LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc :

ALS Vvial : 14 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-BP012924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@19473.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 10.710 1288 1296 1305 rBvV2 510843 1255761 2.65% 1.235%
2 12.157 1536 1542 1548 rBV 562198 877734 1.85% 0.863%
3 13.399 1745 1753 1759 rBV 667865 1033730 2.18% 1.017%
4 14.469 1929 1935 1941 rBV 784124 1063160 2.24%  1.045%
5 14.557 1943 1950 1957 rVB 403042 766377 1.62% 0.754%
6 15.428 2093 2098 2102 rVB 718855 935338 1.97% 0.920%
7 16.292 2240 2245 2254 rBV 731150 1314065 2.77% 1.292%
8 17.092 2377 2381 2386 rBV 622733 792438 1.67% 0.779%
9 17.316 2414 2419 2423 rBV 463871 664921 1.40% 0.654%
10 17.834 2503 2507 2512 rBV 571380 722501 1.52% 0.710%

11 18.016 2531 2538 2547 rVB 7868074 10471465 22.07% 10.297%
12 18.510 2617 2622 2630 rBV 566716 781922 1.65% 0.769%
13 19.134 2720 2728 2731 rBV 24880430 47439222 100.00% 46.649%
14 19.163 2731 2733 2742 rVB2 20012155 23518902 49.58% 23.127%
15 19.275 2747 2752 2757 rBV 3845390 4514030 9.52% 4.439%

16 19.322 2757 2760 2768 rVV2 409260 729692 1.54% 0.718%
17 19.681 2817 2821 2831 rVB2 606551 912444 1.92% 0.897%
18 19.886 2851 2856 2860 rVB 431806 592893 1.25% ©.583%
19 20.380 2936 2940 2945 rVV2 428207 718427 1.51% ©.706%
20 20.433 2945 2949 2957 rVB2 458102 660808 1.39% ©.650%
21 21.410 3109 3115 3119 rBV3 643354 1091664 2.30% 1.073%

22 23.845 3523 3529 3536 rVB 416828 835981 1.76% 0.822%

Sum of corrected areas: 101693475
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Jan 2024 19:19
: MA/JU
: P1242-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
BP019473.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

APUDLRS;
2e+07
1.5e+07
1le+07
5000000

0
Time-->

TIC: BP019473.D\data.ms

10.710

JAN
L L B L B O L L L I Y L I B B B

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

Abundance
2.5e+07

2e+07
1.5e+07
1le+07

5000000

TIC: BP019473.D\data.ms
19.134

19163

18.016

9.275

12.157 13.399 14}_%@?,7 15.428 16.292 17)@2,316 17.83 18.510 1 3229.@%

0
Time-->

A N P
L e B By B B B e By By B

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
2.5e+07
2e+07
1.5e+07

1le+07

5000000

TIC: BP019473.D\data.ms

21.410 23.845

0

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.157 13.98 ng 877734  Naphthalene-d8 10.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 90

Abundance Scan 1542 (12.157 min): BP019473.D\data.ms (-1536) (- m/z 57.05 100.00%

57.0
5000

—
261164 12.00 12.50
bl f201183.2  280.8 36404222 5062 1/, 43.10  80.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0

5000 1
12.00 12.50
m/z 71.05 55.80%

AJ}‘1}?791850
‘\\T\[\T!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

P
12.00 12.50

o

o

5000 m/z 41.05 51.95%
0\”JMLhtﬂﬁzﬁ‘%?%Q”\‘”‘W‘”\”“W‘”\”‘W‘”‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339055: Hexatriacontane — —
57.0 12.00 12.50

m/z 85.10  33.35%

5000
ol | MP70 1970 281.0 351.0 421.0  506.0

e e e e e e e e

= .
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\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.399 26.98 ng 1033730  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74

Abundance Scan 1753 (13.399 min): BP019473.D\data.ms (-1745) (- m/z 57.10 100.00%
57.1

5000

N

SN
541 13.00 13.50
b b 0 221.1282.1 3601 47565358 | n ;43,10 78.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0

o

5000 = —
13.00 13.50
m/z 71.05 60.12%
Ira s
O‘\\\l\‘\\\1\“\1\‘\\”‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
P T
13.00 13.50
5000 ITI/Z 41.05 50.53%
. oz
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane . —
57.0 13.00 13.50
m/z 85.05 37.25%
5000
o | || 12r01850
A e T T e e e — s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.469  27.75 ng 1063160  Acenaphthene-d10 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1935 (14.469 min): BP019473.D\data.ms (-1929) (- m/z 57.05 100.00%
57.0

N

5000
=
27.1 2122 14.50
o b fi2IL 2122 2828 3830 4981 n/; 43,95  78.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 T
14.50
m/z 71.10 62.24%
OJ‘JIQIF-AZ?'LQZ%Z.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane
57.0
=
14.50
5000 ITI/Z 41.10 51.33%
‘ || 1270 2260
S Sa e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane —
57.0 14.50
m/z 85.05 40.94%
5000
“ “ 127.0 198.0
0 it e e e e e e =~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\

Data File : BP@19473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.428 24.41 ng 935338  Acenaphthene-dile 14.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2098 (15.428 min): BP019473.D\data.ms (-2093) (- m/z 57.10 100.00%
7.1

5
5000

71 15.50
oAl JPlY 22622089 42905078 ., 43.05  73.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107220: Hexadecane
57.0
5000 T
15.50

m/z 71.05 60.87%

ULl 2250
‘HH[\TH}H\HH\\‘Hl\\‘\\H‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158600: Nonadecane
57.0

5000 m/z 41.10 46.82%

0 “ |1127.0197.0268.0
S TR
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347240: Tetratetracontane 7
57.0 15.50

m/z 85.05 42.21%

) MN\J\\AA/
H H;Q 197.0267.0337.0 463.0 561.0

Oy i e e — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP012924\

Data File : BP@19473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Heptadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.293 39.53 ng 1314070  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2245 (16.292 min): BP019473.D\data.ms (-2240) (| | m/z 57.10 100.00%
57.1

%

5000
71 16.00 16.50
o ALLLfEIL 2071 27013088 3073 488.9546: 1/, 43.16  74.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 bl =
16.00 16.50
m/z 71.05 62.49%
“|HP7O 240.0
O‘\\‘Tg‘\1!‘\‘!\ﬂ\f‘\\\\’\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
— =
16.00 16.50
5000 ITI/Z 85.05 44 ,99%
oL LLLLLzrs0
‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- e ™
57.0 16.00 16.50
m/z 41.05 44.20%
5000
‘ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.092 23.84 ng 792438  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Octadecane 254 C18H38 000593-45-3 96
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2381 (17.092 min): BP019473.D\data.ms (-2377) (- m/z 57.10 100.00%
57.1
T \
127 1 17.00
o AdbLIPTL 107.2254.3 3259 412447095276 ./, 43.16  78.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
5000 = :
17.00
m/z 71.10 64.97%
O}II “\'\\'\A‘l\az-\‘o‘\\\\‘2\2\6\.\(‘)\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
17.00
5000 m/z 85.10 43.97%
127.0
A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 17.00
m/z 41.05 43.67%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

B
02
: M
. P

01

Quant Method
Quant Title

TIC Library

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
PO19473.D

9 Jan 2024 19:19

A/JU

1242-01 5X

4  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Nonadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.834 21.73 ng 722501  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Decane, 1l-iodo- 268 C1leH21I 002050-77-3 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 2507 (17.834 min): BP019473.D\data.ms (-2503) (- m/z 57.10 100.00%
57.1

5

5000
‘ 1271 17.50 18.00
ob M LLLETL 2009 2683 | 37374324 5150 2 u3.10 77.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 = ~
17.50 18.00
m/z 71.05 62.65%
|‘ \370 197.0 268.0
O\\‘\\ \\‘\\l\\\\ \\\\ TTTT \1\\ TTTT TTTT TTTT TTTT TTT T[T
i) BRARNSRRRN SREAREREEE BRREN

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

—

Abundance #141057: Octadecane
57.0
17.50 18.00
5000 ITI/Z 85.05 45.53%
127.0
ol LT gorozsa0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —T
57.0 17.50 18.00
m/z 41.10 42.22%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
BP019473.D

: 29 Jan 2024 19:19
: MA/JU
: P1242-01 5X

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.016 314.97 ng 10471500  Phenanthrene-d1e 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 2538 (18.016 min): BP019473.D\data.ms (-2531) (- m/z 74.00 100.00%
74.0
5000
143.0 — :
| 2272 18.00
o"H_J‘\u\‘humM‘l‘f | 314.8371.7434.44948 ' m/z 86.95  77.36%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r :
18.00
143.0 m/z 43.10  36.78%
‘ ‘ 227.0
O\\\\‘\\\i‘\i“\‘\‘\\‘\\‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester
74.0
1800
5000 ITI z 55.10 32.41%
143.0
L 2280
o""_mum_m_"""H,"H_m‘w,www
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #161236:Pemadecanmcacm,l44nemyh,meﬂwlemer
74.0 18 00
m/z 41.10 30.97%
5000
L0 a0
Ok e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1&00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.510 23.52 ng 781922  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2622 (18.510 min): BP019473.D\data.ms (-2617) (- | m/z 57.05 100.00%
57.0
1850 |
il 243.2 :
ol ALIIPT 1182024320008 379144155003 0 2310 76.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
5000 — ‘
18.50
m/z 71.05 62.96%
‘ | [ ‘1‘270 197.0 2820
O\\"\\1\‘\‘\‘\!“\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
— T \
18.50
5000 m/z 85.10 46.14%
ol L] 2270 197.0 2680
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane T
57.0 18.50
m/z 41.05 40.51%
5000 \‘
127.0
oL L (20 dor0zsa0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP012924.M Tue Jan 30 12:02:26 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.134 1426.91 ng 47439200  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2728 (19.134 min): BP019473.D\data.ms (-2720) (- m/z 67.10 100.00%
67,
5000 /\/\
— —
m H’%-Ol 55 2631 19.00 19.50
0 MLLLLAP2:2 || 340.9398.1486.3513.9 1/, g1.05  90.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — —
19.00 19.50
m/z 95.05 64.38%
50.0 294.0
oL LU 223.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
— —
19.00 19.50
5000 m/z 55.10 59.83%
} 294.0
omhl'mrm”?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) — —
67.0 19.00 19.50
m/z 41.05 49.30%
) /V\JL
oJmlnxx.ZGZO“ AV —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.163 707.42 ng 23518900  Phenanthrene-d1e 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 2733 (19.163 min): BP019473.D\data.ms (-2731) (- m/z 55.10 100.00%

55.1
5000
264.3
3

A
18T 2 19.00 19.50
ol H bbb is ) 326.9384.6441.2498.1 /7 69.10  71.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — —
19.00 19.50
m/z 41.10 68.41%
‘ LA “n ddd |

o

3.0
e e
LI Ll ., -
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0

T T
19.00 19.50

5000 74.05  64.05%
264.0
3.0180.0 ‘
oul‘“‘JMMuﬂﬁ"ﬁ'ﬁhw‘mW\‘H,mWm_m_m_m,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0 19.00 19.50
m/z 83.10 62.15%
5000
264.0
s
o‘JﬂﬂLM‘vwﬁwwmc‘(u“‘L“M“‘_“w“‘w“u“‘u“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
BP019473.D

Jan 2024 19:19

: MA/JU
¢ P1242-01 5X

14

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.275 135.78 ng 4514030 Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 2752 (19.275 min): BP019473.D\data.ms (-2747) (| m/z 74.00 100.00%
74.0
5000 N
143.1
l 255.2 19.00 19.50
0t ,u | \\ b 341.1399.4457.95188 /0 g7 00 76.69%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 1
143.0 298.0 1900 19.50
\ m/z 43.10 44.93%
OLBIO“’HWJ!I\WJM[WHIWWHflEZ\1!“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143537: 2-Methylpentadecanoic acid
74.0
—
1900 1950
5000 m/z 55.05 35.96%
Wl 143.0 256.0
0‘HHW‘WML‘Mhu‘ﬂ‘H‘ﬂ‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126210: Methyl tetradecanoate —
74.0 19 00 19.50
m/z 41.10 32.45%
5000
o‘L"?‘,hul‘wq‘m‘“_H“_M_H“m“w‘w‘wwm — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:\
BPO
29

: MA/
: P12

14

hod
le

ry

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP012924\
19473.D

Jan 2024 19:19

Ju

42-01 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 9,12-Tetradecadien-1-ol, ac... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.381 13.16 ng 718427  Chrysene-di2 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,12-Tetradecadien-1-0l, acetate... 252 C16H2802 031654-77-0 62
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 58
3 Cyclohexane, 1l-methylene-3-(1-me... 136 C1l@H16 013837-95-1 50
4 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10H16 1000144-04-4 49
5 (z,Z2,2)-6,12,15-0Octadecatrienoic... 292 C19H3202 1010427-70-2 46

Abundance Scan 2940 (20.380 min): BP019473.D\data.ms (-2936) (-
58.0

m/z 55.00 100.00%

5000

3

0
210.1

— —
20.00 20.50

2021
Ol wmih,mh ’ b o5T.0418.2477.1 5438 /7 79.00  82.76%

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

Abundance  #138371: 9,12-Tetradecadien-1-ol, acetate, (Z,E)-
67.0

%

5000
20.00 20.50

m/z 81.00 77.42%

5.0
O\Hm‘ﬁ TF\M19302520“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52979: Bicyclo[10.1.0]tridec-1-ene

67.0

-

20.00 20.50
5000 m/z 67.00 77.12%

Ws.o
ow““‘ “hm‘wm‘HH_H‘_H‘_m_ww,w,‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18238: Cyclohexane, 1-methylene-3-(1-methylethenyl)-,

-

79.0 20.00 20.50
m/z 68.00 66.55%
137.0
o“sk”’\nH SEASES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Cyclopentane, (2-methyl-1-p... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.433 12.11 ng 660808  Chrysene-di2 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methyl-1-propen... 124 C9H16 053366-57-7 55
2 9-Hexadecyn-1-ol 238 C16H300 1000342-40-3 52
3 3-Octyne 110 C8H14 015232-76-5 30
4 2-Amino-4,6-dimethoxypyrimidine 155 C6HIN302 036315-01-2 27
5 5-Nitropyrimidine-4,6-diamine 155 C4H5N502 1000436-21-6 27
Abundance Scan 2949 (20.433 min): BP019473.D\data.ms (-2945) (- m/z 155.10 100.00%
155.1
67.0
5000
“ 2050
240.1 :
- JHM »]M Lok - 312337094290 4945 'm/z 67.00  84.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12232: Cyclopentane, (2-methyl-1-propenyl)-
67.0
5000 T
20.50
‘ m/z 55.00 68.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121280: 9-Hexadecyn-1-0
67.0
—
20.50
5000 m/z 81.00 55.45%
e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6654: 3-Octyne —
67.0 20.50
m/z 68.10 52.66%
5000
OLIL‘L\”‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012924\
Data File : BP019473.D

Acqg On : 29 Jan 2024 19:19
Operator : MA/JU

Sample : P1242-01 5X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tridecane 12.157 14.0 ng 877734 2 10.728 1255760 20.0
Tetradecane 13.399 27.0 ng 1033730 3 14.563 766377 20.0
Pentadecane 14.469 27.8 ng 1063160 3 14.563 766377 20.0
Hexadecane 15.428 24.4 ng 935338 3 14.563 766377 20.0
Heptadecane 16.293 39.5 ng 1314070 4 17.316 664921 20.0
Octadecane 17.092 23.8 ng 792438 4 17.316 664921 20.0
Nonadecane 17.834 21.7 ng 722501 4 17.316 664921 20.0
Hexadecanoic ac... 18.016 315.0 ng 10471500 4 17.316 664921 20.0
Eicosane 18.510 23.5 ng 781922 4 17.316 664921 20.0
9,12-Octadecadi... 19.134 1426.9 ng 47439200 4 17.316 664921 20.0
9-Octadecenoic ... 19.163 707.4 ng 23518900 4 17.316 664921 20.0
Methyl stearate 19.275 135.8 ng 4514030 4 17.316 664921 20.0
9,12-Tetradecad... 20.381 13.2 ng 718427 5 21.410 1091660 20.0
Cyclopentane, (... 20.433 12.1 ng 660808 5 21.410 1091660 20.0
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