LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP0@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5178.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.299 369 376 385 rBV 636810 882755 47.32%  8.821%
2 6.887 636 646 657 rBv 561211 914872 49.04% 9.142%
3 7.705 777 785 791 rBV 100562 161677 8.67% 1.615%
4 8.863 973 982 990 rBV 349680 580254 31.10% 5.798%
5 10.493 1252 1259 1266 rBV 131827 216429 11.60% 2.163%
6 12.975 1672 1681 1690 rBV 842876 1253762 67.20% 12.528%
7 13.128 1702 1707 1710 rBV4 26604 43734  2.34% 0.437%
8 13.769 1812 1816 1820 rBV 52100 77411  4.15% 0.774%
9 13.893 1834 1837 1845 rVB5 37390 74413 3.99% 0.744%
10 14.004 1853 1856 1860 rBV5 28764 36557 1.96% 0.365%

11 14.098 1867 1872 1878 rBV6 69564 185176  9.93%
12 14.187 1883 1887 1894 rVB 172757 270883 14.52%
13 14.322 1906 1910 1912 rBV3 82681 120348 6.45%
14 14.357 1913 1916 1924 rVB 215607 327100 17.53%
15 14.887 2003 2006 2012 rBV6 70648 138235 7.41%

P WENPRE
N
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w
B

16 15.151 2047 2051 2056 rBV2 226404 294829 15.80%
17 15.863 2167 2172 2177 rBV 584668 845954 45.34%
18 17.128 2383 2387 2394 rBV 275123 471181 25.26%
19 18.028 2537 2540 2544 rBV 239282 319778 17.14%
20 19.704 2820 2825 2833 rVB 1455281 1865619 100.00% 18.642%

w b ooN
N
[
o]
R

21 20.933 3031 3034 3042 rVB2 150362 211845 11.36% 2.117%
22 21.222 3079 3083 3087 rVB 295725 350339 18.78%
23 23.504 3466 3471 3480 rVB2 191509 364721 19.55%  3.644%

w
U1
)
=
R

Sum of corrected areas: 10007872
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005178.D\data.ms
2000000

1500000

1000000

5.299
6.887

500000
8.863

7.705 10.493

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

Abundance TIC: BP005178.D\data.ms
2000000 19.f04

1500000

15.863 18.028

1000000

500000

O L L = S R

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP005178.D\data.ms
2000000

1500000

1000000

21.222
500000 20.933
23.504
0 T T T ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ L ‘ L ’ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ T
Time--> 21.00 21.50 22.00 2250 23.00 2350 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@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 2-Pentanone, 4-cyclohexylid... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.128 2.67 ng 43734  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 92
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 52
3 Arsenous acid, tripropyl ester 252 C9H21As03 015606-91-4 43
4 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 38
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 37

Abundance Scan 1707 (13.128 min): BP005178.D\data.ms (-1702) (- m/z 193.35 100.00%

193.3
123.2
5000{ 951
R T T ‘ T T ‘ T
‘ i 13.00 13.50
obr Ll k) 2811 35724153 47845383 /) 173 15 64.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000 55.0 [ - [ -
13.00 13.50
m/z 95.15 64.29%
i
O \d\l\‘HWlW‘lL’\Hl“J\l‘\JL\‘”\I‘\\l%!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 13.00 13.50
5000 m/z 81.10 55.13%
55.
0 ""M‘““\Ju!‘u“‘w\‘m‘\mwmwH_m_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104326: Arsenous acid, tripropyl ester T —
193.0 13.00 13.50
m/z 55.10 47 .20%
109.0
5000
43.0
0 Mwwo o
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@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.893 4.55 ng 74413  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 74
2 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1000298-97-4 64
3 3,7-Dimethylocta-2,6-dien-1-0l, ... 262 C16H220S 1000196-46-7 32
4 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 25
5 2-Aminophenanthrene 193 C14H11N 003366-65-2 25

Abundance Scan 1837 (13.893 min): BP005178.D\data.ms (-1834) (- m/z 193.30 100.00%

198.3
55.1
5000
312 7 P
| M | h ey 13.50 14.00
obLhBLlLLLLL 1L, 28103423 417.4 485.15426 /), 55 19  71.89%
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 69.10 61.04%
O \\\“\h“f‘\“‘j‘\“\‘\[“\\‘1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
193.0
41.0 — ——
109.0 13.50 14.00
5000 ITI/Z 41.10 51.36%
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112461: 3,7-Dimethylocta-2,6-dien-1-ol, 4-(phenylthio)- — ——
198.0 13.50 14.00
410 m/z 83.10 49.67%
5000
09.0
‘ ‘ 262.0
0 H‘ Nn“lm.HM‘\“m‘,L Ll .\ \‘ : : : : : : :
T RN R — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 unknownl4.00 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.004 2.24 ng 36557  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-4a-Methyl-decahydronaphthalene 152 C11H20 002547-26-4 14
2 Cyclopentanecarboxylic acid, 2-m... 172 C9H1603 1000331-06-9 14
3 2,2-Dimethylglutaric acid 160 C7H1204 000681-57-2 14
4 1-Propanone, 1-[2-methyl-5-(1-me... 194 C13H220 031375-17-4 14
5 1-Butyne, 3-ethoxy-3-methyl- 112 C7H120 007740-69-4 14

Abundance Scan 1856 (14.004 min): BP005178.D\data.ms (-1853) (- m/z 97.15 100.00%
97.2 207.3

5000

v

—
\‘ L, 2719 341.3 425.1 489.1549. 1490

AL s g 2710 SHLS 42514891949, /7 207.30  97.03%

miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #25448: cis-4a-Methyl-decahydronaphthalene
137.0

o

=

5000 67. T

14.00
m/z 69.10 92.13%

i

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

Abundance #40388: Cyclopentanecarboxylic acid, 2-methoxyethyl es
69.0

o

¢

—
14.00

5000 m/z 95.20 77.81%

s

131.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31080: 2,2-Dimethylglutaric acid — !
69.0 14.00
m/z 123.20 72.80%
B WU\
42.0
O‘HW‘”\I N“u‘u“\\u,\u\,u\\‘uu‘\m‘\m‘\m‘uu‘\ T
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@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknownl4.09 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.098 11.32 ng 185176  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 38
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
3 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 38
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
5 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 25

Abundance Scan 1872 (14.098 min): BP005178.D\data.ms (-1867) (- m/z 69.10 100.00%

69.1
193.3
5000

T T
| ”i\l 1| ’ 2604 3392 4148 4966 1400 1450
0l N‘H‘H“_‘U R e R LRASERRRAER SRS m/z 83.10 79.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67969: Cyclohexane, 1-(cyclohexylmethyl)-4-ethyl-, tran kww/hmﬁww\JMJKﬁJMvﬂAMA
55.0
5000 —— —
14.00 14.50
m/z 81.10 78.97%

208.0
1NN \
O‘\\\‘\\\‘f\\\‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25430: Neopentylidenecyclohexane
69.0

14.00 14.50
5000 137.0 m/z 95.10  75.79%

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

Abundance #25298: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy —— —
67.0 14.00 14.50

5000
152.0
T T

o“u“hw ‘J “\“‘ ‘
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 1-(2-Hydroxyethyl)-1,2,5,5-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.187 16.56 ng 270883  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Hydroxyethyl)-1,2,5,5-tetra... 238 C16H300 1000298-97-4 72
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 43
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
4 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1000162-56-0 35
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 35

Abundance Scan 1887 (14.187 min): BP005178.D\data.ms (-1883) (-~ m/z 193.30 100.00%

198.3
5000
T o
} ‘ 14.00 14.50
0 MH‘L Bliya Ll 2811343.1 4077 476.9 5474 n/; 69.10  60.67%
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
193.0
41.0
109.0
5000 — —
14.00 14.50
‘ m/z 97.15 60.67%
O ll|”{“}“'hl"l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
P o
123.0 14.00 14.50
5000 ITI/Z 109.20 58.70%
55.
ow}‘m“\‘\ A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- —— —
198.0 14.00 14.50
m/z 95.10 50.49%
5000/ 55.0 MWW
o*’*\mh S
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@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.887 8.45 ng 138235  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 52
2 10-Methylnonadecane 282 C20H42 056862-62-5 49
3 Nonadecane 268 C19H40 000629-92-5 49
4 Decane, 3-methyl- 156 C11H24 013151-34-3 49
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 46

Abundance Scan 2006 (14.887 min): BP005178.D\data.ms (-2003) (-  m/z 71.10 100.00%

71.1
5000
133.2 — —
} 204.3 14.50 15.00
b MMM .y . 28113413 415.1477.85344 ./, 57 19 90.58%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
57.0
5000 — ——
14.50 15.00
m/z 85.15 78.52%
1 7.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129494: 10-Methylnonadecane
57.0
— —
14.50 15.00
5000 m/z 43.10 68.09%
154.0
AT R N
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane — —
57.0 14.50 15.00
m/z 55.10 57.96%
5000
g2 om0 200
OHH‘HMHH‘MH‘mwm‘mwm‘mwm‘mw — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 unknownl5.15 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.151 18.03 ng 294829  Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-fluoro-, anhydride 262 C14H8F203 025569-77-1 43
2 4-Nitrophenyl bicyclo[4.1.0]hept... 261 C14H15NO4 328938-65-4 43
3 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 43
4 3-Fluorobenzoic acid, 4-cyanophe... 241 C14H8FNO2 1000307-72-8 43
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43
Abundance Scan 2051 (15.151 min): BP005178.D\data.ms (-2047) (- m/z 123.20 100.00%
123.2
5000
55. 207.3
—— —
‘ } \ l ‘ ‘ 15.00 15.50
or bbbl bl ] 2811338.4401.3464.45227 /) 69,10 46.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112281: Benzoic acid, 4-fluoro-, anhydride
128.0
5000 —r— —
15.00 15.50
m/z 95.20 44.33%
O \1513.\(‘)\\1\\“\\\f‘\\\\‘\\\\z‘ea-\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111427: 4-Nitrophenyl bicyclo[4.1.0]heptane-7-carboxyl
1238.0
—— —
55.0 15.00 15.50
5000 m/z 109.20 43,80%
0 ‘IJhH\lzsl.o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57850: 4-Fluorobenzoic acid, 2-butyl ester —— ——
123.0 15.00 15.50
m/z 81.10 40.14%
5000
56.0
0 Wl‘l%-o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.028 13.57 ng 319778 Phenanthrene-d10 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 46
3 Tetradecanal 212 C14H280 000124-25-4 44
4 Tridecanoic acid 214 C13H2602 000638-53-9 42
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38

Abundance Scan 2540 (18.028 min): BP005178.D\data.ms (-2537) (- m/z 73.10 100.00%

73.1
5000
145.2
213.3 T \
UL s
o MMM [378,5336.0 4010 4773 549 /) 5519 83.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00
213.0 m/z 41.10 78.34%
O\\i“ m‘"!"“l\\\\!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
T \
18.00
5000 284.0 m/z 43.18  73.63%
185.0
0 m‘ ’ "I‘UW B A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71300: Tetradecanal T
57.0 18.00
m/z 60.05 71.98%
5000
‘ ‘ 168.0
ol 1L th "!M“Mk“J‘m_wwwH_Wwwww —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@40521\
Data File : BP@@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.933 12.09 ng 211845 Chrysene-d12 21.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan3034(20933num BP005178.D\data.ms (-3031) (- m/z 83.15 100.00%

83.2
5000
‘ 21.00
2.2 223.2 :
owwc‘_kﬁwm_H‘_““3‘2‘5”3;‘“}9‘1‘?”“‘7‘2‘%‘5‘39‘7 m/z 97.15 93.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55.0
5000 T
21.00
m/z 69.10  83.45%
e =
O‘\\L ‘J\W‘\‘!\\\1}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcoho
83.0
——
21.00
5000 ITI/Z 55.10 79.82%
ol (11— MM”/\M
B R A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1 —
83.0 21.00
m/z 57.10 72.78%
- MKAWMMV\AJKWWWWMWMAM
08940, { | 1540230
A R T R RRRARERREE —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040521\
Data File : BP0@5178.D

Acqg On : 05 Apr 2021 14:49
Operator : CG/JU

Sample : M1897-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.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-Pentanone, 4-... 13.128 2.7 ng 43734 3 14.357 327100 20.0
Decahydro-4,4,8... 13.893 4.5 ng 74413 3 14.357 327100 20.0
unknownl14.00 14.004 2.2 ng 36557 3 14.357 327100 20.0
unknownl14.09 14.098 11.3 ng 185176 3 14.357 327100 20.0
1-(2-Hydroxyeth... 14.187 16.6 ng 270883 3 14.357 327100 20.0
Tetracosane 14.887 8.4 ng 138235 3 14.357 327100 20.0
unknown15.15 15.151 18.0 ng 294829 3 14.357 327100 20.0
n-Hexadecanoic ... 18.028 13.6 ng 319778 4 17.128 471181 20.0
Cyclopentadecane 20.933 12.1 ng 211845 5 21.221 350339 20.0
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