LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019950.D

Acqg On : 29 Feb 2024 22:28
Operator : MA/JU

Sample : P1639-21 2X

Misc :

ALS Vvial : 22 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-BP022624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19950.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 397 405 422 rBV 887763 1409614 42.32% 6.960%
2 7.075 669 678 694 rBvV 869647 1533664 46.04% 7.572%
3 7.893 808 817 825 rBV 363656 589139 17.69%  2.909%
4 9.069 1009 1017 1035 rBV 555559 1005275 30.18% 4.963%
5 10.699 1286 1294 1305 rBV 455683 797340 23.94%  3.937%

6 13.163 1705 1713 1727 rBV 1656194 2510830 75.37% 12.396%
7 14.539 1940 1947 1955 rBV 726607 1145398 34.38% 5.655%
8 16.039 2196 2202 2220 rBV 1425507 2215636 66.51% 10.939%
9 17.304 2411 2417 2422 rBV 927086 1394908 41.87% 6.887%

10 17.345 2422 2424 2430 rVB 61705 86235 2.59% 0.426%
11 18.198 2565 2569 2579 rBV 234501 348547 10.46% 1.721%
12 19.322 2756 2760 2765 rVB 171847 221636 6.65% 1.094%
13 19.439 2777 2780 2788 rVB4 66734 95018 2.85% 0.469%
14 19.675 2816 2820 2825 rVB 141881 184344 5.53% 0.910%

15 19.874 2849 2854 2859 rBV 2697389 3331233 100.00% 16.447%

16 20.627 2978 2982 2990 rBV 1007442 1231529 36.97%
17 21.121 3064 3066 3071 rVB2 150025 154010 4.62%
18 21.410 3111 3115 3119 rVB 795221 1049294 31.50%
19 23.839 3524 3528 3536 rVB 480220 950863 28.54%
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Sum of corrected areas: 20254513
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Feb 2024 22:28
: MA/JU
¢ P1639-21 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019950.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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: BP019950.D\data.ms

5.469 7.075

9.069
7.893 10.699

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: BP019950.D\data.ms
19.874

13.163
16.039

17.304
14.539

18.198 191641;9)@ [
17,345

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: BP019950.D\data.ms

D627 21.410
23.839

21.121

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\BP022924\
Data File : BP@19950.D

Acqg On : 29 Feb 2024 22:28

Operator : MA/JU

Sample : P1639-21 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.198 5.00 ng 348547  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2569 (18.198 min): BP019950.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
2132 ‘

I T
L MJ L ll\ | 303.1361.1418.2 484.4 18,99 16,50
o JMM&* ALl | F03.1361.1418.2 484.4541.3 /7 59,95  76.58%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 e —

18.00 18.50
} 157.0 m/z 43.05 70.35%
h ‘“\ JI

\ll\“‘IW l\lf‘\‘\\“\‘\\‘\\\l\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

o

o e
18.00 18.50
5000 ITI/Z 41.05 68.95%
L 228.0
0Lk HMM“\\\A \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid — —
73.0 18.00 18.50
m/z 55.10 66.81%
5000
H 1850 2840
m/z--> 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\BP022924\
Data File : BP019950.D

Acqg On : 29 Feb 2024 22:28
Operator : MA/JU

Sample : P1639-21 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.627  23.47 ng 1231530  Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 78
4 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 53
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 52

Abundance Scan 2982 (20.627 min): BP019950.D\data.ms (-2978) (- m/z 129.00 100.00%
129.0

%

5000 °71
— —
2412 20.50 21.00

H ”. ‘ 313.1375.4 463.3 539.5 .
“Huﬁumtﬂ‘u_‘H‘uuJ_‘H“H‘M‘H“H‘M‘H“H‘M m/z 57.10 48.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0

5000 S
241.0 20.50 21.00
57.0 m/z 55.18  34.96%

‘\\‘\\“’]IWJ!f”\Fl\Il\\‘\\\\“\‘\\\‘g\2\9\‘9\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279372: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

T
20.50 21.00

o

o

5000 ITI/Z 70.10 34.11%
57.0
OMM L0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279237: Hexanedioic acid, dioctyl ester — T
129.0 20.50 21.00
57.0 m/z 71.10 32.50%
5000
241.0
YL TN R - — e ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019950.D

Acqg On : 29 Feb 2024 22:28
Operator : MA/JU

Sample : P1639-21 2X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 1-Tricosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.122 2.94 ng 154010 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 Nonacos-1-ene 406 C29H58 018835-35-3 92
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
Abundance Scan 3066 (21.121 min): BP019950.D\data.ms (-3064) (- m/z 57.10 100.00%
57.1
5000 226.0 L}/\
125.1
—— —
341.1 21.00 21.50
0 ‘ nRymin wa« ‘ﬁ o Wi Jsﬁ?f‘w?ﬁf m/z 97.10  90.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227233: 1-Tricosene
57.0
5000 — —
21.00 21.50
‘ %50 m/z 55.10 83.02%
322.0
O \\‘f"J\|\\\h‘“\‘i‘\‘\‘I\“\s\‘z\‘o\\2\\5‘2\9\\’\\l\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene
57.0
—— —
21.00 21.50
5000 m/z 83.10 78.55%
125.0
R [TIET—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene —— —
43.0 21.00 21.50
m/z 43.10 77.56%
0 '} } | 168.0  267.0 490.0
““‘H‘H"_‘H“H‘_“W‘H‘,H‘w“u‘u“_‘u“ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019950.D

Acqg On : 29 Feb 2024 22:28
Operator : MA/JU

Sample : P1639-21 2X

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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|
n-Hexadecanoic ... 18.198 5.0 ng 348547 4 17.304 1394910 20.0
Adipic acid, 2-... 20.627 23.5 ng 1231530 5 21.410 1049290 20.0
1-Tricosene 21.122 2.9 ng 154010 5 21.410 1049290 20.0
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