LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP019724.D

Acqg On : 15 Feb 2024 15:46
Operator : MA/JU

Sample : P1483-03

Misc :

ALS Vvial : 11 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19724.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 323 329 339 rBV 111808 165871 4.70%  0.950%
2 5.475 398 406 420 rBV 842847 1279049 36.23% 7.324%
3 7.075 670 678 693 rBV 783198 1297928 36.77% 7.432%
4 7.905 812 819 826 rBV 259191 422274 11.96%  2.418%
5 9.069 1008 1017 1027 rBV 489887 866780 24.55% 4.963%

6 10.704 1287 1295 1307 rBV 304988 540743 15.32%  3.096%
7 13.163 1706 1713 1733 rBV 1238877 1911568 54.15% 10.946%
8 14.540 1940 1947 1956 rBV 450008 720812 20.42% 4.127%
9 14.763 1975 1985 1991 rVB4 15566 35916 1.02% 0.206%
10 16.034 2193 2201 2217 rBV 1165246 1905627 53.98% 10.912%

11 17.298 2407 2416 2421 rBV 659295 998636 28.29% 5.718%
12 18.192 2563 2568 2578 rBV 392659 564297 15.98%  3.231%
13 19.304 2751 2757 2766 rBV 81727 146272 4.14%  0.838%
14 19.428 2774 2778 2787 rBV 204858 279537  7.92% 1.601%
15 19.657 2814 2817 2821 rVB 55862 62666 1.78% ©.359%

16 19.863 2846 2852 2866 rBV 2917601 3530302 100.00% 20.
17 21.110 3060 3064 3070 rBV 221112 277203  7.85% 1.587%
18 21.386 3106 3111 3117 rBV 906290 1257922 35.63% 7
19 23.810 3517 3523 3532 rVB 594995 1200682 34.01% 6

Sum of corrected areas: 17464085
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Feb 2024 15:46
: MA/JU
. P1483-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
BP019724.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP019724.D\data.ms

5.475 7.075

9.069
7.905 10.704
5.022
| S

Time-->

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP019724.D\data.ms
19.863

13.163 16.034

17.298
14.540 18.192

191?? '4298 eﬂ
4.763 A N

0
Time-->

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

2500000

2000000

1500000

1000000

500000

0

TIC: BP019724.D\data.ms

21.386
23.810

21.110

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\BP021524\
Data File : BP019724.D

Acqg On : 15 Feb 2024 15:46
Operator : MA/JU

Sample : P1483-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.022 7.86 ng 165871 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 329 (5.022 min): BP019724.D\data.ms (-323) (-) m/z 43.00 100.00%
43.0
5000
101.1

4.60 4.80 5.00 5.20 5.40
bkt 2078 28113427 416547585342 n/z 59.16  68.12%

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

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 101.10 29.39%
101.0
O‘\\h\‘l\‘h\\‘\“‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R BRARERREEAEES
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.53%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4153: 1-Propen-2-ol, acetate e e e an
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.21%
5000
o D N e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\

Library Search Compound Report

Data File : BP@19724.D

Acqg On : 15 Feb 2024 15:46
Operator : MA/JU

Sample : P1483-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 2 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.192 11.30 ng 564297  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2568 (18.192 min): BP019724.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
5000
213.2
e

==
“HL H 18.00 18.50
Ol M H‘Hmm“‘mwﬁ??%‘491‘?“7‘7‘5‘1“5‘39‘9 m/z 60.00 71.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — o
129.0 18.00 18.50

m/z 43.05 70.50%

O‘\\\‘““‘ Jml.h‘mmA\}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
e

T
18.00 18.50
5000 m/z 55.05 65.72%
‘ 130 2420
oMLy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid = =
73.0 18.00 18.50

m/z 41.05 63.72%

5000 VUMAMﬂNxNA\WWAWNW
214.0
0 ‘ . F.m -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19724.D

Acqg On : 15 Feb 2024 15:46

Operator : MA/JU

Sample : P1483-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 4 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.427 4.44 ng 279537  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2778 (19.428 min): BP019724.D\data.ms (-2774) (- m/z 73.00 100.00%

73.0
5000
241.2
——
‘ | 1711 | 19.50
ol “ b Ll Lo ) 3410 415.9475.1538.0 /0 43 65 75.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —
19.50
’ 284.0 m/z 60.00  69.70%
0‘\\"\ ’JH“‘HI“\WHIl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5
19.50
5000 ITI/Z 55.00 64.28%

O
Aﬁe

185.0
“‘,‘ Wmm“
m/z--> 0 100 150 200 250 300 350 400 450 500 550

Abundance #143511: n-Hexadecanoic acid T
73.0 19.50

m/z 57.05 59.86%

256.0
5000
57.0
v MMMMM\‘\\

VL N —— —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP019724.D

Acqg On : 15 Feb 2024 15:46
Operator : MA/JU

Sample : P1483-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 1-Tetracosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.110 4.41 ng 277203  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3064 (21.110 min): BP019724.D\data.ms (-3060) (- m/z 57.10 100.00%
57.1

5000 ¢J—J\A\
1p5.1 —— —
| 26.1 296,15 4301 21.00 21.50
o Ly L 23003561 430.1489.4547. ;55 g5 97,78%
m/fz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
58.0
5000 —— —
21.00 21.50
1p5.0 m/z 83.10 92.19%
1
O‘\\\\“\“Wl\“\l\‘\‘w"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #232316: Behenic alcoho
83.0
— —
21.00 21.50
5000 m/z 43.10 88.90%
0 i} M | | \\ IL‘[\S?"O 222.0280.0
e A st = e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

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

Abundance #215083: 1-Heneicosanol —— —
55.0 21.00 21.50
m/z 69.10 86.63%
5000
{l 5.0
0 \h\ | ‘\ \\ J‘ b ..196'0 266.0
R e AR ARR R A e e

T
21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP019724.D

Acqg On : 15 Feb 2024 15:46
Operator : MA/JU

Sample : P1483-03

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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|
2-Pentanone, 4-... 5.022 7.9 ng 165871 1 7.905 422274 20.0
n-Hexadecanoic ... 18.192 11.3 ng 564297 4 17.298 998636 20.0
Octadecanoic acid 19.427 4.4 ng 279537 5 21.386 1257920 20.0
1-Tetracosene 21.110 4.4 ng 277203 5 21.386 1257920 20.0
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