LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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@@5530.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 366 373 389 rBV 269245 391807 26.79% 5.673%
2 6.887 638 646 662 rBvV 229898 385472 26.36% 5.581%
3 7.687 775 782 790 rBV 80707 124049 8.48% 1.796%
4 8.857 971 981 988 rBV 158639 273079 18.67%  3.954%
5 10.475 1249 1256 1264 rBV 88301 152470 10.43%  2.208%
6 12.757 1640 1644 1650 rVB6 13302 19364 1.32% ©0.280%
7 12.957 1667 1678 1686 rBV 547586 775389 53.02% 11.227%
8 13.098 1698 1702 1710 rBvV2 31264 50633 3.46% 0.733%
9 13.745 1807 1812 1816 rBV 52376 77829 5.32% 1.127%
10 13.810 1818 1823 1828 rVV2 52818 94015 6.43% 1.361%
11 13.863 1828 1832 1841 rVB8 28408 62349 4.26% ©0.903%
12 13.975 1848 1851 1856 rBV6 15244 25906 1.77% 0.375%
13 14.063 1862 1866 1871 rBv4 41187 64472 4.41% 0.933%
14 14.116 1872 1875 1877 rVV3 28522 33536 2.29% 0.486%
15 14.151 1877 1881 1888 rVB2 90820 142706 9.76%  2.066%
16 14.234 1890 1895 1898 rBV6 29142 54792 3.75% 0.793%
17 14.287 1900 1904 1908 rVV3 48731 84143 5.75% 1.218%
18 14.340 1908 1913 1920 rVB 176929 268507 18.36%  3.888%
19 14.863 1999 2002 2007 rVB4 47682 62158 4.25% 0.900%
20 14.987 2015 2023 2029 rBV9 50561 116371 7.96% 1.685%

21 15.051 2029 2034 2040 rBV9 48535 120580 8.25% 1.746%
22 15.116 2041 2045 2050 rBV2 144392 209117 14.30%  3.028%
23 15.839 2164 2168 2174 rBV 621801 810287 55.41% 11.732%
24 17.098 2379 2382 2388 rBV 309223 494398 33.81% 7.158%
25 19.669 2815 2819 2828 rVB 1168973 1462372 100.00% 21.174%

26 21.192 3074 3078 3083 rBV 216863 280830 19.20% 4.066%
27 23.504 3465 3471 3477 rVB2 146746 269948 18.46%  3.909%

Sum of corrected areas: 6906579
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 May 2021 21:09
: CG/JU
: M2372-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
BP005530.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BP005530.D\data.ms

5.281 6.887

8.857
7.687 10.475

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005530.D\data.ms

19.669

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005530.D\data.ms

21.192

23.504

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@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.098 3.77 ng 50633  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 91
2 3H-3,10a-Methano-1,2-benzodioxoc... 226 C13H2203 095906-83-5 50
3 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 43
4 3-Phenylindole 193 C14H11N 001504-16-1 43
5 Iminostilbene 193 C14H11N 000256-96-2 43

Abundance Scan 1702 (13.098 min): BP005530.D\data.ms (-1698) (- m/z 193.15 100.00%
1

98.2
41.0
5000
123.1

HMH \ 298.1357.9 427.1491.4 oo 62 8o
e m/z 41.00 62.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0

5000

o

7 —
13.00 13.50

m/z 55.05 51.34%

| } \‘H ‘ \ |
‘\\\\‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82628: 3H-3,10a-Methano-1,2-benzodioxocin-3-ol, octal
69.0 193.0

55.

o

13!00 13f50
5000 m/z 81.05 39.59%
5.0
011 l‘lll‘.\. ”\HHAM‘J‘\ W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55500: 1H-Indole, 2-phenyl- —r— —
198.0 13.00 13.50

m/z 69.05 36.47%

5000
90.0

L4.0 Q.
O L e :

m/z--> 0 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@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 1H-Indene, octahydro-2,2,4,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.746 5.80 ng 77829  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
2 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 38
3 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 35
4 1,5-Hexadien-3-0l, 3-methyl-6-(m... 280 C17H280S 097369-78-3 33
5 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1000298-97-4 25

Abundance Scan 1812 (13.745 min): BP005530.D\data.ms (-1807) (- m/z 193.20 100.00%

198.2
50007 41.1
109.1 PUSS o
ALl
ol "HLM‘Hupuu‘h‘%§§?‘H?ﬁ?gw‘4ﬁ99‘ﬁ¥9§“ m/z 41.10  45.05%
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
69.0 198.0
5000 — —
13.50 14.00
m/z 69.10 38.37%
‘ ‘ ‘IN u\ 0
O\\\f‘\\\\‘\\\\‘\\1!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93052: 2-(1-Butyl-2-nitroallyl)cyclohexanone
198.0
41.0 T ‘ T T ‘ T
98.0 13.50 14.00
5000 ITI/Z 67.00 34.01%
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene e ——
1938.0 13.50 14.00
m/z 55.10 26.54%
123.0
5000
55.
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl3.863 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.863 4.64 ng 62349  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Phenanthrenamine 193 C14H11N 000947-73-9 42
2 2-Anthracenamine 193 C14H11N 000613-13-8 42
3 11,12-Dibromo-tetradecan-1-o0l ac... 412 C16H30Br202 1000130-78-5 32
4 2-Biphenylacetonitrile 193 C14H11N 019853-10-2 27
5 3-Phenylindole 193 C14H11N 001504-16-1 27
Abundance Scan 1832 (13.863 min): BP005530.D\data.ms (-1828) (- m/z 193.20 100.00%
193.2
41.1
5000 109.1
\
b m H 3410 13,50 14.00
ob UMM Li Ly 2056 34104039 s0as T 0 o5 1y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55491: 9-Phenanthrenamine
193.0
5000 — ——
13.50 14.00
82.0 m/z 43.10 50.71%
O \\\‘\‘}\‘IW“‘f\\l‘\‘l\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55480: 2-Anthracenamine
193.0
— ——
13.50 14.00
5000 m/z 109.05 48.97%
96.0
0 ‘3‘9“0"w‘m_”mwwm‘,"H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216255: 11,12-Dibromo-tetradecan-1-ol acetate P ——
3.0 13.50 14.00
m/z 67.00 47.83%
5000 109.0 193.0
} 253.0
ol 4\‘\33304140 R
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl4.063 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.063 4.80 ng 64472  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 45
2 Cyclohexanone, 2-(2-methylpropyl... 152 C1@H160 043108-69-6 38
3 Arsenous acid, tripropyl ester 252 C9H21As03 015606-91-4 38
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 35
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 35

Abundance Scan 1866 (14.063 min): BP005530.D\data.ms (-1862) (- m/z 193.15 100.00%

41.1 193.2
109.1
5000
L \
} ‘ ' 14.00
ob AN LLLLL, 296135554157 4908547\ 41 16 g9.a9%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55511: [1,1'-Biphenyl]-4-acetonitrile
198.0
5000 e :
14.00
82.0 m/z 55.10 74.08%
O \\‘\‘l\n\“\“\‘\‘\‘\\\‘L\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25227: Cyclohexanone, 2-(2-methylpropylidene)-
67.0
152.0 — !
14.00
5000 ITI/Z 69.05 69.69%
oLUALLL) W
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #104326: Arsenous acid, tripropyl ester —— ‘
193.0 14.00
m/z 67.05 63.31%
109.0
5000
43.0
IR Y T -
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl4.116 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.116 2.50 ng 33536  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazol-3-amine, 5-(1,3,5-... 207 C8H13N7 1000264-16-7 25
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 22
3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-79-1 16
4 Thieno[2,3-c]furan-3-carbonitril... 222 C11H14N20S 447412-24-0 14
5 1,2,4-Benznetricarboxylic acid, ... 224 C10OH806 1000257-89-4 14

Abundance Scan 1875 (14.116 min): BP005530.D\data.ms (-1872) (- m/z 207.20 100.00%

207.2
95.1
5000
—— —
14.00 14.50
0736 281.6 353.2 430.1 537.1 m/z 95.10 57.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67071: 1,2,4-Triazol-3-amine, 5-(1,3,5-trimethyl-4-pyraz
207.0
5000 e —
109.0 14.00 14.50
m/z 109.10 53.74%
42# \
0 \\{““H'N'I\“‘rrl\“\f\l\u‘ R NN R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
—— —
123.0 14.00 14.50
5000 ITI/Z 193.20 51.07%
55. }
0 ""M‘MJm‘wmw""""_‘H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78628: Silane, chlorodiethyl(2-methylpent-3-yloxy)- S —
109.0 198.0 14.00 14.50
m/z 69.00 50.00%
5000
43.0 ‘ 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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 2-Pentanone, 4-cyclohexylid... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.151 10.63 ng 142706  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 58
2 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 47
3 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 42
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 35
5 6-Methylphenanthridine 193 C14H11N 003955-65-5 32

Abundance Scan 1881 (14.151 min): BP005530.D\data.ms (-1877) (- m/z 193.15 100.00%

198.2 ' '
41.1
5000
109.1
Rk —
H H | 14.00 14.50
0br! H\‘ k. wwm b 280.0  369.14319 5343 /7 41.10  56.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 I — I —
14.00 14.50
HZ m/z 69.10  51.58%
O\\d\J ”TTth“\“J”ITV“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56377: Cyclododecanone, 2-methylene-
41.0
—r —
14.00 14.50
5000 ITI/Z 55.10 44 .20%
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93052: 2-(1-Butyl-2-nitroallyl)cyclohexanone P —
1938.0 14.00 14.50
410 g5 m/z 67.05 40.22%
- W\J\N\,\/\‘W
o\ e e
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl4.234 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.234 4.08 ng 54792  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclooctane 138 C10H18 019780-51-9 43
2 Spiro[2.3]hexane-1-carboxylic ac... 378 C18H23BrN202 330966-62-6 38
3 Cyclohexene, 1-nitro- 127 C6HINO2 002562-37-0 38
4 2-Hexyne, 6-iodo- 208 C6H9I 028077-74-9 38
5 1-Cyclohexene-1-methanol 112 C7H120 004845-04-9 35

Abundance Scan 1895 (14.234 min): BP005530.D\data.ms (-1890) (-  m/z 41.00 100.00%

410 1281
5000 193.3
e e
| m 2669 3702 4334 4964 14.00 14.50
0l ML ' 21334496, m/z 123.10  97.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16878: Ethylidenecyclooctane
67.0
5000 — e
14.00 14.50
re,s.o m/z 55.10 95.60%
ol ‘J\ L

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

Abundance #201351: Spiro[2.3]hexane-1-carboxylic acid, [[5-bromo-:
81.0

¥

—— ——
14.00 14.50
5000 m/z 81.10  88.36%

Ll 1“““&114?;0. 240.0 310 378.0

SR T

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

o

¥

Abundance #11763: Cyclohexene, 1-nitro- —— —
81.0 14.00 14.50
m/z 83.00 58.09%
o‘u‘Mwh A e e e e e — —
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 8 unknownl4.287 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.287 6.27 ng 84143  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecyne 250 C18H34 061886-64-4 43
2 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 42
3 1H-Indene, 5-decyloctahydro- 264 C19H36 055044-35-4 38
4 1-(Phenylsulfonyamino)-5-methyl-... 292 C13H16N402S 120675-04-9 38
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 27

Abundance Scan 1904 (14.287 min): BP005530.D\data.ms (-1900) (- m/z 123.10 100.00%

128.1 '
41.1
193.1
5000
—r— —
H]\ ”H | ‘ 266.8327.4  432.2  536.4 1400 1459
ok L kb il 26683274 4322 5364 |, g1 15 76.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102601: 3-Octadecyne
67.0
5000 — ——
14.00 14.50
m/z 41.10 76.84%
0 \‘ \Jnﬂ: ?’70 221.0
‘\\1[‘! f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #16893: 4,5-Nonadiene, 2-methyl-
67.0
— —
14.00 14.50
5000 ITI/Z 67.00 72.96%
L —— WWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114290: 1H-Indene, 5-decyloctahydro- 7 —
123.0 14.00 14.50
m/z 109.10 58.71%
41.0
5000
264.0
ob kbl aebo O
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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl4.863 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.863 4.63 ng 62158 Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-hexyltetradecyl)- 364 C26H52 004443-60-1 43
2 Cyclopentadecanone 224 C15H280 000502-72-7 35
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 25
4 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 25
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 18
Abundance Scan 2002 (14.863 min): BP005530.D\data.ms (-1999) (-  m/z 41.10 100.00%
41.1
133.0
5000
— ——
Mt
ol kbl i 902:9 369.0430.1489.0549.0 /7 43,10 82.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193382: Cyclohexane, (1-hexyltetradecyl)-
43.0
5000 — ——
14.50 15.00
m/z 55.10  78.95%
181 0 280.0
O‘\\\ ’\\‘\\J‘\\L\\\‘[\f\\‘\\\\‘\\4‘\‘153\4\.‘9\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81180: Cyclopentadecanone
55.0
— ——
14.50 15.00
5000 m/z 133.00 71.01%
25.0
‘ ‘ ‘ | ‘ 224.0
O‘H‘\ ,J \\‘“Hd'\‘“\\'k“;\“\\\‘\\\\\‘\u\,uH,HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83033: Tetradecane, 4-ethyl- — T
43.0 14.50 15.00
m/z 71.00 61.82%
o MAJWAWMNMVKMWWowMVMW
} J ‘ 3.0 197.0
O b e — ——
m/z--> 0 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\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl14.987 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.987 8.67 ng 116371  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 52
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 43
3 4-(3-Hydroxy-2,6,6-trimethylcycl... 222 C14H2202 097306-57-5 25
4 Spiro[2,4,5,6,7,7a-hexahydro-2-o0... 208 C12H1603 1000197-10-9 22
5 2-Isopropylidene-5-methylhex-4- enal 152 C10H160 003304-28-7 22
Abundance Scan 2023 (14.987 min): BP005530.D\data.ms (-2015) (-  m/z 193.20 100.00%
67.1 198.2
5000
——
e
o LA MEL 532 3404 417.2481.5548:  n/z 67.10  89.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylinaphthalene

198.0
123.0
5000 T
55.) 15.00
m/z 41.10  85.92%
O‘\\\\“\“‘f\“‘\l\‘\\[‘\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25430: Neopentylidenecyclohexane
69.0
P
15.00
5000 37.0 m/z 81.10 85.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79248: 4-(3-Hydroxy-2,6,6-trimethylcyclohex-1-enyl)pen P
43.0 128.0 15.00

m/z 69.05 85.05%

5000

207.0

0 \Hm hMMMﬁHHAL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 unknownl15.051 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.051 8.98 ng 120580  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 27
3 Iminostilbene 193 C14H11N 000256-96-2 14
4 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 12
5 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 11
Abundance Scan 2034 (15.051 min): BP005530.D\data.ms (-2029) (- 193.15 100.00%
69.0 193.2
5000
M li H } 52.9 429.0 1500
o LA J“““ 14529 323.1 4290 5222 69.05  85.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000
55, 15.00
m/z 41.10 81.91%
O \\\‘\}1“\\“‘!!‘\‘\“\\1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
T \
15.00
5000{ 55.0 m/z 67.05 73.77%
0 ““h“\%“l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55477: Iminostilbene T
198.0 15.00
m/z 55.10 61.10%
5000
olswo. S0 A -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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 12 Bicyclo[4.1.0]heptane-7-car... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.116 15.58 ng 209117  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 55
2 Magnesium, bis(acetylacetonate) 222 C1leH14Mgo4 068488-07-3 43
3 2-Cyclopenten-1-one, 3,4,5,5-tet... 138 C9H140 090611-02-2 38
4 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 38
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38
Abundance Scan 2045 (15.116 min): BP005530.D\data.ms (-2041) (-  m/z 123.05 100.00%
123.1
55.1
P o
1T o0 6047
b AL oL 2809 365.2 47075352 .., 5519  60.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiaz
1238.0
55.0
5000 —r— ——
15.00 15.50
‘ \ H 222.0 m/z 41.10 59.24%
O \\T“\l\\\‘”‘\\\J‘\\l\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78559: Magnesium, bis(acetylacetonate)
123.0
P o
207.0 15.00 15.50
5000 69.10 58.49%
43.0
0 "m“m‘w‘\"‘i‘”“‘ﬂ"wlw‘f'“‘iw"‘Wm‘mWm_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #17627: 2-Cyclopenten-1-one, 3,4,5,5-tetramethyl-
123.0 15 OO 15 50
81.10 50.86%
5000
41.0
O“mmmlll —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@51321\
Data File : BP0@5530.D

Acqg On : 13 May 2021 21:09
Operator : CG/JU

Sample : M2372-09

Misc :

ALS Vvial : 10 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|
Decahydro-4,4,8... 13.098 3.8 ng 50633 3 14.339 268507 20.0
1H-Indene, octa... 13.746 5.8 ng 77829 3 14.339 268507 20.0
unknown13.863 13.863 4.6 ng 62349 3 14.339 268507 20.0
unknownl14.063 14.063 4.8 ng 64472 3 14.339 268507 20.0
unknownl14.116 14.116 2.5 ng 33536 3 14.339 268507 20.0
2-Pentanone, 4-... 14.151 10.6 ng 142706 3 14.339 268507 20.0
unknownl14.234 14.234 4.1 ng 54792 3 14.339 268507 20.0
unknown14. 287 14.287 6.3 ng 84143 3 14.339 268507 20.0
unknownl14.863 14.863 4.6 ng 62158 3 14.339 268507 20.0
unknown14.987 14.987 8.7 ng 116371 3 14.339 268507 20.0
unknown15.051 15.051 9.0 ng 120580 3 14.339 268507 20.0
Bicyclo[4.1.0]h... 15.116 15.6 ng 209117 3 14.339 268507 20.0
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