LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@11521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@4585.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.399 369 376 389 rBV 2131230 3318499 40.95% 5.036%
2 6.981 636 645 662 rBV 2056157 3455876 42.64% 5.244%
3 7.805 777 785 791 rBV 639447 1030233 12.71% 1.563%
4 7.869 791 796 815 rVV 1181411 2158803 26.64% 3.276%
5 8.963 975 982 992 rBV 1337193 2248147 27.74% 3.411%
6 10.599 1250 1260 1270 rBV 845888 1565816 19.32% 2.376%
7 11.634 1432 1436 1444 rBV6 76715 245941 3.03% 0.373%
8 12.346 1552 1557 1562 rBV3 96970 187890 2.32% 0.285%
9 12.404 1563 1567 1575 rVW4 83643 206930 2.55% 0.314%
10 12.887 1646 1649 1654 rVB2 189770 253302 3.13% 0.384%

11 12.993 1664 1667 1671 rVB 215454 292974  3.62%
12 13.075 1672 1681 1690 rVV 3802668 6284425 77.54%
13 13.234 1704 1708 1711 rBV2 295713 422938 5.22%
14 13.728 1788 1792 1796 rBV6 347990 573075 7.07%
15 13.875 1813 1817 1821 rBV 1009671 1395267 17.22%

NOO® UV
o)
N
N
R

16 13.945 1825 1829 1832 rVV2 574757 761299  9.39%
17 14.110 1854 1857 1861 rVB3 434657 565146 6.97%
18 14.198 1868 1872 1876 rBV5 554911 1108231 13.67%
19 14.287 1883 1887 1894 rVB2 1613435 2739468 33.80%
20 14.363 1895 1900 1905 rBV4 635857 1303820 16.09%

PR OR
o
00
N
R

21 14.428 1906 1911 1913 rBv4 1031329 1791658 22.11%
22 14.457 1913 1916 1924 rVB3 1485602 2494597 30.78%
23 14.987 2003 2006 2014 rVB4 968015 1442152 17.80%
24 15.251 2047 2051 2056 rBV2 1611445 2367976 29.22%
25 15.734 2129 2133 2139 rVB 2054776 3351424 41.35%

utTwiNhwWwWN
=
o]
o]
B

26 15.963 2168 2172 2177 rVB 2495666 3922057 48.40% 5.952%
27 16.216 2212 2215 2220 rVB 4145459 6048699 74.64%  9.179%
28 17.045 2352 2356 2364 rVB 4617016 8104246 100.00% 12.298%
29 19.792 2820 2823 2833 rVB 4506085 6258591 77.23%  9.497%

Sum of corrected areas: 65899480
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP004585.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.869 41.91 ng 2158800 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45
Abundance Scan 796 (7.869 min): BP004585.D\data.ms (-791) (-) m/z 57.10 100.00%
57.1

—

5000
 EBRREEES RN
{ ‘ 7.60 7.80 8.00 8.20
ob ALl 200 21392731 3488 42204813534 /) 415 33.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13667: 1-Hexanol, 2-ethyl-
57.0
5000 LB L L R I B R B
7.60 7.80 8.00 8.20
m/z 43.05 27.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13668: 2-Propyl-1-pentano
57.0
TR T
7.60 7.80 8.00 8.20
5000 m/z 55.05 25.90%
o”““J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether R RN RN
57.0 7.60 7.80 8.00 8.20
m/z 70.05 22.91%
5000 /\\
o“”mL'O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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.634

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.634 3.14 ng 245941 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
4 Decane, 5,6-dipropyl- 226 Cl6H34
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S

Abundance Scan 1436 (11.634 min): BP004585.D\data.ms (-1432) (-

1000309-19-2 49
1000309-19-3 47
000638-36-8 45
119209-20-0 43
1000309-13-0 38

m/z 57.10 100.00%

57.1
5000
149.0 — —
m H 11.50 12.00
ol wwmm 1.222.9279.0336.9 4140 483.1546( /7 71 18  95.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 — —
11.50 12.00
m/z 43.10 57.21%
OJ’thT.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #172311: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
—— —
11.50 12.00
5000 m/z 91.68  52.52%
i pao
o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 11.50 12.00
m/z 41.05 36.03%
5000 M
oo ane I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl2.345 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.345 2.40 ng 187890 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-heptanoyl-3-meth... 236 C16H280 1000157-26-0 47
2 Cyclopentanone, 2-(2-nitro-2-hep... 225 C12H19NO3 104313-57-7 32
3 10H-Acridin-9-one, 10-(3,4-dieth... 373 C24H23NO3 1000302-73-5 25
4 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 22
5 2,4-Dimethoxyphenyl isocyanate 179 C9H9NO3 084370-87-6 18
Abundance Scan 1557 (12.345 min): BP004585.D\data.ms (-1552) (- m/z 179.15 100.00%
179.2
109.1
5000
41.
o P
H ” \ ‘ 12.00 12.50
o b bbbl i d . 2821 3710 4528 5330 ;169,19 56.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90911: Cyclopropane, 1-heptanoyl-3-methylene-2-penty
179.0
5000 — —
43.0 109.0 12.00 12.50
m/z 69.10 50.65%
O WJhALhHHJJ{ \\‘\2\3)\6\‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81734: Cyclopentanone, 2-(2-nitro-2-heptenyl)-
950 179.0
P P
12.00 12.50
5000 m/z 95.10 47.20%
0 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198841: 10H-Acridin-9-one, 10-(3,4-diethoxybenzyl)- — —
179.0 12.00 12.50
m/z 123.10 41.53%
5000
77.0
0 | \\ O T O A 241.0 316'037\3.0
e e e e e e P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 1,1'-Bicyclohexyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.64 ng 206930 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 76
2 Glutaric acid, di(trans-hex-3-en... 296 C17H2804 1000359-93-8 64
3 Cyclohexene,3-cyclohexyl- 164 C12H20 001808-09-9 62
4 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 58
5 Glutaric acid, di(cis-hex-3-enyl... 296 C17H2804 1000359-97-9 50

Abundance Scan 1567 (12.404 min): BP0O04585.D\data.ms (-1563) (-  m/z 82.05 100.00%
82.0

.

5000
166.1
‘ { 12.50
O bbbkl bl |4y 223.82626340.8398.8 5061 ./, g3.10 59.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35158: 1,1'-Bicyclohexyl
82.0
5000 T
12.50
166.0 m/z 67.60  54.13%
15. ’
O‘\\\p‘\‘\W‘\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141069: Glutaric acid, di(trans-hex-3-enyl) ester

:

82.0
12.50
5000 m/z 55.10 50.87%
Al Lo
0 M e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33746: Cyclohexene,3-cyclohexyl- 7
82.0 12.50
m/z 41.10 27.87%
5000
164.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl2.887 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.887 2.03 ng 253302  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 35
2 Undec-10-ynoic acid 182 C11H1802 002777-65-3 30
3 Cyclopropane, 1,1-dibromo-2-hexyl- 282 C9H16Br2 041848-90-2 27
4 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 27
5 Imidazolo[1,2-a]pyrimidine-2,5(1... 179 C8H9N302 053854-19-6 22

Abundance Scan 1649 (12.887 min): BP004585.D\data.ms (-1646) (- m/z 81.10 100.00%

81.1 179.2
5000
P P
} J 12.50 13.00
oww mk UL 2517 3294 41744756 548 ./, 179 20  87.84%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #5958: Cyclohexane, ethylidene-
81.0
5000 — —
12.50 13.00
m/z 69.10 57.92%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #46969: Undec-10-ynoic acid
81.0
P P
12.50 13.00
5000 m/z 123.10  55.99%
oLsHhM.ﬂ..
m/z--> 0 lOO 150 200 250 300 350 400 450 500 550
Abundance #129611:Cyd0propane,ljsdmromo—ZhexyL — —
81.0 12.50 13.00
m/z 110.10 52.38%
o W
OHJJWJ%%MO R
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\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 Nonane, 3,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.993 2.35 ng 292974  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 58
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 52

Abundance Scan 1667 (12.993 min): BP004585.D\data.ms (-1664) (-  m/z 71.10 100.00%
711

1.
5000
P
131.1 13.00
oAb LLLLL 2901 28103409 4222 4910848 [/, 57 19 o3.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
5000 L
13.00
m/z 43.10 47 .30%
‘ 127.0
O\\‘\\\‘\‘\‘\‘\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
P
13.00
5000 ITI/Z 85.10 42.46%
127.0
ol P ea0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178298: Bacchotricuneatin ¢ “
71.0 13.00
m/z 41.10 29.59%
5000 W
2.0
o |l 02480 3420
e T A ARAN AR R R o P
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\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.234 3.39 ng 422938  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 89
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 70
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
4 1-Anthracenamine 193 C14H11N 000610-49-1 35
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 30

Abundance Scan 1708 (13.234 min): BP0O04585.D\data.ms (-1704) (- m/z 193.20 100.00%

193.2
5000 123.1
55.
= —
\ h ’ ‘ 13.00 13.50
ol !‘L ; Qn Lddady 290185174151 5182 n/7 123.10  44.95%
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 — e
55. 13.00 13.50
’ m/z 95.10 37.77%
O\\\\“\‘T“L\“‘Jf“\‘\‘L\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
—r —
13.00 13.50
5000] 55.0 m/z 69.10 35.55%
0 ”‘MEHK,,, M
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 — —
193.0 13.00 13.50
69.0
m/z 109.10 34.08%
5000 W
OWIM.O“‘ I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BPO11221.M Mon Jan 18 14:41:47 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 (1,4-Dimethylpent-2-enyl)be... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.728 4.59 ng 573075  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 96
2 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 93
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 68
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 38
5 2-Naphthalenol, 3-methoxy- 174 C11H1002 018515-11-2 38

Abundance Scan 1792 (13.728 min): BP004585.D\data.ms (-1788) (- m/z 131.00 100.00%
13[1.0

%

5000
55.1 2.2
”‘H ‘\ “ “ 13.50 14.00
ol i “‘x_ﬁ WLLL. 2810 35414152 4970 ./, 174,10 87.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131.0
5000 e —
13.50 14.00
m/z 118.05 79.40%
1.0
O‘\\h\miw\‘“\lh\ll\[hfiLJ\“‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131.0
— —
13.50 14.00
5000 m/z 105.05  71.29%
39.0
OHWHLJ““’J“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41143: 1-Methyl-2-cyclohexylbenzene T —
174.0 13.50 14.00
m/z 91.00 55.38%
5000 105,0 vvvvﬂ«wmjkﬂﬁvﬂﬁ/kﬁ
41'0\H |
O et e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BPO11221.M Mon Jan 18 14:41:48 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl13.875 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.875 11.19 ng 1395270  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 47
2 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 38
3 3,4-Diethoxy-N-(4,5,6,7-tetrahyd... 346 C18H22N203S 1000311-37-1 32
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 30
5 2-(1-Butyl-2-nitroallyl)cyclohex... 239 C13H21NO3 1000192-05-9 28

Abundance Scan 1817 (13.875 min): BP004585.D\data.ms (-1813) (- m/z 193.20 100.00%

198.2
5000
123.1
41.1 T I —
{‘ }”h‘l J 13.50 14.00
ol Ly 28093412 444.7503.9  m/z 123.18  34.14%
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 — —
13.50 14.00
m/z 69.10 32.80%
O l\f"ll‘\““\‘l-‘o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146306: S-Phenyl 5-(phenylthio)pentanethioate
193.0
— —r
13.50 14.00
5000 m/z 83.10 27.87%
123.0
55.0 ‘ l
oLt bt d 220
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181077: 3,4-Diethoxy-N-(4,5,6,7-tetrahydrobenzothiazol P P
193.0 13.50 14.00
m/z 109.10 27.26%
5000
109.
51.0 ‘
8T 1 1 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BPO11221.M Mon Jan 18 14:41:49 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.945 6.10 ng 761299  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 89
2 Dodecane 170 C12H26 000112-40-3 64
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
4 Hexadecane 226 C16H34 000544-76-3 52
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 49

Abundance Scan 1829 (13.945 min): BP004585.D\data.ms (-1825) (-  m/z 71.10 100.00%

1.1
5000 159.1
——
'H 265.9 . 14.00
bbbl d 1, 265932603801 4834543L ., 5719  95.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48833: Tridecane
57.0
5000 T T
14.00
m/z 43.10 66.00%
O‘\\\ "WJ!‘J\I‘].\E?'fc‘):\I-\B\f.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38317: Dodecane
57.0
——
14.00
5000 ITI/Z 85.10 52.37%
‘ 170.0
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48846: Dodecane, 4-methyl- T
43.0 14.00
m/z 159.10 49.71%
5000
141.0
o_ﬂ“ ,}‘Mw”lww‘m"HwH_Wwwwm_ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BPO11221.M Mon Jan 18 14:41:49 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.110 4.53 ng 565146  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
2 N-[4-(Ethyl-methyl-amino)-phenyl... 192 C11H16N20 099981-45-0 38
3 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 30
4 Thiocoumarin, 4,4,6,8-tetramethyl- 220 C13H160S 1000128-90-3 27
5 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 25

Abundance Scan 1857 (14.110 min): BP0O04585.D\data.ms (-1854) (- m/z 177.10 100.00%

177.1
55.1
5000
H H M 14.00 14.50
0l l H,lmi,wH?‘lmw‘349‘%40&7‘6“”49?‘2‘”_ n/z 55.10  55.63%

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

Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0

41.0

é

5000
14.00 14.50

m/z 97.10 52.68%

J‘ H il ?m .H. i h}

‘Hrr HH‘\\H’\! WHH‘\H\‘HH‘\H\‘HH‘HH“\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54337: N-[4-(Ethyl-methyl-amino)-phenyl]-acetamide

L

o

177.0
14.00 14.50
5000 ITI/Z 41.10 52.43%
119.
43.0 | \
Ol et b Ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77259: Thiocoumarine, 4,4,6,7-tetramethyl- —— —
177.0 14.00 14.50
m/z 67.00 47.21%
5000 W
1150‘“ \
o‘H‘mmm_u"‘\,mJ,‘Hw‘HwHwaw_m‘w_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP011221.M Mon Jan 18 14:41:50 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknown14.198 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.198 8.89 ng 1108230  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 49
2 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 38
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 35
4 1-Cyclohexanol, 2-(3-methyl-1,3-... 208 C14H240 1000196-01-6 27
5 Silane, chlorodiethylhexyloxy- 222 C1eH23Clo0Ssi 1000363-74-4 25

Abundance Scan 1872 (14.198 min): BP004585.D\data.ms (-1868) (- m/z 193.20 100.00%

69.1 198.2
5000
A
AT AN
M Wil 2561 sa0s 150 | A
ob ALY | 2561 340.9 415.0 491.0549. ./, 69,19  90.57%

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

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylinaphthalene
193.0

¢

123.0

5000 — —

14.00 14.50
m/z 109.10  80.05%

55.

i ‘WW |

‘\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 #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-met

o

=

41.0
— —
14.00 14.50
5000 ITI/Z 95.10 73.83%
‘ )1 0.0 207.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25430: Neopentylidenecyclohexane T —
69.0 14.00 14.50
m/z 97.10 67.83%
o 1 AJXA/VVKAJ&JKAﬂWJk\f
ol S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BPO11221.M Mon Jan 18 14:41:51 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl4.287 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.287 21.96 ng 2739470  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 64
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 32
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 25

Abundance Scan 1887 (14.287 min): BP004585.D\data.ms (-1883) (- m/z 193.20 100.00%

193.2
5000 97.1
= —
aq “ | ‘ 14.00 14.50
ob L Ly Ly 275.9 344.24006 4945 /0 97,10 48.02%
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 — e
55, 14.00 14.50
m/z 109.10 45.00%
O\\\\“\‘T“L\“‘!‘f“\‘\‘\\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
— —
14.00 14.50
50001 55.0 m/z 69.10 42.81%
| %
o‘““‘M\lh\pwﬂww1wa"""H""H,WWWH,W_
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 — —
1938.0 14.00 14.50
69.0
m/z 95.10 37.20%
- W
o | I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BPO11221.M Mon Jan 18 14:41:51 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl4.363 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.363 10.45 ng 1303820  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 3,7-dimethyloct-6... 340 C20H3604 1000353-33-9 38
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 30
3 Dodecane, 1,12-dibromo- 326 C12H24Br2 003344-70-5 27
4 Neopentylidenecyclohexane 152 C11H20 039546-80-0 25
5 3,7-Dimethyl-6-nonen-1-0l acetate 212 C13H2402 1000131-34-9 20

Abundance Scan 1900 (14.363 min): BP004585.D\data.ms (-1895) (- m/z 123.10 100.00%

57.1 128.1
5000 193.2
‘ ‘ 14 00 14 50
ol “’J‘ I 2689 342.1400.9 47565413 |0 57 19  93.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176897: Succinic acid, 3,7-dimethyloct-6-en-1-yl isohexy
69.0
5000 188.0
14 00 14 50
m/z 41.10 74.86%
203.0
l ] 297.0
O \\‘\‘\"‘\“!l\“‘\\\\\’\\\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
— —
14.00 14.50
5000 ITI/Z 69.10 74 .59%
41.0
O{JJMMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165286: Dodecane, 1,12-dibromo- — —
55.0 14.00 14.50
m/z 55.10 73.58%
5000
137.0
A2 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BPO11221.M Mon Jan 18 14:41:52 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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 unknownl14.986 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.986 11.56 ng 1442150  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 43
2 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 38
3 2-methyltetracosane 352 C25H52 1000376-72-6 35
4 Tetratetracontane 619 C44H90 007098-22-8 27
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 18

Abundance Scan 2006 (14.987 min): BP004585.D\data.ms (-2003) (- m/z 133.05 100.00%

57.1 138.1
5000
204.2 —
i, -
or ALl o . 2651 3409396.9453.1 5264 ./, 5716  89.71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0
5000 L
15.00
m/z 71.10 87.62%
{2
O\J\‘\‘\\‘\‘l‘\J\‘!\‘\\\\‘\\\\‘\%9\7.\0\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92578: Undecane, 4-cyclohexyl-
83.0
——
15.00
5000 ITI/Z 83.10 80.40%
154.0
PR
o AL L L 2880
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185534: 2-methyltetracosane —
57.0 15.00
m/z 85.10 68.26%
- MU\M//W
127.0
R T -
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00

8270E-BPO11221.M Mon Jan 18 14:41:53 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.251 18.98 ng 2367980  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 59
2 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 50
3 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17N02 1000306-89-3 49
4 photocitral A 152 C10H160 055253-28-6 47
5 Butanamide, N-(2-methoxyphenyl)-... 207 C11H13NO3 000092-15-9 47
Abundance Scan 2051 (15.251 min): BP004585.D\data.ms (-2047) (- m/z 123.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Hentriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.734  26.87 ng 3351420  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Tridecane 184 C13H28 000629-50-5 76
3 2-methyloctacosane 408 C29H60 1000376-72-8 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70

Abundance Scan 2133 (15.734 min): BP004585.D\data.ms (-2129) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Nonane, 2-methyl-5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.216 14.93 ng 6048700  Phenanthrene-die 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
2 Decane, 5-propyl- 184 C13H28 017312-62-8 59
3 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 58
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 52
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50

Abundance Scan 2215 (16.216 min): BP004585.D\data.ms (-2212) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP0O@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.045 20.00 ng 8104250  Phenanthrene-die 17.228
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 64
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53

Abundance Scan 2356 (17.045 min): BP004585.D\data.ms (-2352) (-  m/z 71.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4585.D

Acqg On : 15 Jan 2021 20:02
Operator : CG/JU

Sample : M1124-05

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.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|
1-Hexanol, 2-et... 7.869 41.9 ng 2158800 1 7.805 1030230 20.0
unknownll.634 11.634 3.1 ng 245941 2 10.599 1565820 20.0
unknown12.345 12.345 2.4 ng 187890 2 10.599 1565820 20.0
1,1'-Bicyclohexyl 12.404 2.6 ng 206930 2 10.599 1565820 20.0
unknownl12.887 12.887 2.0 ng 253302 3 14.457 2494600 20.0
Nonane, 3,7-dim... 12.993 2.4 ng 292974 3 14.457 2494600 20.0
Decahydro-4,4,8... 13.234 3.4 ng 422938 3 14.457 2494600 20.0
(1,4-Dimethylpe... 13.728 4.6 ng 573075 3 14.457 2494600 20.0
unknown13.875 13.875 11.2 ng 1395270 3 14.457 2494600 20.0
Tridecane 13.945 6.1 ng 761299 3 14.457 2494600 20.0
2,5-Cyclohexadi... 14.110 4.5 ng 565146 3 14.457 2494600 20.0
unknown14.198 14.198 8.9 ng 1108230 3 14.457 2494600 20.0
unknown14.287 14.287 22.0 ng 2739470 3 14.457 2494600 20.0
unknown14.363 14.363 10.4 ng 1303820 3 14.457 2494600 20.0
unknown14.986 14.986 11.6 ng 1442150 3 14.457 2494600 20.0
2,11-Dioxabicyc... 15.251 19.0 ng 2367980 3 14.457 2494600 20.0
Hentriacontane 15.734 26.9 ng 3351420 3 14.457 2494600 20.0
Nonane, 2-methy... 16.216 14.9 ng 6048700 4 17.228 8104250 20.0
Hexadecane, 2,6... 17.045 20.0 ng 8104250 4 17.228 8104250 20.0
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