH\JMJMJ“ — S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP111921.M Wed Nov 24 11:46:34 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.063  3.e1ng 517876  Acenaphthene-d1o 14.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403

3 Tritetracontane 605 C43H88
4 Tridecane, 4-methyl- 198 C14H30
5 1,3-Dimethylcyclopentanol 114 C7H140

Abundance Scan 1866 (13.963 min): BP008099.D\data.ms (-1862) (-

054833-48-6 68
1000382-54-3 58
007098-21-7 53
026730-12-1 53
019550-46-0 52

m/z 57.10 100.00%

57.1
5000
159.1
P
‘ l 14.00
Obrdbdililligiy s 2659 34104038 4975 n/z 7110 84.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 T
14.00
m/z 43.05 66.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P
14.00
5000 ITI/Z 85.10 41.38%
o.w‘ﬁ 1960 2800 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane —
57.0 14.00
m/z 159.10 29.78%
h KJMJMAAAJ/V\VJJkAKf
0 }I‘Hlnﬂﬂ‘l97026703370 463.0 533.0 604.
b e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00

8270E-BP111921.M Wed Nov 24 11:46:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.298 9.96 ng 1712910 Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 53
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 38
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 Benzenamine, 4-(hexyloxy)- 193 C12H19NO 039905-57-2 35
Abundance Scan 1923 (14.298 min): BP008099.D\data.ms (-1919) (- m/z 193.20 100.00%
198.2
69.1
5000
— —
’ ” } M 14.00 14.50
ob LML, L, 280.83400 4302 5038 ./, 69.16 56.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 T T 7
14.00 14.50
m/z 97.10 55.01%
Hism
0 \d\l\‘H\l\‘lL’\Hl‘d\l‘\JL\‘“\I‘\\l%r‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
—— —
123.0 14.00 14.50
5000 ITI/Z 55.00 50.89%
55.
0 ""M‘Mwiu‘w\”w""""_‘H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine —— —
193.0 14.00 14.50
m/z 109.10 50.78%
69.0
5000
UL
0 JHNMWWMW“W“H‘H"_“W“H“H“H“_“W“H“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.375

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.375 3.87 ng 665803  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 25
2 Pentadecane 212 C15H32 000629-62-9 25
3 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 15
4 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 15
5 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 15

Abundance Scan 1936 (14.375 min): BP008099.D\data.ms (-1932) (-
57.1

5000 123.1

WMWhhl

“‘ .HH 2808 353.8417.4 4911549,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #239149: Octadecane, 1-bromo-
57.0
5000
135.0
J\ i ‘I “ H A l”l 19302530 3320
O‘\H\’WIH[1IH[\WH‘\IH‘\\f\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90189: Pentadecane
57.0
5000
1] fe70 2120
0 AR e S e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 57.10 100.00%

S

— —
14.00 14.50
m/z 43.10 76.19%

?

— —
14.00 14.50
m/z 41.00 66.51%

;

— —
14.00 14.50
m/z 55.05 57.44%

;

Abundance #273817: Cyclohexane, (1-hexyltetradecyl)- — —
43.0 14.00 14.50
m/z 71.10 57.11%
5000
181 0 280.0
0 \ Ly | 349.0
_“,H‘w‘u‘_‘H‘H‘w‘u‘_‘H‘H‘w‘u‘_‘u‘u‘w‘ P P

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M4808-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Undecane, 4-cyclohexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.998 4.34 ng 746873  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 55
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 46
3 Hexadecane 226 C16H34 000544-76-3 38
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 30
5 Tritetracontane 605 C43H88 007098-21-7 30
Abundance Scan 2042 (14.998 min): BPO08099.D\data.ms (-2040) (-  m/z 57.10 100.00%
57.1
5000 133.1
——
“ ’ 204.2 _ 15.00
o bbb bty o i, 280.9 354.8419.0 4890546 1/, 5519 91.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121350: Undecane, 4-cyclohexyl-
83.0
5000 T
15.00
M 154.0 m/z 83.10  81.54%
0‘\\“1‘\“\1‘\\4‘\"\\\‘\“‘\\\\1‘\2\3\\8i9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186381: Pentadecane, 1-bromo-
57.0
——
137.0 15.00
5000 m/z 71.10 75.03%
il MH.M-OZQZ,-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane —
57.0 15.00
m/z 43.10 70.36%
5000
. iaro 2o
e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112321\
Data File : BP0@8099.D

Acqg On : 23 Nov 2021 16:47
Operator : CG/JU

Sample : M48e8-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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|
Butane, 2-metho... 3.022 23.3 ng 1021550 1 7.822 877787 20.0
2-Pentanone, 4-... 4.946 13.9 ng 607792 1 7.822 877787 20.0
Naphthalene, 1,... 12.540 2.4 ng 160466 2 10.616 1330530 20.0
Phenol, 2,6-bis... 13.816 4.0 ng 693484 3 14.463 3439590 20.0
1H-Indene, octa... 13.887 4.1 ng 707228 3 14.463 3439590 20.0
Heptadecane, 2,... 13.963 3.0 ng 517876 3 14.463 3439590 20.0
2-Pentanone, 4-... 14.298 10.0 ng 1712910 3 14.463 3439590 20.0
unknown14.375 14.375 3.9 ng 665803 3 14.463 3439590 20.0
Undecane, 4-cyc... 14.998 4.3 ng 746873 3 14.463 3439590 20.0

8270E-BP111921.M Wed Nov 24 11:46:37 2021 Pa 12



