LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample 1 M2372-07 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_ P\Methods\8270E-BP©50521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5539.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.287 367 374 391 rBV 97925 157884 14.84% 1.516%
2 6.892 641 647 655 rBvV2 74898 137796 12.95% 1.323%
3 7.687 776 782 789 rBV 75980 121004 11.37% 1.162%
4 8.857 975 981 989 rBV 55873 96275 9.05% 0.924%
5 9.181 1031 1036 1043 rVB2 10984 17190 1.62% 0.165%
6 10.481 1251 1257 1265 rVB 82418 135452 12.73% 1.300%
7 11.163 1368 1373 1378 rVB8 12350 24506  2.30% 0.235%
8 11.563 1436 1441 1449 rVB7 14882 34162 3.21% 0.328%
9 11.957 1499 1508 1512 rBV7 20405 51438 4.83% 0.494%
10 12.216 1547 1552 1559 rBV8 21059 41959 3.94% 0.403%
11 12.486 1594 1598 1601 rBV5 12643 19641 1.85% ©0.189%
12 12.533 1602 1606 1610 rBV6 12756 21502 2.02% 0.206%
13 12.627 1618 1622 1626 rBV6 15428 23344 2.19% 0.224%
14 12.686 1627 1632 1635 rBV7 20843 35512 3.34% 0.341%
15 12.763 1641 1645 1650 rVB4 41248 63075 5.93% 0.605%
16 12.922 1667 1672 1674 rBV4 37477 56542 5.31% 0.543%
17 12.963 1674 1679 1685 rVB 177345 278100 26.14% 2.670%
18 13.104 1699 1703 1707 rBV2 66662 99014 9.31% 0.950%
19 13.751 1808 1813 1817 rVB 165469 221328 20.80% 2.125%
20 13.827 1823 1826 1829 rVVv2 52492 58218 5.47% 0.559%

21 13.869 1830 1833 1842 rVB4 71142 154829 14.55%
22 14.069 1863 1867 1874 rBV6 126185 253041 23.78%
23 14.163 1879 1883 1890 rVB 347380 495019 46.52%
24 14.233 1891 1895 1901 rBv4 62880 116056 10.91%
25 14.298 1901 1906 1909 rBV3 134926 234635 22.05%

NBRANR
N
vl
N
xR

26 14.339 1910 1913 1921 rVB2 203051 326046 30.64%
27 14.869 2000 2003 2009 rVB5 103180 145685 13.69%
28 14.992 2016 2024 2030 rBV8 136776 394918 37.12%
29 15.051 2031 2034 2041 rVB5 119854 222080 20.87%
30 15.127 2042 2047 2053 rBV3 401298 652286 61.30%

AN WERL W
N
o]
e
R

31 15.392 2088 2092 2095 rBV5 99191 203251 19.10% 1.951%
32 15.851 2166 2176 2174 rBV 316699 393785 37.01% 3.780%
33 16.086 2204 2210 2215 rBV3 544569 1064036 100.00% 10.2147%
34 16.921 2348 2352 2361 rVB2 372070 636261 59.80% 6.108%
35 17.110 2380 2384 2388 rBV 380681 577537 54.28% 5.544%

36 19.674 2817 2820 2829 rVB 661701 887087 83.37% 8.516%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample 1 M2372-07 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_ P\Methods\8270E-BP©50521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.203 3076 3080 3084 rVB2 329438 424803 39.92% 4.078%
38 21.809 3180 3183 3190 rVB3 187459 287521 27.02% 2.760%
39 22.792 3346 3350 3356 rBV2 177757 357127 33.56%  3.428%
40 23.515 3468 3473 3478 rVB2 205015 350343 32.93% 3.363%

41 26.762 4020 4025 4038 rVB5 171860 546989 51.41% 5.251%

Sum of corrected areas: 10417277

8270E-BP050521.M Fri May 14 11:37:15 2021 Pa 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005539.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000

5.287 892 7.687 10.481
6.89 8857, 191 Q 11.16311.563

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP005539.D\data.ms
1600000 19.674

1400000
16.63410

1200000 16.086

1000000

800000 15.851
15.127 l

600000
14.163

14339 LAt %2

137au.x=9 Wﬂ

g.--v o) ‘i. 3

400000

200000

1,952 218
L e i e e e o e  a a e a

Time--> 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
Abundance TIC: BP005539.D\data.ms
1600000

1400000
1200000
1000000 21.203

800000

21.809

600000 22.792 23.515

400000

200000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 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\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownll.163 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.163 3.62 ng 24506 Naphthalene-d8 10.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1l-isothiocyanato-3,5... 221 C13H19NS 136860-49-6 35
2 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H1003 002879-20-1 22
3 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22 285129-06-8 22
4 Formamide, N-(4-methyl-3-nitroph... 180 C8H8N203 1000319-41-8 22
5 1,3-Disilaindan, 1,3-dimethyl- 178 C9H14Si2 017864-73-2 22
Abundance Scan 1373 (11.163 min): BP005539.D\data.ms (-1368) (- m/z 177.10 100.00%
10p.1 177.1
39.0
5000 M‘/\%k
1100 1150
280.8 : :
0l ”““" bt A3 2402 ) 107.05  99.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78270: Adamantane, 1-isothiocyanato-3,5-dimethyl-
163.0
5000 e .
11.00 11.50
221.0 m/z 163.20  77.58%
93.
O3\4‘\{(‘)‘\”‘\”4“}‘“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43628: Ethanone, 1-(2,3-dihydro-1,4-benzodioxin-6-yl)-
168.0
ety el
11.00 11.50
5000 m/z 121.10 63.12%
51.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44131: 1,3,3-Trimethyl-2-(2-methyl-cyclopropyl)-cyclohe — ——
168.0 11.00 11.50
m/z 91.00 57.60%
93.
5000
OZQ-M.WMh\m. ki
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownll.563 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.563 5.04 ng 34162 Naphthalene-d8 10.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 38
2 1,Z-5,E-7-Dodecatriene 164 C12H20 083085-83-0 38
3 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 37
4 Tetracyclo[5.4.3.0(7,11)]tetrade... 318 C20H3003 1000196-43-4 32
5 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 25

Abundance Scan 1441 (11.563 min): BP005539.D\data.ms (-1436) (-~ m/z 163.10 100.00%

163.1
79.1
5000
?“ I uo
355.1 .
ob Al H b ') HM L 28 2L 55T s 79.10  64.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44119: 1,3,4-Trimethyladamantane
163.0
5000 e :
11.50
93-T m/z 107.85 50.00%
O IJAL”L""‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33742: 1,Z-5,E-7-Dodecatriene
79.0
T \
11.50
5000 ITI/Z 149.15 45.57%
\ 164.0
0 ‘\L""JMJ‘ wpluh“u_‘mwwwm_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44066: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl) M"‘\M —— ‘
163.0 11.50
m/z 77.00 42.43%
5000
41.0
.0
0 J“‘\"‘\“WW”"J"‘ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl1l.957 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.957 7.60 ng 51438 Naphthalene-d8 10.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Safrole 162 C10H10e02 000094-59-7 43
2 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H1002 004043-71-4 38
3 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10OH1e02 000120-58-1 38
4 1H-Benzimidazole, 5-nitro- 163 C7H5N302 000094-52-0 30
5 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H1002 017627-76-8 30

Abundance Scan 1508 (11.957 min): BP005539.D\data.ms (-1499) (- m/z 162.05 100.00%

162.1
77.0
5000
|| 220.7282.0341.7 417.2 500.9 12.00
o' ul u‘w,‘Hn_m"H‘wnHwaww_m_ m/z 163.15  92.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31925: Safrole
162.0
5000 104.0 12.00
m/z 77.05 76.24%
%0,
O\\HLI‘\AL\I\‘\\‘\‘\\L\‘ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32036: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)-
162.0
104.0 12.00
5000 ITI/Z 78.05 67.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31976: 1,3-Benzodioxole, 5-(1-propenyl)- —
162.0 12.00
104.0 m/z 103.00  66.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl2.216 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.216 6.20 ng 41959 Naphthalene-d8 10.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-4,6-pteridinediol 179 C6H5N502 005979-01-1 38
2 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 35
3 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 30
4 Benzeneacetic acid, .alpha.-[(tr... 296 C14H2403Si2 002078-19-5 27
5 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S 001128-67-2 27

Abundance Scan 1552 (12.216 min): BP005539.D\data.ms (-1547) (- m/z 179.15 100.00%
179.2

41.0
5000 109.0

%

] n.h (o 2946 404146295319 4 o5 gp a2y

“ ‘ ‘ 12.00 12.50
‘H il 4 ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,!
179.0 12.00 12.50

m/z 109.00  48.46%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44917: 2-Amino-4,6-pteridinediol
179.0
43.0
5000 e —
109.0 12.00 12.50
‘ “ ’ m/z 69.00 55.38%
O‘\J\\“\‘\‘\Hl\lfl‘\\l\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77633. 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-et
69.0
—— ——
12.00 12.50
5000 ITI/Z 55.10 50.64%
|10 zz00
I |
—— ——

5000 690

\H Ll M L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

5

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Methyl ethyl cyclopentene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.763 3.87 ng 63075 Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 60
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 43
3 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 43
4 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10OH160 001125-12-8 38
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 35

Abundance Scan 1645 (12.763 min): BP005539.D\data.ms (-1641) (-  m/z 41.10 100.00%

5000 1ho1
—— —
‘Hm ‘ ’1 282.9 357.3 424.6 1259 13,09
ol bbbl L L4 2829 3573 424.6 4968 m/z 179.20  95.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 7 ——
12.50 13.00
m/z 81.10 90.84%
O:I‘.\S\.\P“m\“\‘\U"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5957: Cyclohexane, ethylidene-
81.0
—— —
12.50 13.00
5000 m/z 95.10 51.34%
Jehll M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5939: 3,5-Octadiene, (Z,2)- — 7
81.0 12.50 13.00
m/z 67.05 48.23%
- W
OIHH, — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl3.104 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.104 6.07 ng 99014  Acenaphthene-d10 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
2 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 40
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38

Abundance Scan 1703 (13.104 min): BP005539.D\data.ms (-1699) (- m/z 193.20 100.00%

1938.2
5000
123.1
e —
“ M \ 13.00 13.50
Ol M Lddiy g ly 2528 3548 4340 8094 ./, 5505  44.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
5000 55.0 [ T
13.00 13.50
% m/z 95.10  42.75%
O\\\\[”\‘TUT\“\‘“\\A\JJ\“‘\\H\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93052: 2-(1-Butyl-2-nitroallyl)cyclohexanone
193.0
41.0 T ‘ T T ‘ T
98.0 13.00 13.50
5000 ITI/Z 41.05 42.57%
ol 1 WW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55480: 2-Anthracenamine — —
193.0 13.00 13.50
m/z 123.10 36.81%
h W
T v 10 S —
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\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Indolinecarboxaldehyde, 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13751 1358 ng 221328 Acenaphthene-d16 14.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3
2 1,5-Hexadien-3-0l, 3-methyl-6-(m... 280 C17H280S
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28

5 4-Pyrimidinamine, 2-methoxy-6-(t... 193 C6H6F3N30

Abundance Scan 1813 (13.751 min): BP005539.D\data.ms (-1808) (-

013303-70-3 50
097369-78-3 42
057387-76-5 40
080655-44-3 38
054824-10-1 37

m/z 193.15 100.00%

198.2
5000
69.0
et 2
1T s ot
bk LEBRS L 2951353.1 425548685451 /7 69.05  36.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55181: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy
198.0
5000 — —
69.0 136.0 13.50 14.00
| m/z 41.10 34.71%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127579: 1,5-Hexadien-3-ol, 3-methyl-6-(methylthio)-1-(2
1938.0
—r —
13.50 14.00
5000{ 43.0 m/z 67.05 32.29%
109.0
J 262.0
0! wwmw%wnkh‘q‘u‘_‘u,u‘w‘u‘_‘u,u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe P ——
123.0 1938.0 13.50 14.00
m/z 55.10 25.87%
41.0
5000
O‘“”HJ“J|“*l“ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BPO50521.M Fri May 14 11:37:21 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP@@5539.D

Acqg On : 14 May 2021 02:13

Operator : CG/JU

Sample : M2372-07 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Silane, chlorodiethylhexyloxy- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.869 9.50ng 154829 Acenaphthene-d10 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 silane, chlorodiethylhexyloxy- 222 C1eH23Cl0Si  1000363-74-4 50
2 2-Anthracenamine 193 C14H11N 000613-13-8 49

3 1H-Pyrazole, 3-amino-5-(4-chloro... 193 C9H8CIN3
4 5-Methyl-4-oxo0-3,4-dihydro-thien... 319 C14H10C1N302S
5 2H-1,4-Benzoxazine-6-carboxylic ... 193 C9H7NO4

1000337-24-5 47
1000296-49-7 47
1000351-35-0 47

Abundance Scan 1833 (13.869 min): BP005539.D\data.ms (-1830) (- m/z 193.20 100.00%

198.2
5000 41.1
123.2 = -
‘l}‘ }‘ 13.50 14.00
0 H‘"NLMMI‘JMI‘H‘«“h‘u‘M?ﬁ?‘?‘,ﬁ‘?f:?ﬁ??:ﬁ‘_mﬁlﬁ;ﬂ m/z 41.10  39.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78622: Silane, chlorodiethylhexyloxy-
193.0
109.0
5000 - e
13.50 14.00
m/z 55.10 36.57%
0]
O\H\‘\U“\“‘\\\‘\‘l\\t“‘\“\‘\\l\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55484: 2-Anthracenamine
198.0
— —r
13.50 14.00
5000 m/z 81.18  33.25%
97.0
0 H‘MWMHM‘MJMi‘H‘W‘H‘W‘H‘H‘W“H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #55677: 1H-Pyrazole, 3-amino-5-(4-chlorophenyl)- P ——
198.0 13.50 14.00
m/z 69.10 31.50%
5000
50.0 130.0
AT 1 0 N o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BPO50521.M Fri May 14 11:37:22 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl4.069 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.069 15.52 ng 253041  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 46
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 45
3 Cyclohexanone, 2-(2-methylpropyl... 152 C1@H160 043108-69-6 43
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 42
5 Pulegone 152 C10H160 000089-82-7 42
Abundance Scan 1867 (14.069 min): BP005539.D\data.ms (-1863) (- m/z 193.20 100.00%
69.0 198.2
5000
1 I
%8‘1 | ‘ ‘ 14.00
0 Ml 265.6325.3 4011 4973 ./, 69.65  96.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25290: Cyclohexanone, 5-methyl-2-(1-methylethylidene)
81.0
152.0
5000 — :
14.00
m/z 67.05 82.13%
O \IIHJ\\\J‘\“"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
198.0
123.0 14.00 |
5000 m/z 41.10 79.50%
55.0
0 m‘u“m‘ww‘m_mw‘,HH_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25227: Cyclohexanone, 2-(2-methylpropylidene)- ——
67.0 14.00
152.0 m/z 55.10 72.81%
- W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP050521.M Fri May 14 11:37:23 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl4.163 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.163 30.36 ng 495019  Acenaphthene-d10 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 27

Abundance Scan 1883 (14.163 min): BP005539.D\data.ms (-1879) (- m/z 193.20 100.00%

1938.2
41.1
5000
109.1
e =
M M , 14.00 14.50
0 m_hh bbby, 11 26093219  415.14750 547 /7 41.10  57.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
1230 1930
41.0
5000 — e
14.00 14.50
” m/z 69.10  47.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
—— —
14.00 14.50
50001 55.0 m/z 81.10 41.89%
0 ‘lMWW%}J‘, Mﬂ%/MNVfMAJQNkﬂmew
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55483: 2-Anthracenamine —— —
193.0 14.00 14.50
m/z 67.10 39.42%
5000
97.0
o?’ggm“_H\_M‘me‘,HH‘HHWHWHWHM e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP050521.M Fri May 14 11:37:23 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 1-Cyclododecanone, 2-ethyli... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.233 7.12 ng 116056  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclododecanone, 2-ethylidene 208 C14H240 001138-01-8 64
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 38
3 Pentylidenecyclohexane 152 C11H20 039546-79-7 35
4 n-Octylidencyclohexane 194 C14H26 137595-12-1 35
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1000215-28-0 30

Abundance Scan 1895 (14.233 min): BP005539.D\data.ms (-1891) (-  m/z 69.10 100.00%

69.1
208.2
5000
187.1
P e
H { HM HL 14.00 14.50
ol “H‘"“k""“““"‘maH“‘}1““2“8‘2"9?"4‘?12““‘4‘4‘4"9”‘5‘2‘?(% m/z 41.10  83.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67854: 1-Cyclododecanone, 2-ethylidene
208.0
41.0
5000 e —
137.0 14.00 14.50
m m/z 123.10  82.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
123.0
208.0 — —
14.00 14.50
5000 ITI/Z 67.05 74.51%
55.0
ottt o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25419: Pentylidenecyclohexane —— —
67.0 14.00 14.50
m/z 95.05 70.51%
5000
152.0
AR I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BPO50521.M Fri May 14 11:37:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP@@5539.D

Acqg On : 14 May 2021 02:13

Operator : CG/JU

Sample : M2372-07 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 unknownl4.868 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.868 8.94 ng 145685  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 L-Valine, N-(4-ethylbenzoyl)-, p... 291 C17H25NO3 1000346-62-9 47
2 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 46
3 Benzenepropanoic acid, .beta.,2,... 206 C13H1802 056298-76-1 43

4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 43
5 Benzene, 2-(chloromethyl)-1,3,5-... 168 C1@H13Cl 001585-16-6 43
Abundance Scan 2003 (14.869 min): BP005539.D\data.ms (-2000) (- m/z 133.05 100.00%
133.1
50007 431
204.2 i —
‘i}A ‘ ‘ 14.50 15.00
ol UMy i . 2821 356.9417.7  806.0 4/, 43,10 42.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #136985: L-Valine, N-(4-ethylbenzoyl)-, propyl ester
133.0
5000 — —
14.50 15.00
204.0 m/z 41.10 36.56%
0l 430 | | 291.0
‘\\\\‘\\WY[\\\\‘I\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44013: Benzenepropanol, 2,4,6-trimethyl-
138.0
P P
14.50 15.00
5000 m/z 55.10  35.31%
41
o‘HHWMWAH\_HwmWm‘HH_m‘mwm_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66044: Benzenepropanoic acid, .beta.,2,4-trimethyl-, me — —
138.0 14.50 15.00
m/z 97.10 30.40%
5000
15.0 206.0
R — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00

8270E-BP050521.M Fri May 14 11:37:25 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1H-Indene, octahydro-2,2,4,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.992 24.22 ng 394918 Acenaphthene-d10 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 64
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
3 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 22
4 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 18
5 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 16
Abundance Scan 2024 (14.992 min): BP005539.D\data.ms (-2016) (- m/z 193.20 100.00%
198.2
69.1
5000
0 ——
H} \M ML 2811 3579 as12 saoe =20
O - AL Ll £O2E SS9 RS m/z 69.10  79.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 193.0
5000 R
15.00
m/z 41.10 72.31%
OLT‘J“IJHH\ll‘\.[OT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
——
15.00
5000{ 55.0 m/z 95.10 69.26%
iz
0\\d\\‘”Hvu\‘\“‘“\\‘Lw“\“‘u“\\‘\m‘mwm‘mWm‘mmm‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55145: 6-Acetamido-1,4-benzodioxane ——
95.0 193.0 15.00
m/z 123.10 60.58%
5000
o?rf‘l‘flwlwm«uuJHH_m_m_wmWH_MW_ i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP050521.M Fri May 14 11:37:26 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.051 13.62 ng 222080  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 76
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 ©54832-83-6 38
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
4 Quinoline, 7-chloro-4-methoxy- 193 C1@H8CINO 1000337-12-8 35
5 2(1H)-Benzocyclooctenone, decahy... 194 C13H220 055103-68-9 30
Abundance Scan 2034 (15.051 min): BP005539.D\data.ms (-2031) (-  m/z 193.20 100.00%
198.2
55.1
5000
3.1
T \
15.00
0! it 281:1340.3  431.04881549.  n/; s55.10  82.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
198.0
123.0
5000 — :
55. 15.00
m/z 41.10 77 .58%
O\\\\“\‘T“L\“‘!‘!“\‘\‘\\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 198.0
T \
15.00
5000 m/z 69.10 66.20%
OI‘J“IM\'O“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- —— ‘
1938.0 15.00
m/z 81.05 53.12%
5000{ 55.0
Ik
o‘JM‘JL‘«“"‘MM1‘uuWHW""‘wawm‘w_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP050521.M Fri May 14 11:37:27 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl15.127 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.127 40.01 ng 652286  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 27
2 3-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-8 27
3 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 27
4 Pyridine-3-carboxylic acid, 1-[(... 290 C15H18N204 1000310-27-9 27
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 25

Abundance Scan 2047 (15.127 min): BP005539.D\data.ms (-2042) (- m/z 123.10 100.00%

123.1
55.1 207.2
5000
—r— —
H “ HH 15.00 15.50
ob LA 280.9 341.2400.8 462.4520.5 n/z 81.10  61.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
5000 —— —
15.00 15.50
m/z 207.20 55.47%
HHEE
O\\\‘\\\m‘}\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79801: 3-Fluorobenzoic acid, 2,2,2-trifluoroethyl ester
1238.0
—— —
2220 15.00 15.50
5000 ' m/z 55.10  54.29%
0L.500)
AR R AR n
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25153: 2,2-Dimethylocta-3,4-dienal — ——
123.0 15.00 15.50
m/z 69.05 53.09%
41.0
5000
OJJ‘JLM‘ —— ——
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\BP@51321\
Data File : BP@@5539.D

Acqg On : 14 May 2021 02:13

Operator : CG/JU

Sample : M2372-07 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Naphthalene, 1,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.392 12.47 ng 203251  Acenaphthene-die 14.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 76
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 70
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 68
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 64

5 5-Methyl-1-phenylhexa-1,3,4-triene 170 C13H14 103240-79-5 62

Abundance Scan 2092 (15.392 min): BP005539.D\data.ms (-2088) (-  m/z 155.05 100.00%
1

55.1
5000
41.1
! T

: —
} ‘ 214.2 15.00 15.50
o UhliflL 2810 3653 4745 849. L ti00 10 6a.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170.0
5000 o ~
15.00 15.50
m/z 128.05 31.75%
840
O‘\\\\‘\\‘\h\‘\‘\‘\\‘\l\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170.0
P P
15.00 15.50
5000 ITI/Z 41.10 31.57%
76.0
of W e Lhibd
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38380: 3-(2-Methyl-propenyl)-1H-indene P —
155.0 15.00 15.50
m/z 115.05 30.40%
5000
76.0 H ‘
0‘mewﬁwwbwqw‘w‘H‘_‘HM‘H‘H‘W‘H‘_‘H‘H‘W‘ — ——
m/z--> 0 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\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Tetradecane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.086 36.85 ng 1064040  Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 83
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 83
3 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 70
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 2210 (16.086 min): BP005539.D\data.ms (-2204) (-  m/z 43.10 100.00%

43.1
5000
1131 184.1 P ‘
Tl e e
ol lbdddd LLgdd, 2842 33153946 460.8 5283 [/, 7119 86.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71399: Tetradecane, 4-methyl-
43.0
5000 — :
16.00
m/z 57.10 72.18%
9.0 169.0 /
O \\“‘\I\I\l"\‘l\l\l\“\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83031: Tridecane, 5-propyl-
57.0
T 1 \
16.00
5000 ITI/Z 41.10 55.11%
‘ ‘113.0 183.0
oS e —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105896: Heptadecane, 4-methyl- —— ‘
43.0 16.00
m/z 85.10 35.98%
- Aw&MMﬂAAAJKLW«NvavW
| ‘ \ [ 15502110
ol Bl LS b e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.921 22.03 ng 636261 Phenanthrene-die 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 74
5 Hentriacontane 437 C31H64 000630-04-6 72

Abundance Scan 2352 (16.921 min): BP005539.D\data.ms (-2348) (-  m/z 57.10 100.00%
57.1

183.1 T
3L, ) 25 o
obr LTIy AL (3533 341140094627 5465 /7 7119 o1.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 T
17.00
m/z 43.10 67.79%
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
P
17.00
5000 ITI/Z 85.10 52.56%
1970
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129493: Eicosane T
57.0 17.00
m/z 41.10 51.87%
5000 WWNM$JWW\J\M\/WAWmMM
282.0
‘ 1270
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Pentadec-7-ene, 7-bromomethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.809 13.54 ng 287521 Chrysene-d12 21.203
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 83
3 2-Methyl-2-docosene 322 C23H46 1000131-16-9 78
4 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 78
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 60

Abundance Scan 3183 (21.809 min): BP005539.D\data.ms (-3180) (-  m/z 83.10 100.00%
5000 242.1
2150  22.00
0kl Ihllﬂ i‘l\\u‘.n‘.n‘\\ n‘hh‘uh‘m‘wHLm m’ﬂ mh. " ‘\% Jﬁ .‘2\‘#‘2‘2‘ ‘0‘4}‘8% ‘2‘5“‘1‘0“‘5 m/z 69.10 93.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146257: Pentadec-7-ene, 7-bromomethyl-
41.0
7.0
5000 — —
21.50 22.00
‘ m/z 55.10  92.39%
153.0 223.0
O\\ “H“‘”\WH‘AHVIWJ302.0’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43.0
— ——
21.50 22.00
5000 m/z 97.10 89.81%
1.0
o |11, 167.0224.0283.0 490.0
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163021: 2-Methyl-2-docosene — —
69.0 21.50 22.00
m/z 43.10 80.37%
5000
322.0
125.0
0 J‘J’HFH 181.0 2660 I
e e e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.762 31.23 ng 546989 Perylene-di2 23.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 72
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 46
3 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 25
4 Stigmastan-7-one 414 C29H500 ©055331-88-9 11
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 10
Abundance Scan 4025 (26.762 min): BP005539.D\data.ms (-4020) (-  m/z 43.10 100.00%
43.1
5000
ws0 % 3033
381.4 — —
26.50 27.00
okt mm‘ HEL TN /2 s57.10 60.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol
43.0
5000 2650  27.00
107.0 ! !
4140 m/z 41.10  44.59%
g 250 220
O TT “‘ \“\H\“‘ l\“\“”\“\”““\‘ MHHJH ‘“ h\ I‘\\\ ‘\ \m\ T ‘\"\ J} T ‘l\ T \\ \‘% \ TTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
—— —
26.50 27.00
5000 ITI/Z 213.20 43.35%
414.0
’ 213.0 303.0
oJ\\MHNMum VR —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217405: 22,26-Oxido-4,17-cholestadien-3.beta.,16.alph: P ——
43.0 26.50 27.00
m/z 55.10 40.21%
179.0
5000 107.0 414.0
0 - h‘\ . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5539.D

Acqg On : 14 May 2021 02:13
Operator : CG/JU

Sample : M2372-07 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl11.163 11.163 3.6 ng 24506 2 10.480 135452 20.0
unknownl11.563 11.563 5.0 ng 34162 2 10.480 135452 20.0
unknown11.957 11.957 7.6 ng 51438 2 10.480 135452 20.0
unknownl12.216 12.216 6.2 ng 41959 2 10.480 135452 20.0
Methyl ethyl cy... 12.763 3.9 ng 63075 3 14.345 326046 20.0
unknownl13.104 13.104 6.1 ng 99014 3 14.345 326046 20.0
1-Indolinecarbo... 13.751 13.6 ng 221328 3 14.345 326046 20.0
Silane, chlorod... 13.869 9.5 ng 154829 3 14.345 326046 20.0
unknownl14.069 14.069 15.5 ng 253041 3 14.345 326046 20.0
unknownl14.163 14.163 30.4 ng 495019 3 14.345 326046 20.0
1-Cyclododecano... 14.233 7.1 ng 116056 3 14.345 326046 20.0
unknownl4.868 14.868 8.9 ng 145685 3 14.345 326046 20.0
1H-Indene, octa... 14.992 24.2 ng 394918 3 14.345 326046 20.0
Decahydro-4,4,8... 15.051 13.6 ng 222080 3 14.345 326046 20.0
unknown15.127 15.127 40.0 ng 652286 3 14.345 326046 20.0
Naphthalene, 1,... 15.392 12.5 ng 203251 3 14.345 326046 20.0
Tetradecane, 4-... 16.086 36.9 ng 1064040 4 17.110 577537 20.0
Heneicosane 16.921 22.0 ng 636261 4 17.110 577537 20.0
Pentadec-7-ene,... 21.809 13.5 ng 287521 5 21.203 424803 20.0
.beta.-Sitosterol 26.762 31.2 ng 546989 6 23.515 350343 20.0
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