LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@10522\
Data File : BP0O@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc :

ALS Vvial : 15 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-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8697.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.470 415 422 440 rVB 1161067 1886789 4.08% 1.532%
2 7.058 683 692 709 rBV 1008429 1845691 3.99% 1.499%
3 7.881 825 832 841 rBV 1782616 2923581 6.32% 2.374%
4 9.040 1023 1029 1038 rVB 690540 1125827 2.43% 0.914%
5 10.687 1300 1309 1321 rBV 2260325 4042423 8.74%  3.282%
6 11.787 1484 1496 1504 rVB6 156104 516257 1.12% 0.419%
7 12.893 1679 1684 1691 rBV5 195594 480505 1.04% 0.390%
8 12.969 1692 1697 1702 rVV4 465413 751891 1.62% 0.610%
9 13.140 1720 1726 1734 rBV 2176293 3773437 8.15% 3.064%
10 13.310 1751 1755 1764 rBV 1295686 2285070 4.94% 1.855%

11 13.846 1843 1846 1856 rVB5 566797 1164183
12 13.946 1859 1863 1871 rBV 2178342 3373272
13 14.069 1880 1884 1892 rVB2 800798 1581207
14 14.175 1899 1902 1966 rBV2 610711 833619
15 14.263 1913 1917 1923 rBV3 1649311 3629529

.52%
.29%
.42%
. 80%
.84%

NBR wWwNN
NOR N
N
[0
A
3R

16 14.322 1924 1927 1929 rVV2 1193976 1598779 3.45%
17 14.357 1929 1933 1939 rVB 3339231 4970293 10.74%
18 14.434 1941 1946 1950 rBV2 1083527 1917525 4.14%
19 14.516 1951 1960 1970 rVV2 3857276 10081156 21.78%
20 14.622 1973 1978 1987 rVB2 1394995 3151371 6.81%

NOoR A~
Ui
vl
~N
R

21 14.851 2013 2017 2021 rBV3 912901 1851727 4.00%
22 15.187 2071 2074 2079 rVB 1637468 2126107 4.59%
23 15.316 2091 2096 2102 rVB2 3407036 5220904 11.28%
24 16.010 2211 2214 2217 rBV 1380026 1907758 4.12%
25 17.275 2425 2429 2437 rBV 3670249 6002412 12.97%

AR ARR
N
w
)
3R

26 21.357 3120 3123 3133 rVB 5603574 7846901 16.96% 6.371%
27 21.486 3140 3145 3163 rVB 27774534 46277363 100.00% 37.573%

Sum of corrected areas: 123165577
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Jan 2022 19:09
: CG/IU
: M5330-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
BP008697.D

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP008697.D\data.ms

5.470 7.058 7.881 9.040 10.687

A A
LN I s Lt B L L L L B L B B

Time--> 3.00 350 400 450 500 550 6,00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BP008697.D\data.ms

Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

15.316 16.010
i

13 9401
13. N
129@§'1° B

787 it

0
Time-->
Abundance

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

0

12.00 1250 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: BP008697.D\data.ms
21.486

21.35}

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 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\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 1,3,4-Trimethyladamantane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.787 2.55 ng 516257 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 95
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 59
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 58
4 Adamantane, 1-isothiocyanato-3,5... 221 C13H19NS 136860-49-6 50
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 50

Abundance Scan 1496 (11.787 min): BP008697.D\data.ms (-1484) (- m/z 163.10 100.00%

163.1
5000 107.1
R —
41.0 ‘ ‘ 11.50 12.00
ol budliali Ll 2230 32673874400 5261 12 107,05 39.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
5000 - e
107.0 11.50 12.00
m/z 164.10 22.33%
O 51;‘"%“!‘LI\I\’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane
163.0
S —
11.50 12.00
5000 107.0 ITI/Z 93.00 19.78%
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52975: 1,3,5-Trimethyladamantane 7 —
163.0 11.50 12.00
m/z 149.05 19.18%
5000 107.0 \MJ\/M
< L O LS L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.310 4.53 ng 2285070  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 98
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 1-Anthracenamine 193 C14H11N 000610-49-1 27
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1755 (13.310 min): BP008697.D\data.ms (-1751) (- m/z 193.20 100.00%

193.2 ' '
5000 123.1
55.
o e
h 13.00 13.50
oL J‘l M LLf 1 27813409 415.047565324  4/7 123.10  49.08%
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
5000 — —
5. 13.00 13.50
m/z 95.85 45.02%
O\\\\‘\‘jl‘\“‘J\‘\‘\[‘\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
193.
69.0 98.0
P e
13.00 13.50
5000 m/z 69.00  39.37%
OI‘J“H\JH M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- P —
193.0 13.00 13.50
m/z 55.00 36.40%
1, M
o”w%d“ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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, decahydro-1,6-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.845 2.31 ng 1164180  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 80
2 10@.alpha.-Eremophilane 208 C15H28 003242-05-5 62
3 Naphthalene, decahydro-1,8a-dime... 208 C15H28 015404-63-4 62
4 1,3-Bis(bromomethyl)cyclohexane 268 C8H14Br2 1000216-89-9 43
5 4-Methoxypyridine-2-carboxamide,... 166 C8H10N202 1878552-33-0 30
Abundance Scan 1846 (13.846 min): BPO08697.D\data.ms (-1843) (- m/z 109.10 100.00%
109.1
5000
41. 166.1 — —
‘ H‘ % 13.50 14.00
or by [ 12300 327.0389.34523 5183 1/, 165.10  73.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85384: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0
5000 — ——
a1 13.50 14.00
‘ 166.0 m/z 95.10  69.31%
O\“\‘\“I\\“\‘\H“\\\\‘\1\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85361: 10.alpha.-Eremophilane
95.0 165.0
— ——
13.50 14.00
5000 m/z 81.00 40.21%
9.
1T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85389: Naphthalene, decahydro-1,8a-dimethyl-7-(1-met — —
95.0 165.0 13.50 14.00
m/z 123.10  30.57%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl13.945 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.945 6.69 ng 3373270  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
4 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 38

Abundance Scan 1863 (13.946 min): BPO08697.D\data.ms (-1859) (- m/z 193.20 100.00%

198.2
5000 69.0
T
e
ol M L u\ b rokd 354.9414.8474.1. 542.6 /7 69,00 41.03%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 T
55, 14.00
’ m/z 123.10  35.86%
O \\\\’\h‘f\“‘!f\\"\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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-, t
193.
69.0 93.0
P
14.00
5000 m/z 83.05 31.75%
0 l‘“”L"}O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate e
198.0 14.00
m/z 95.00 28.90%
5000
123.0
55.0 ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\

Data File : BP@@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl4.069

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.069 3.14 ng 1581210  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 52
2 Iminostilbene 193 C14H11N 000256-96-2 43
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 6-Methylphenanthridine 193 C14H11N 003955-65-5 25
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 25

Abundance Scan 1884 (14.069 min): BP008697.D\data.ms (-1880) (-

198.2

5000 109.1

l

\\}L ll\

o

280.9342.4401.0

514.9

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

193.0
123.0
5000
55.
O‘\\\\"\‘“\\“‘Jf“\\}\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68060: Iminostilbene
193.0
5000
96.0
38.0
o X N D

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
.0

m/z 193.20 100.00%

=

T
14.00

m/z 109.10  42.28%

¢

T
14.00

m/z 83.00 40.24%

3

T
14.00

m/z 69.00  39.33%

c

T
14.00

193
42.0 m/z 123.10 35.82%
5000
08.0
O‘HHJWJHHHMWuNwh1M\\w\\u‘\\u‘\u\‘u\\w\\\w\\w\

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\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl4.263 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.263 7.20 ng 3629530  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 46
3 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 43
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 42
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 35

Abundance Scan 1917 (14.263 min): BP008697.D\data.ms (-1913) (- m/z 193.20 100.00%

198.2
109.1
41.0
5000
P .
L | e o
ob AL L L4 253.0 34114012  489.2547.0 /7 19910  80.31%
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
5000 — —
55. 14.00 14.50
’ m/z 69.00  71.95%
O\\\\“\‘T“L\“‘Jf“\‘\“‘\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 198.0
e e
410 14.00 14.50 .
5000 ITI/Z 95.05 62.25%
OHHHWMW,, WMVV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine 7 —
56.0 193.0 14.00 14.50
m/z 41.00 56.41%
5000
‘ 135.0
ol
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\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl4.322 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.322 3.17 ng 1598780  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 35
3 1-(2,4-Diethoxyphenyl)propan-1-one 222 C13H1803 1000410-44-8 15
4 Propanamide, N-(4-ethoxyphenyl)- 193 C11H15N02 019314-14-8 14
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 11

Abundance Scan 1927 (14.322 min): BP008697.D\data.ms (-1924) (- m/z 207.20 100.00%
207.2

123.1
5000, °°0
e —
M M ‘ | ) 14.00 14.50
ob bkl UL L 277.0 340840104588 544.L /7 133 19 79.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

=

193.0
123.0
5000 — —
55, 14.00 14.50
m/z 109.10 77 .65%
O‘\\\\"\‘“\\“‘!“\\}\\‘1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
— —
14.00 14.50
5000 ‘ m/z 95.10 66.41%
0“‘“‘ ’J’\”H\‘J M\}\/M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101405: 1-(2,4-Diethoxyphenyl)propan-1-one — ——
193.0 14.00 14.50

m/z 193.20 63.18%

5000
81.0

I MU AN \

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

=

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.357 9.86 ng 4970290  Acenaphthene-di10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 47
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
5 Iminostilbene 193 C14H11N 000256-96-2 25

Abundance Scan 1933 (14.357 min): BP008697.D\data.ms (-1929) (- m/z 193.20 100.00%

198.2
5000 69.0
- RS
H L$ 14.00 14.50
ol LU IBOL L 2870 4009 47455325 1/, 69.p0  45.66%

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

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0

3

5000/ 55.0 — —
14.00 14.50

H% m/z 97.10 43.95%
I MH bl

I

HH L e i e
| [ ! I I I I I I I I

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

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

O

2

123.0 14.00 14.50
5000 m/z 109.10 43.31%
55.

‘h \ \‘ ‘

3

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

Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —

198.0 14.00 14.50
m/z 95.10 35.42%

123.0
5000
42.0 l ‘
N S SRS — —
m/z--> 0 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\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl4.434

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.434 3.80 ng 1917530  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 43
2 5-t-Butyl-4-methylimidazole 138 C8H14N2 146979-50-2 38
3 1-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 38
4 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 38
5 Benzamide, 2-fluoro-N-(2-phenyle... 299 C19H22FNO 1000451-54-1 35

Abundance Scan 1946 (14.434 min): BP008697.D\data.ms (-1941) (-
128.1

5000
55.0

HHLJJJ |, |1 281.1 355.0414.6474.9532.6

bbbl e S S R T e e e e

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

Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)-
128.0

193.2

o

5000
41.0
OiTl\’}JHWLXMHVW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20091: 5-t-Butyl-4-methylimidazole
123.0
5000
41.0
or—Hprdtp e

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

Abundance #158458: 1-(2,2,6-Trimethylcyclohexyl)hexan-3-yl acetate
43. 128.0

193.0

|

b L ]

m/z 123.10 100.00%

=

—
14.50

m/z 109.10  42.92%

3

—
14.50

m/z 95.05 38.02%

5

—
14.50

m/z 55.00 37.42%

3

—
14.50

m/z 137.05 34.74%

3

ol bbb b L e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP122821.M Thu Jan 06 14:55:26 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl4.622 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.622 6.25 ng 3151370  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 45
2 Carbonic acid, allyl 4-methoxyph... 208 C11H1204 1000357-81-0 43
3 Benzamide, 4-fluoro-N-allyl-N-et... 207 C12H14FNO 1000446-42-7 43
4 Imidazolidin-2-one, 1-(2-fluorob... 208 C10H9FN202 1010310-62-2 43
5 2-Fluorobenzoic acid, oct-3-en-2... 250 C15H19F02 1000299-16-5 43

Abundance Scan 1978 (14.622 min): BP008697.D\data.ms (-1973) (- m/z 123.10 100.00%

128.1
5000
55- T ‘ T T ‘ T
\ \ | h L ‘ ZOT'Z 14.50 15.00
ol L Ly Ll 281.1340.84002450.1 5402 ./, g9 e 29.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54906: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-
123.0
43.0
5000 — ——
14.50 15.00
‘ m/z 95.10 28.70%
O TT \”\A“l“k“J“lJWlilllEOO TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84504: Carbonic acid, allyl 4-methoxyphenyl ester
128.0
—r —
14.50 15.00
5000 ITI/Z 55.00 25.41%
41.0
| 208.0
S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83706: Benzamide, 4-fluoro-N-allyl-N-ethyl- e —
128.0 14.50 15.00
m/z 124.10 24.28%
- WMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 trans-Calamenene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.851 3.67 ng 1851730  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Calamenene 202 C15H22 073209-42-4 55
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 55
3 cis-Calamenene 202 C15H22 072937-55-4 55
4 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 55
5 N,2-Dimethyl-5-benzimidazolecarb... 189 C10H11N30 093690-15-4 49

Abundance Scan 2017 (14.851 min): BP008697.D\data.ms (-2013) (- m/z 159.10 100.00%
159.1

59.
5000
41.0 L T
16.2 14.50 15.00
ol 327.0 415.2473.0 548. m/z 189.10  41.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78025: trans-Calamenene
159.0
5000 — —
14.50 15.00
m/z 123.10  26.39%
O\\\Z!O\-\()W‘J\hlmll“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #49176: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0
— —
14.50 15.00
5000 m/z 41.00 16.94%
71.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78023: cis-Calamenene “ T
159.0 14.50 15.00
m/z 69.00 16.54%
w W\j\
1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BP122821.M Thu Jan 06 14:55:28 2022

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknownl5.187 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.187 4.22 ng 2126110  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 42
2 1-(2,4-Diethoxyphenyl)propan-1-one 222 C13H1803 1000410-44-8 38
3 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 38
4 Benzoic acid, 3-amino-, butyl ester 193 C11H15N02 1000374-53-9 30
5 3,5-Octadiene, 2,2,4,5,7,7-hexam... 194 C14H26 ©55712-52-2 18

Abundance Scan 2074 (15.187 min): BP008697.D\data.ms (-2071) (- m/z 193.20 100.00%

123.1 198.2
5000{ 55
—r —
H ’ \ ‘ ‘ 15.00 15.50
ol LML 4 L)L 281.9344.1402.14610 5398 /7 133,19  93.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 — —
55. 15.00 15.50
m/z 137.05 74.64%
O \\\“\h“\\“‘J\‘\\[“\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101405: 1-(2,4-Diethoxyphenyl)propan-1-one
198.0
—r —
15.00 15.50
5000 ITI/Z 95.10 66.76%
81.0
NN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphtr P ——
123.0 207.0 15.00 15.50
m/z 69.00 62.01%
5000{ 55
oli e e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP@@8697.D

Acqg On : 05 Jan 2022 19:09

Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
: 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 unknownl5.316 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.316 10.36 ng 5220900 Acenaphthene-d1e 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 47

2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 43

3 1H-Pyrazole, 1,3,4,5-tetramethyl-
4 Imidazolidin-2-one, 1-(2-fluorob...
5 4-Fluorobenzoic acid, 3-tridecyl...

124 C7H12N2
208 C1OH9FN202
322 C20H31F02

001073-20-7 43
1010310-62-2 38
1000280-67-9 38

Abundance Scan 2096 (15.316 min): BP008697.D\data.ms (-2091) (- m/z 123.10 100.00%

123.1
5000
55. 207.2
— —r
‘ ' ‘ ‘ ‘ 15.00 15.50
ol b blld Ll | 1] 2690 357.141534749832.3 |/, 109,19  40.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85118: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
123.0
208.0
5000 — —
210 15.00 15.50
m/z 69.00 39.44%
O T \H\ "llIJ“'MIJ“I\‘Lh H‘ rTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0 — ——
15.00 15.50
5000 m/z 95.10  35.36%
55.0
R 111
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11861: 1H-Pyrazole, 1,3,4,5-tetramethyl- — ——
123.0 15.00 15.50
m/z 207.20 33.78%
5000
56.0
0 HMMJAAuM"W“‘W"H“H“‘H“H“‘H“_“W“‘W‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.486 117.95 ng 46277400  Chrysene-di12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 78
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 32
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 25

Abundance Scan 3145 (21.486 min): BPO08697.D\data.ms (-3140) (-  m/z 277.10 100.00%

277.1
5000
199.0 2=
77[-0 139)0 l H 2150
O 1390 1} | 8383398345845162 ./, 578.19  42.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 L
21.50
77.0 199.0 m/z 199.00  23.29%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\WLWU\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0

%

—_
21.50
5000 m/z 201.10  22.21%

199.0
77.0

]'5@ Ju‘l Ju l\lsg{\o h h‘ | | 347.0

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy =
277.0 21.50

m/z 183.00  20.94%

o

-

5000

~
~
o
=
o]
w
o

P A — L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BP122821.M Thu Jan 06 14:55:31 2022 Page: 16



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010522\
Data File : BP0O@8697.D

Acqg On : 05 Jan 2022 19:09
Operator : CG/JU

Sample : M5330-01 5X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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|
1,3,4-Trimethyl... 11.787 2.5 ng 516257 2 10.687 4042420 20.0
Decahydro-1,1,4... 13.310 4.5 ng 2285070 3 14.516 10081200 20.0
Naphthalene, de... 13.845 2.3 ng 1164180 3 14.516 10081200 20.0
unknown13.945 13.945 6.7 ng 3373270 3 14.516 10081200 20.0
unknown14.069 14.069 3.1 ng 1581210 3 14.516 10081200 20.0
unknown14.263 14.263 7.2 ng 3629530 3 14.516 10081200 20.0
unknownl14.322 14.322 3.2 ng 1598780 3 14.516 10081200 20.0
2-Pentanone, 4-... 14.357 9.9 ng 4970290 3 14.516 10081200 20.0
unknownl14.434 14.434 3.8 ng 1917530 3 14.516 10081200 20.0
unknownl4.622 14.622 6.3 ng 3151370 3 14.516 10081200 20.0
trans-Calamenene 14.851 3.7 ng 1851730 3 14.516 10081200 20.0
unknown15.187 15.187 4.2 ng 2126110 3 14.516 10081200 20.0
unknown15.316 15.316 10.4 ng 5220900 3 14.516 10081200 20.0
Triphenylphosph... 21.486 118.0 ng 46277400 5 21.357 7846900 20.0
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