LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP0@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS Vvial : 18 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-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5277.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 369 373 382 rVB 175171 259184 24.59%  2.715%
2 6.863 637 642 652 rBvV 129811 214236 20.32% 2.244%
3 6.952 653 657 671 rVB 47387 113281 10.75% 1.187%
4 7.675 774 780 788 rVB 189445 300091 28.47%  3.144%
5 8.840 971 978 990 rVB 78014 131042 12.43% 1.373%
6 10.469 1243 1255 1262 rBV 221202 386551 36.67% 4.050%
7 11.157 1367 1372 1379 rVB7 12068 24675 2.34%  0.259%
8 11.551 1435 1439 1448 rVB9 17584 42019 3.99% 0.440%
9 11.940 1497 1505 1509 rBV1e 10257 29830 2.83% 0.313%
10 12.204 1546 1550 1557 rBV7 21383 39515 3.75% 0.414%
11 12.275 1557 1562 1570 rBVS9 15090 40371 3.83% 0.423%
12 12.675 1626 1630 1634 rBV7 27940 52131 4.95% 0.546%
13 12.757 1640 1644 1650 rVB2 60067 95216 9.03% 0.998%
14 12.828 1651 1656 1659 rBV7 19225 37273 3.54% 0.390%
15 12.951 1667 1677 1683 rBV 175351 359365 34.09% 3.765%
16 13.104 1696 1703 1711 rBV2 100201 219411 20.81% 2.299%
17 13.651 1793 1796 1800 rBV5 41012 66751 6.33% 0.699%
18 13.751 1808 1813 1817 rBV 238243 336283 31.90%  3.523%
19 13.822 1822 1825 1828 rVVv4 78315 106140 10.07% 1.112%
20 13.869 1829 1833 1842 rVB4 95258 207224 19.66% 2.171%
21 13.986 1849 1853 1857 rVB6 48570 78964  7.49% 0.827%
22 14.075 1863 1868 1872 rBV4 153207 286768 27.20% 3.004%
23 14.163 1879 1883 1890 rVB 407226 622647 59.06% 6.523%
24 14.239 1891 1896 1901 rBV3 93191 195195 18.52%  2.045%
25 14.298 1901 1906 1909 rBvV2 184939 326565 30.98%  3.421%
26 14.339 1909 1913 1920 rVB2 394034 615411 58.38% 6.447%
27 14.869 1999 2003 2010 rBV5 191912 348820 33.09%  3.654%
28 14.969 2017 2020 2022 rBv4 87612 128512 12.19%  1.346%
29 15.063 2032 2036 2042 rVB7 132372 245566 23.29% 2.573%
30 15.128 2043 2047 2052 rBV2 515566 762692 72.35% 7.990%
31 16.092 2205 2211 2216 rBV2 499850 1054209 100.00% 11.044%
32 17.110 2381 2384 2388 rBV 465709 706755 67.04% 7.404%
33 21.210 3077 3081 3084 rVB 458317 587138 55.69% 6.151%
34 23.480 3462 3467 3473 rVB 301568 525606 49.86% 5.506%

Sum of corrected areas: 9545437
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005277.D\data.ms
2000000

1500000
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500000
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Abundance TIC: BP005277.D\data.ms
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1500000
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Abundance TIC: BP005277.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
BP005277.D

. 18

: 12 Apr 2021 21:23
: CG/JU
: M1996-02 5X

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ 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 2-Butenoic acid, butyl ester

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.952 7.55 ng 113281 1,4-Dichlorobenzene-d4 7.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, butyl ester 142 C8H1402 007299-91-4 78
2 2-Butenoic acid, hexyl ester 170 C10H1802 019089-92-0 78
3 5-Nonanol 144 C9H200 000623-93-8 59
4 2-Butenoic acid, 2-methylpropyl ... 142 C8H1402 073545-15-0 56
5 n-Butyl methacrylate 142 C8H1402 000097-88-1 50

Abundance Scan 6

5000

69

57 (6.952 min): BP005277.D\data.ms (-653) (-)
1

| 133.0 207.2 276.3 355.0 418.3 482.4540.9

R
m/z--> 0
Abundance

5000

50

69.

M

100 150 200 250 300 350 400 450 500 550

#19706: 2-Butenoic acid, butyl ester
0

127.0

‘ TT
m/z--> 0
Abundance

5000

T

50

69.

n ll‘ I\

100 150 200 250 300 350 400 450 500 550

#37954: 2-Butenoic acid, hexyl ester
0

170.0

R
m/z--> 0
Abundance

5000

50

69.

HJ | H I

100 150 200 250 300 350 400 450 500 550

#21109: 5-Nonanol
0

143.0

m/z 69.10 100.00%

.

6.60 6.80 7.00 7.20
m/z 87.10 67.40%

-

6.60 6.80 7.00 7.20
m/z 41.10 60.33%

-

6.60 6.80 7.00 7.20
m/z 39.05 35.82%

-

6.60 6.80 7.00 7.20
m/z 56.10 32.73%

-

m/z--> 0

50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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.551 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.551 2.17 ng 42019 Naphthalene-d8 10.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decen-3-yne 136 C10H16 033622-26-3 35
2 1-Tododec-1-yne 264 C1OH17I 067826-81-7 30
3 Pyridinium, 3,5-dimethyl-1-ureid... 165 C8H11N30 031382-90-8 20
4 4H-1,2,4-Triazole, 3-(3,5-dimeth... 163 C7HIN5 003310-78-9 18
5 Cyclopentene, 1-pentyl- 138 C10H18 004291-98-9 14

Abundance Scan 1439 (11.551 min): BP005277.D\data.ms (-1435) (-  m/z 163.20 100.00%

163.2
81.0
5000
e f—
‘ M ‘ ‘ { 257.3 327.1 4030 5111 1150
\\“\“]i\‘\‘h\‘\“mu‘}‘\\h\l\l‘l\‘\\\‘\;\\‘\\\.\‘\\\\‘\.\\\‘\\\\‘\\.\\‘\ m/Z 107.10 85.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15693: 1-Decen-3-yne
79.0
5000 — :
11.50
“ m/z 81.85 79.64%
”\ \“‘\].\B\G\.‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113380: 1-lododec-1-yne
81.0
T \
11.50
5000 ITI/Z 67.00 76.71%
‘H ‘ 165.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #34503: Pyridinium, 3,5-dimethyl-1-ureido-, hydroxide, ini — ‘
107.0 11.50
m/z 79.10 71.27%
5000 165.0
43.0 } ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl2.204 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.04 ng 39515 Naphthalene-d8 10.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-14-Methyl-8-hexadecyn-1-0l 252 C17H320 064566-18-3 46
2 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 22
3 5-Hexen-1-0l, 2-(2-methyl-1-prop... 154 C1@H180 018675-19-9 14
4 Cyclopropanecarboxylic acid, 2-m... 208 C13H2002 1000299-37-8 14
5 1H-Purin-2-amine, 6-methoxy-N-me... 179 C7H9N50 050704-44-4 14

Abundance Scan 1550 (12.204 min): BP005277.D\data.ms (-1546) (-  m/z 69.10 100.00%

T T MWW
5000
—r —
H' ‘ } ’ 2476 356.4416.1476.0 12.00 1250
ANk 4 2476 356.4416.14760534.1 0179 15 03.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
81.0
5000 il ——
12.00 12.50
} m/z 109.10  71.48%
1\ J““‘\‘k‘ﬁ{‘o\.‘\o\\‘z\z\%.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,!
179.0
—r —
12.00 12.50
5000 m/Z 41.00 67.58%
69.0
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #26828: 5-Hexen-1-ol, 2-(2-methyl-1-propenyl)- P ——
69.0 12.00 12.50
m/z 55.05 64.36%
M VO S
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\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23

Operator : CG/JU

Sample : M1996-02 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 1,1'-Bicyclohexyl Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.275 2.09 ng 40371 Naphthalene-d8 10.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 50
2 Cyclopentene, 3-undecyl- 222 C16H30 024828-58-8 45
3 3-Hexyne 82 C6H10 000928-49-4 38

005442-00-2 37
033838-11-8 35

4 Cyclohexaneethanol, .beta.-methyl- 142 C9H180
5 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON

Abundance Scan 1562 (12.275 min): BP005277.D\data.ms (-1557) (-  m/z 82.05 100.00%

83.0 ' '
5000
163.2 —r— e
“H‘n L. 22142809 3663 4513 5205 e
“Hpu‘“v‘ﬁw‘ﬂw‘u‘ A Lo m/z 67.00  50.46%
miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #35160: 1,1'-Bicyclohexyl
82.0
5000 U R
166.0 12.00 12.50
m/z 83.10 43.07%
L15.0 4 ) | ‘

g \\‘H‘l\\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79566: Cyclopentene, 3-undecyl-

67.0

%

12.00 12.50
5000 m/z 41.10 40.88%

Luujx1310 222.0

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

L

Abundance #1187: 3-Hexyne T ——
67.0 12.00 12.50
m/z 79.10  34.25%
I 1 Y (L
m/z--> 0 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\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl2.757 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.757 3.09 ng 95216  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneethanol, 2-(hydroxym... 172 C10H2002 000485-42-7 47
2 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
3 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 38
4 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 37
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 35

Abundance Scan 1644 (12.757 min): BP005277.D\data.ms (-1640) (-  m/z 81.10 100.00%
81.1

5000 179.2

=

— —
12.50 13.00

m/z 69.10 60.75%

VLl ] 2811 3613 4386 548
'

w“w‘wj A R SRR SRR SRS SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39648: Cyclopentaneethanol, 2-(hydroxymethyl)-.beta.,
0

4

81
5000 T —
12.50 13.00
H m/z 95.10 46.11%
41.0
IWJ\W\!LJM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5944 Cyclohexene, 1-ethyl-
81.0
—— —
12.50 13.00
5000 m/z 179.20 44.43%

15;?” J ‘ |

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

Abundance #16969: Cyclopentane, 1-isobutylidene-3-methyl- — ——
81.0 12.50 13.00

m/z 67.10 43.37%
‘“MHAHLPO

\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

-

5000

€
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknownl3.104 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.104 7.13 ng 219411  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 32
2 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 27
3 Decahydro-4,4,8,9,10- pentamethyl... 208 C15H28 080655-44-3 25
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 15
5 2,5-Octadiene, 3,4,5,6- te‘tr‘amethyl 166 C12H22 247797-85-9 14

Abundance Scan 1703 (13.104 min): BP005277.D\data.ms (-1696) (-  m/z 193.25 100.00%

69.1 198.3
5000
A -
| l’ 1 13.00 13.50
S ‘MM id | 2903 3749 44265010 n/z 69.10  87.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25430: Neopentylidenecyclohexane
69.0
5000 37.0 — T
13.00 13.50
m/z 95.10 83.02%
.

L I
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45740: cis,cis-2,8-Dimethylspiro[5.5]undecane
95.0

%

T T
13.00 13.50
5000 m/z 55.10 74.72%

180.0

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 13.00 13.50
m/z 81.10 73.67%
123.0
5000
55.
‘H"ph\JJJ‘ﬂ"M‘LH“‘H“H“_“‘_“w“u“‘u“ — —
miz—> 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\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Naphthalene, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.651 2.17 ng 66751  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 89
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 89
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 86
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
Abundance Scan 1796 (13.651 min): BP005277.D\data.ms (-1793) (- m/z 109.10 100.00%
109.1
5000 MM
411 93.3 — —
| ‘ l 13.50 14.00
ALl | 2984 3672 43804963 /5 141,00 84.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28469: Naphthalene, 2,3-dimethyl-
141/0
5000 L ——
13.50 14.00
m/z 156.10  83.51%
76.0 ‘
L\5-\p\\}‘\Ji‘wl‘\“f[l\‘\h #\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28479: Naphthalene, 1,3-dimethyl-
1410
13.50 14.00
5000 m/z 95.10 69.86%
76.0 ‘
_wd}ﬁh\_ﬁk#H‘w“H‘H‘W“H‘H‘W‘H“H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28489: Naphthalene, 2,6-dimethyl- —— ——
156.0 13.50 14.00
m/z 165.30  53.94%
5000
77.0
_“WJlH‘LﬂAL“W‘H“H“_‘H“H“H“_‘H“H“‘ : :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP040921.M Wed Apr 14 05:58:28 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl13.751 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.751 10.93 ng 336283  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 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 25
4 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 22
5 Silane, chlorodiethylhexyloxy- 222 C1eH23Clo0Ssi 1000363-74-4 22

Abundance Scan 1813 (13.751 min): BP005277.D\data.ms (-1808) (-  m/z 193.25 100.00%

193.3
69.1
5000
= 25
| ‘ ‘ %2 | 13.50 14.00
ol AMMLERRS |, 2616 3280 41624776 549 1/, 69.10  67.62%
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 13.50 14.00
m/z 83.10 48.65%
\\\\“\‘TH\\“‘\‘\‘\‘\‘\\\x\‘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
—r —
13.50 14.00
5000] 55.0 m/z 67.10 44.30%
| HZ
HMKﬁWMMHWW1Hw‘_“w“u"H‘,H“_‘H“H‘,H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t| — —
193.0 13.50 14.00
69.0
m/z 41.10 43.12%
o NAJMAJMVMJ\AAV“Vﬂ“Af
‘M““\'O“ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP040921.M Wed Apr 14 05:58:29 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Dodecane, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.822 3.45 ng 106140  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 49
3 Decane, 5-propyl- 184 C13H28 017312-62-8 46
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 1825 (13.822 min): BP005277.D\data.ms (-1822) (- m/z 71.10 100.00%

71.1
159.2
5000
— ——
‘ ‘ | 13.50 14.00
- hbhlyedh 1226,3284.3 3660 45855176 ./, 5719 80.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48846: Dodecane, 4-methyl-
43.0
5000 — —
13.50 14.00
m/z 43.10 67.74%
141.0
\‘ ‘\ | ll i |
‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #83030: Tridecane, 6-propyl-
43.0
— —
13.50 14.00
5000 ITI/Z 159.20 61.65%
126.0
BT FU RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48838: Decane, 5-propyl- T T
57.0 13.50 14.00
m/z 85.10 58.59%
5000
M 140.0
S e — — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00

8270E-BP040921.M Wed Apr 14 05:58:29 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.869 6.73 ng 207224  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 64
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000351-50-1 30
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1833 (13.869 min): BP005277.D\data.ms (-1829) (-  m/z 193.25 100.00%
198.3

5000

:

83.1
\ 13.50 14.00
M“HWILJ“K 281.1 349.1 427.7490.6548. /. g3 15  72.18%

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
55, 13.50 14.00

m/z 69.10 67.35%
‘HM" ‘

‘\\\\‘\f\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

193.0

;

13.50 14.00
5000/ 55.0 m/z 41.10 66.57%

iy ” uh u»% Ly o

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

1

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 13.50 14.00
m/z 55.10 61.17%
123.0
5000
42 0 l ‘
1
R R M RARas R B P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP040921.M Wed Apr 14 05:58:30 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 3-Methyl-2-(2-oxopropyl)furan Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.986 2.57 ng 78964  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 55
2 E-12-Tetradecen-1-0l 212 C14H280 1000130-83-6 43
3 Tetradecanal 212 C14H280 000124-25-4 43
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21INO 331416-19-4 30
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 25

Abundance Scan 1853 (13.986 min): BP005277.D\data.ms (-1849) (-  m/z 55.10 100.00%

55.1
5000 177.2
119.1 ——
W ‘ } 14.00
i liblLihy 2631 341.6 422.2 49115491 ./, 83.10  96.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan
57.0
——
5000 14.00
m/z 69.10 95.16%
X
\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71315: E-12-Tetradecen-1-0
55.0
——
14.00
5000 ITI/Z 97.10 92.74%
ML?O“’“O
L L 1
et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71299: Tetradecanal T
57.0 14.00
m/z 95.10 79.14%
- MM
il e
H"""“!ww‘w_ww_m_MW_MW_ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP040921.M Wed Apr 14 05:58:30 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl14.075 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.075 9.32 ng 286768  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 47
2 11,13-Dimethyl-12-tetradecen-1-o0... 282 C18H3402 1000130-81-0 43
3 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1000298-97-4 38
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35

5 Silane, chlorodiethyl(2-methylpe... 222 C1@H23C1l0Si 1000363-79-1 27

Abundance Scan 1868 (14.075 min): BP005277.D\data.ms (-1863) (-  m/z 69.10 100.00%

69.1
193.3
5000
7.2 T 1
UL A, 2o ssra smes s 1
AR LA €92 9900 8902 28 m/z 95.10 82.24%
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 — :
55.0 14.00
m/z 41.10  80.65%
\\“\"\‘\“‘\‘\‘\\‘L\\‘1\‘L\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #129390: 11,13-Dimethyl-12-tetradecen-1-ol acetate
69.0
I T
14.00
5000 ITI/Z 109.10 79.48%
LTS, zmoasr
U TN DU W s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92538: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-decali e ‘
193.0 14.00
410 m/z 81.10 77.01%
109.0
5000
“M"Jm.lw,,,,, -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP040921.M Wed Apr 14 05:58:31 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl14.163 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.163 20.24 ng 622647  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 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1000162-56-0 35
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 12
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 12

Abundance Scan 1883 (14.163 min): BP005277.D\data.ms (-1879) (- m/z 193.30 100.00%

69.1 1983
5000
S L]
1 ”\ i 14.00 14.50
ol JAMMAEAL, || 3038362.14202 5041 ./, 6910 93.57%

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
55, 14.00 14.50

m/z 97.10 67.89%
‘HM" ‘ |

‘\H\’\r\\‘\\H[\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #55457: 9-Borabicyclo[3.3.1]Jnonane, 9-[3-(methylamino)y
193.0

84.0

-

14.00 14.50
5000 m/z 109.10  65.98%

CL.‘“ Hn "

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

3

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone

193.0 14.00 14.50
m/z 41.10 63.06%
123.0
5000
420 ‘ ‘
vl |

R R aaaa e RARAARSERS EEE P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP040921.M Wed Apr 14 05:58:31 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl14.239 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.239 6.34 ng 195195  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral B 152 C10H160 006040-45-5 43
2 2-(1-Methylcyclopropyl)thiophene 138 C8H1eS 1000100-02-7 41
3 5-Hepten-1-0l, 2,6-dimethyl- 142 C9H180 004234-93-9 38
4 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 30
5 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 27

Abundance Scan 1896 (14.239 min): BP005277.D\data.ms (-1891) (- m/z 69.10 100.00%
1

69.
5000
187.2 208.3
— —
H 14.00 14.50
A “H 281.0339.6 423.1482.8 548. m/z 123.15 95.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25079: photocitral B
81.0
— —
5000 14.00 14.50
m/z 41.10 76.12%
\\\‘\\\‘\\\\‘\'\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17442: 2-(1-Methylcyclopropyl)thiophene
128.0
— —
14.00 14.50
5000 m/z 55.10 74.26%
45.0
‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20018: 5-Hepten-1-ol, 2,6-dimethyl- —— ——
41.0 14.00 14.50
m/z 81.10 68.09%
‘ 09.0
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP040921.M Wed Apr 14 05:58:32 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl4.869 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.869 11.34 ng 348820  Acenaphthene-d10 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 30
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 30
3 Undecane, 4-cyclohexyl- 238 C17H34 013151-79-6 30
4 Undecane, 3-cyclohexyl- 238 C17H34 013151-78-5 25
5 Triacontyl acetate 480 C32H6402 041755-58-2 25

Abundance Scan 2003 (14.869 min): BP005277.D\data.ms (-1999) (-  m/z 71.10 100.00%

71.1
133.2
5000
— ——
‘ \‘H 20‘4-3 14.50 15.00
bl 280.9 34464044 475.4 5460 ./, 57 19 79.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141396: Phytol
71.0
5000 — —
14.50 15.00
m/z 55.10 74.59%
\\f\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
— ——
14.50 15.00
5000 m/z 41.10  72.92%
1270
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92578: Undecane, 4-cyclohexyl- “ T
83.0 14.50 15.00
m/z 43.10 69.06%
5000 W
W 154.0
woll ) [ om0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BP040921.M Wed Apr 14 05:58:32 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 16 unknownl14.969 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.969 4.18 ng 128512  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Anhydro-D-sorbitol, tetrakis... 548 C14H8F1209 1000380-21-2 27
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 25
3 2H-1,6-Benzoxazocin-5(6H)-one, 3... 177 C1OH11NO2 051110-93-1 22
4 Hexane, tetradecafluoro- 338 C6F14 000355-42-0 18
5 DL-Arabinofuranose, tetrakis(tri... 534 C13H6F1209 1000380-26-5 16

Abundance Scan 2020 (14.969 min): BP005277.D\data.ms (-2017) (-  m/z 69.10 100.00%
69.1

193.3

5000

%

33

—
J \ 15.00
A wiwvwzﬁ‘??w S7L8 4450 544 m/z 193.30  71.75%

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

Abundance #238967: 1,5-Anhydro-D-sorbitol, tetrakis(trifluoroacetate
69.0

193.0

%

5000
15.00

m/z 155.10  48.98%
53,0 32(\).0 /

29, \ 421.0

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

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

3

123.0 15.00
5000 m/z 109.15 48.33%
55.0

e

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

Abundance #43183: 2H-1,6-Benzoxazocin-5(6H)-one, 3,4-dihydro-
69.0 15.00

m/z 81.10 41.64%

.

5000

177.0

=

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl5.063 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.063 7.98 ng 245566  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3H-3,10a-Methano-1,2-benzodioxoc... 226 C13H2203 095906-83-5 38
2 Uridine, tris(trifluoroacetate) 532 C15H9F9N209 1000380-30-5 35
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
4 Propanamide, N-(4-methoxyphenyl)... 193 C11H15N02 1000307-32-2 14
5 Butanamide, N-(4-methoxyphenyl)- 193 C11H15N02 1000306-91-5 14

Abundance Scan 2036 (15.063 min): BP005277.D\data.ms (-2032) (-  m/z 69.10 100.00%
69.1
193.3

5000

3

2

—
1‘\ 15.00
AL i 142535 3854 4467 5241 ., 193 55  84.91%

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

=

3

5000 T
5.0 15.00
m/z 81.10 67.42%

Ml“\ \hl ol

A ‘\I” | \
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

2

Abundance #237929: Uridine, tris(trifluoroacetate)
69.0 193.0
—— ‘
15.00
5000 ITI/Z 97.10 61.21%
305.0
421.0
BT T S G <L MW\/MM”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone —— ‘
193.0 15.00
m/z 55.10  59.95%
123.0
5000
42.0 ‘
R e
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\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 photocitral A Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.128 24.79 ng 762692  Acenaphthene-die 14.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 photocitral A 152 C10H160 ©55253-28-6 58
2 2,2-Dimethylocta-3,4-dienal 152 C10H160 000590-71-6 47
3 trans-Chrysanthemal 152 C10H160 020104-05-6 38
4 Methyl 2-fluorobenzoate 154 C8H7F02 000394-35-4 38
5 N-(4,6-Dimethyl-pyrimidin-2-yl)-... 393 C21H20FN502 1000300-88-4 35

Abundance Scan 2047 (15.128 min): BP005277.D\data.ms (-2043) (- m/z 123.15 100.00%

123.2 ' '
500071 b55.
207.3
— —
‘ 15.00 15.50
0 AP ‘%7% O 3620 44815047 — m/z 69.10 60.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25083: photocitral A
128.0
5000 L L,
41.0 15.00 15.50
m/z 81.10 54.33%
\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25153: 2,2-Dimethylocta-3,4-dienal
123.0
—r —
15.00 15.50
5000 41.0 m/z 109.10 48.11%
“ JJW\\‘ wwwkwmj&fj\/\wwqum[
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25111: trans-Chrysanthemal T —
41.0 123.0 15.00 15.50
m/z 95.10 47 .82%
H\’\\H I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP@@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heptadecane, 7-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.092 29.83 ng 1054210 Phenanthrene-d10 17.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 87
2 Dodecane 170 C12H26 000112-40-3 76
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 68
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64

Abundance Scan 2211 (16.092 min): BP005277.D\data.ms (-2205) (-  m/z 71.10 100.00%

71.1
5000
T \
‘ ’ ’ 184.2 vas 16.00
obdddd bbby L 2343303.9 3776 4769 546.0 ./, 57 10  88.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105892: Heptadecane, 7-methyl-
57.0
5000 — :
16.00
m/z 43.10 55.26%
} 168.0
\I‘\ ‘I\ll\‘I\“‘\J\‘\\l‘\h\\\‘\2\:\)’\9‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38316: Dodecane
43.0
— T \
16.00
5000 m/z 85.10 35.89%
\‘\ | A3,017D0 ww
1 [
el e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71408: Dodecane, 2,6,11-trimethyl- —— ‘
43.0 16.00
m/z 41.10 31.22%
5000 WM
‘ 113.0
‘w‘wLMMLLW‘&gzp‘w‘H“H‘W“H‘H“_‘H‘H“_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041221\
Data File : BP0@5277.D

Acqg On : 12 Apr 2021 21:23
Operator : CG/JU

Sample : M1996-02 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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|
2-Butenoic acid... 6.952 7.5 ng 113281 1 7.675 300091 20.0
unknownl11.551 11.551 2.2 ng 42019 2 10.469 386551 20.0
unknownl2.204 12.204 2.0 ng 39515 2 10.469 386551 20.0
1,1'-Bicyclohexyl  12.275 2.1 ng 40371 2 10.469 386551 20.0
unknownl12.757 12.757 3.1 ng 95216 3 14.339 615411 20.0
unknown13.104 13.104 7.1 ng 219411 3 14.339 615411 20.0
Naphthalene, 2,... 13.651 2.2 ng 66751 3 14.339 615411 20.0
unknown13.751 13.751 10.9 ng 336283 3 14.339 615411 20.0
Dodecane, 4-met... 13.822 3.5 ng 106140 3 14.339 615411 20.0
Decahydro-4,4,8... 13.869 6.7 ng 207224 3 14.339 615411 20.0
3-Methyl-2-(2-0... 13.986 2.6 ng 78964 3 14.339 615411 20.0
unknown14.075 14.075 9.3 ng 286768 3 14.339 615411 20.0
unknownl14.163 14.163 20.2 ng 622647 3 14.339 615411 20.0
unknown14.239 14.239 6.3 ng 195195 3 14.339 615411 20.0
unknown14.869 14.869 11.3 ng 348820 3 14.339 615411 20.0
unknown14.969 14.969 4.2 ng 128512 3 14.339 615411 20.0
unknownl15.063 15.063 8.0 ng 245566 3 14.339 615411 20.0
photocitral A 15.128 24.8 ng 762692 3 14.339 615411 20.0
Heptadecane, 7-... 16.092 29.8 ng 1054210 4 17.110 706755 20.0
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