LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample : M3792-03 2X

Misc :

ALS Vvial : 16 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©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@7143.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.469 398 405 419 rBV 1747112 2645125 43.37% 4.374%
2 7.057 666 675 689 rBV 1599901 2686221 44.05% 4.442%
3 7.893 807 817 824 rBV 1256312 2007909 32.92% 3.320%
4 9.051 1006 1014 1022 rBV 1013594 1689781 27.71% 2.794%
5 10.469 1249 1255 1267 rBV 623447 1100081 18.04% 1.819%
6 10.693 1285 1293 1302 rVB 1646177 2844433 46.64% 4.703%
7 12.422 1583 1587 1592 rBV 127079 228614 3.75% 0.378%
8 12.892 1662 1667 1672 rBV7 158565 357640 5.86% 0.591%
9 12.969 1675 1680 1685 rVV2 344464 608147 9.97% 1.006%
10 13.069 1693 1697 1701 rVB 393618 541429 8.88% 0.895%
11 13.145 1702 1710 1719 rBV 2922170 4804991 78.79% 945%

12 13.310 1734 1738 1741 rBV2 500287 825525 13.54%
13 13.792 1817 1820 1824 rBV4 359872 484622  7.95%
14 13.945 1842 1846 1851 rBV 1482855 1946281 31.91%
15 14.010 1854 1857 1861 rVV 1040392 1403528 23.01%

N WO RN
(o]
[
=
R

16 14.057 1861 1865 1874 rVV3 1111912 2117181 34.72%
17 14.175 1882 1885 1889 rBv4 490894 751637 12.32%
18 14.263 1896 1900 1907 rBV5 1086625 2660440 43.62%

WNPpPRW
w
O
O
B

19 14.357 1912 1916 1922 rVB2 2610595 4329327 70.99% 159%
20 14.492 1935 1939 1941 rBV 1381446 2112261 34.64% 493%
21 14.522 1941 1944 1954 rVB2 2649601 4666521 76.52% 7.716%
22 15.316 2076 2079 2083 rVB 2767901 3320118 54.44% 5.490%
23 19.833 2845 2847 2857 rVB 4014535 5709046 93.61%  9.440%

24 21.363 3104 3107 3122 rVB 3576235 6098603 100.00% 10.084%
25 23.774 3512 3517 3524 rVB2 2235116 4538381 74.42% 7.504%

Sum of corrected areas: 60477842
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP0O07143.D\data.ms
1.6e+07

1.4e+07
1.2e+07
le+07
8000000
6000000
4000000

2000000 5.469 7.057 7893 0.051 10.693
/\ : 10.469

O \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BP0O07143.D\data.ms
1.6e+07

19.833

1.4e+07
1.2e+07

le+07
8000000
6000000 14,522 k
4000000 , 5 o

13195 1paampen

2000000 43310 37T
12.422 13B3R7)

R e e T T T T e e e

Time--> 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
Abundance TIC: BP0O07143.D\data.ms
1.6e+07

1.4e+07

1.2e+07 21.363

le+07

8000000

6000000 23.774

4000000

2000000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ 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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.469 7.73 ng 1100080 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1255 (10.469 min): BP007143.D\data.ms (-1249) (- m/z 57.10 100.00%
57.1

5000
==
J | g310 ‘ 10.50
ol ABLLASED 221228193418  431.2489.3547. ., 45 95  86.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T 7
10.50
m/z 41.10 31.77%
O‘\\U‘l\‘u\““\‘uVl\\\?’?\.‘()\\\\’\\\\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 m/z 75.00 21.50%
‘ J 132.0
o‘HUMWLML‘%‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_

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

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- ‘
45.0 10.50

m/z 56.05 15.65%

5000

OLHM%190

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl12.969 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.969 2.61 ng 608147  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 22
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
3 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 22
4 Zinc, bis[2,2-dimethyl-3-(2-meth... 310 C18H30Zn 074842-24-3 22
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 18

Abundance Scan 1680 (12.969 min): BP007143.D\data.ms (-1675) (- m/z 81.10 100.00%

81.1
179.2
5000
——
H ‘ . 13.00
O‘HHM U AL 2517 3419 411.4 488.8548! ./, 179 26 80.99%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6705: Cyclohexene, 3-ethyl-
81.0
5000 T
13.00
‘ m/z 69.10 54.04%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6727: Cyclohexane, ethylidene-
81.0
——
13.00
5000 ITI/Z 109.10 52.14%
OMJ’\,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #6577 2,4-Heptadienal, (E,E)- —
81.0 13.00
m/z 123.10  51.80%
- MjuxmeJbe“/\\wﬁvﬁﬁ
st il .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.32 ng 541429  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68

Abundance Scan 1697 (13.069 min): BP007143.D\data.ms (-1693) (-~ m/z 57.10 100.00%

57.1
5000
RN T
127.1 13.00
o kb LLL 3971 3053 40114656 S545& .., 7119  92.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 — :
13.00
m/z 43.10 48.75%
127.0
O\\J\‘\‘\J\‘\J\”‘\A\‘\\\‘\]-\8\4\..‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
RN T
13.00
5000 ITI/Z 85.10 39.81%
ol SRS 2u0 260
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 13.00
m/z 41.10 27.71%
5000 WNAA/Af¢AﬁA/hJMI\JAWW
01}_1;,?7-0197.0‘ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.310 3.54 ng 825525  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 58
3 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 38
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38
5 1-Anthracenamine 193 C14H11N 000610-49-1 30

Abundance Scan 1738 (13.310 min): BP007143.D\data.ms (-1734) (- m/z 193.20 100.00%

193.2
123.1
5000 55.1
= —r—
l ‘ ’ | 13.00 13.50
bl Ll ]| 2598 3272 400.5450.0517.5 /7 123,16 47.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 — —
55, 13.00 13.50
m/z 55.10 39.05%
O \\\“\‘L“L\“‘j‘\“\\‘\\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
— —r—
13.00 13.50
5000/ 55.0 m/z 69.10 38.59%
ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67582: benzoxazole, 5,6-dimethoxy-2-methyl- — —
193.0 13.00 13.50
m/z 95.10 35.06%
5000
109.0
39. 1
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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown13.792 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.792 2.08 ng 484622  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Methylcyclohexanol, pent... 260 C10H13F502 1000364-13-4 38
2 4,5-Nonadiene 124 CO9H16 000821-74-9 38
3 Cyclohexene, 1-isopentyl- 152 C11H20 003983-04-8 35
4 cyclohexane, 1,1'-[1,2-ethenediy... 192 Cl14H24 1000400-26-4 30
5 1,1'-Bicyclohexyl, 2-methyl-, tr... 180 C13H24 050991-09-8 30
Abundance Scan 1820 (13.792 min): BPO07143.D\data.ms (-1817) (- m/z 81.10 100.00%
81.1
5000
192.2
— —
Ml N y ss.10 o1
OW‘M L 252.8 3279 400.9 4752 549. . 55 19 91.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147381: trans-2-Methylcyclohexanol, pentafluoropropior

81.0
5000 T ——
13.50 14.00
m/z 97.10  89.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12129: 4,5-Nonadiene
67.0
— —
13.50 14.00
5000 m/z 96.10  87.55%
AR LT —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29492: Cyclohexene, 1-isopentyl- T —
96.0 13.50 14.00
m/z 95.10 68.60%
5000
OJJ"“““ e e
m/z--> 0 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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl3.945 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.945 8.34 ng 1946280  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 38
5 Iminostilbene 193 C14H11N 000256-96-2 35

Abundance Scan 1846 (13.945 min): BP007143.D\data.ms (-1842) (- m/z 193.20 100.00%
198.2

5000 691

=

14.00
H‘ AJJ ﬂv m Ly 280833884011 4838549. sz 69.10  37.71%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0

¢

O

123.0

5000 T T
55, 14.00

m/z 123.10 36.15%
‘H \ \l ‘ ‘ |

‘\H\’\rr\‘1!\\[\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

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

o

.

14.00
5000/ 55.0 m/z 83.10 30.09%

b d uh HJ g

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

Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine, T
193.0 14.00

o

é

42.0 m/z 109.10  29.16%
5000
}080
O‘M‘,‘J““"N““‘“H““‘hu_H‘_HWm‘mmm‘mWHW —
m/z--> 0 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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,6,10-Trimethyltridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.010 6.02 ng 1403530  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 91
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 81
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Undecane 156 C11H24 001120-21-4 80
5 Decane, 5-propyl- 184 C13H28 017312-62-8 58

Abundance Scan 1857 (14.010 min): BP007143.D\data.ms (-1854) (- m/z 57.10 100.00%
57.1

5000 W\N
T \
J 141.1 14.00
obdddlll, ], 2112 2828 35724162 5267 ./, 7119 91.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 e
14.00
m/z 43.10 66.05%
‘ ﬂ410
O\\“\%“\ \‘\A‘J\I\J‘l\\\1\‘2\2\6\-\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107223: Tridecane, 5-propyl-
57.0
T \
14.00
5000 m/z 85.10 46.79%
AP
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193300: Dodecane, 1-iodo- ——
57.0 14.00
m/z 41.10  28.50%
. M
155.0
oL S—
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,6-Di-tert-butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.657 9.07ng 2117180  Acenaphthene-d1e 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6-Di-tert-butyl-4-hydroxy-4-me... 236 C15H2402 010396-80-2 70
ecahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
5-Octadiene, 4,5-diethyl-3,6-d... 194 C14H26 061233-79-2 42
Aminophenanthrene 193 C14H11N 003366-65-2 38
-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 38

uih wnN PR
wNwWwWoN
1.

Abundance Scan 1865 (14.057 min): BP007143.D\data.ms (-1861) (- m/z 165.10 100.00%

165.1
57.1
5000
| 1B e
0 Wil |f35 220383500 4613 5460 1/, 103,00  88.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118681: 2,6-Di-tert-butyl-4-hydroxy-4-methylcyclohexa-:
57.0 165.0
5000 .
14.00
m/z 57.10 77.32%
236.0
O \J‘\ ‘T ‘dl\m\ m"ﬂl“ﬂ“‘\‘hj‘ \‘l‘l\ \F‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0 ‘l4i00‘ |
5000 ITI/Z 55.10 63.90%
55. ’
0 MM}JW ‘u‘w‘w"""""""H_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69417: 3,5-Octadiene, 4,5-diethyl-3,6-dimethyl- —— ‘
41.0 109.0 14.00
m/z 41.10 57.99%
5000
” 194.0
0 ‘ .\\MJ Mm"""""""H_WW_MW_ -
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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl14.175 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.175 3.22 ng 751637  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 41
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 35
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 30
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 000547-60-4 30
5 1,4-Methanonaphthalene, 6,7-diet... 206 C15H26 016539-02-9 25

Abundance Scan 1885 (14.175 min): BP007143.D\data.ms (-1882) (- m/z 55.10 100.00%

55.1
207.2
5000
P e
‘ . 14.00 14.50
or- ALK 266.9 34194010 486.0542f ./, 97 15  99.p8%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
97.0
5000 — e
14.00 14.50
P7.
m/z 69.10 93.65%
O‘[JIHMUJ\HJZS#O”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #87664: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
P e
14.00 14.50
5000 ITI/Z 83.10 87.91%
‘ 167.0
TN
ok
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #101994: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- —— ——
69.0 14.00 14.50
m/z 41.05 86.61%
5000 W
137.0
LTS 2220
Ob e e ST —r —r
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092321\
Data File : BP@@7143.D

Acqg On : 24 Sep 2021 01:35

Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.263 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.263 11.40 ng 2660440  Acenaphthene-die 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28
2 Neopentylidenecyclohexane 152 C11H20
3 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si

080655-44-3 64
039546-80-0 43
085136-08-9 42
1000363-79-1 25

5 Silane, chlorodiethyl(2-methylpe... 222 C1@H23C1l0Si 1000363-12-7 25

Abundance Scan 1900 (14.263 min): BP007143.D\data.ms (-1896) (- m/z 193.20 100.00%

69.1 198.2

5000

1400 1450
. l’f Al MM u M | 28013418 4492 5374 ... 69 19  89.08%

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

o

198.0
123.0
5000 — e
55.0 14.00 14.50
m/z 109.10  84.43%
O‘\\\\“\““f‘\“‘!‘\‘\‘\‘\\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29491: Neopentylidenecyclohexane
69.0
e o
14.00 14.50
5000 137.0 m/z 95.10 79.44%
Omn ‘{“ HM ,
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
m/z 55.10 69.09%
5000
0l — —
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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl14.357 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.357 18.55 ng 4329330  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58
2 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1010162-56-0 47
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 40
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
5 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 27

Abundance Scan 1916 (14.357 min): BP007143.D\data.ms (-1912) (- m/z 193.20 100.00%

198.2
5000
} ‘ 14 00 1450
ol ‘ il ““‘“‘u Ahia Ly 2810 3739 484.8544%  nm/z 97.10  52.35%
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 69.10  48.59%
O\\\\“\‘T“L\“‘Jf“\‘\‘L\\‘1\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68039: 9-Borabicyclo[3.3.1]Jnonane, 9-[3-(methylamino)y
193.0
84.0 — —
14.00 14.50
5000 ITI/Z 109.10 42.24%
o l‘#m}”\m,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100843: Silane, chlorodiethylhexyloxy- “ —
193.0 14.00 14.50
109.0 m/z 55.10 38.72%
5000
OJhL'*“‘ — —
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\BP©92321\
Data File : BP0O@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample ¢ M3792-03 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.316 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.316 14.23 ng 3320120  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47
2 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
3 4-Nitrophenyl bicyclo[4.1.0]hept... 261 C14H15NO4 328938-65-4 47
4 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 46
5 trans-2-(1-Hydroxycyclohexyl)- furan 166 C10H1402 115754-87-5 43

Abundance Scan 2079 (15.316 min): BP007143.D\data.ms (-2076) (- m/z 123.10 100.00%

123.1
5000
207.2
55. T U
\ ‘ } | ‘ 15.00 15.50
bbb Ll 1) 280.9342.2399.1456.2516.0  p/7 109.10  36.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41427: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
128.0
5000 — —
55.0 15.00 15.50
\ m/z 207.20 33.88%
O \\\”‘\\\H\\\"‘\\\k‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #259871: 4-Fluorobenzoic acid, 5-pentadecyl ester
1238.0
— —r
15.00 15.50
5000 m/z 95.10  30.58%
41.0
s
0\\qhMmﬂwww\H‘H\W\H\M\H_\H‘H\w\u\_u\_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149196: 4-Nitrophenyl bicyclo[4.1.0]heptane-7-carboxyl: P ——
123.0 15.00 15.50
m/z 69.10 30.02%
55.0
5000
O‘MJ\HﬂZﬂO I
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@92321\
Data File : BP0@7143.D

Acqg On : 24 Sep 2021 01:35
Operator : CG/JU

Sample : M3792-03 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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|
Ethanol, 2-(2-b... 10.469 7.7 ng 1100080 2 10.693 2844430 20.0
unknownl12.969 12.969 2.6 ng 608147 3 14.522 4666520 20.0
Dodecane, 2,6,1... 13.069 2.3 ng 541429 3 14.522 4666520 20.0
Decahydro-1,1,4... 13.310 3.5 ng 825525 3 14.522 4666520 20.0
unknown13.792 13.792 2.1 ng 484622 3 14.522 4666520 20.0
unknown13.945 13.945 8.3 ng 1946280 3 14.522 4666520 20.0
2,6,10-Trimethy... 14.010 6.0 ng 1403530 3 14.522 4666520 20.0
2,6-Di-tert-but... 14.057 9.1 ng 2117180 3 14.522 4666520 20.0
unknown14.175 14.175 3.2 ng 751637 3 14.522 4666520 20.0
unknownl14.263 14.263 11.4 ng 2660440 3 14.522 4666520 20.0
unknown14.357 14.357 18.6 ng 4329330 3 14.522 4666520 20.0
unknown15.316 15.316 14.2 ng 3320120 3 14.522 4666520 20.0

8270E-BP092121.M Fri Sep 24 12:19:22 2021
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