LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP019594.D

Acqg On : 07 Feb 2024 15:17
Operator : MA/JU

Sample : P1367-05

Misc :

ALS Vvial : 12 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@19594.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.481 398 407 417 rBV 1296078 1927125 34.00% 7.598%
2 7.075 669 678 695 rVB 1278403 2036329 35.93% 8.028%
3 7.905 812 819 827 rBV 276786 443384 7.82% 1.748%
4 9.075 1007 1018 1026 rBV 756510 1309047 23.10% 5.161%
5 10.704 1286 1295 1302 rBV 330383 574510 10.14%  2.265%

6 13.163 1706 1713 1725 rBV 2038878 3107925 54.84% 12.253%
7 14.534 1939 1946 1953 rBV 525809 800696 14.13%  3.157%
8 15.369 2078 2088 2099 rBV 64885 136664 2.41% ©.539%
9 16.028 2192 2200 2219 rBV 2008680 2950407 52.06% 11.632%
10 17.292 2408 2415 2426 rBV 708392 1067781 18.84% 4.210%

11 18.192 2562 2568 2576 rBV 261025 369985 6.53% 1
12 18.263 2576 2580 2590 rVB 32320 58506 1.e3% o
13 19.427 2773 2778 2790 rBV 124618 183352 3.24% 0.723%
14 19.857 2845 2851 2863 rBV 4571544 5667391 100.00% 22.
15 20.621 2974 2981 2998 rBV 1300194 1799171 31.75% 7

16 21.110 3060 3064 3075 rVB2 181531 300840 5.31% 1.186%
17 21.380 3105 3110 3115 rBV 976731 1283937 22.65%
18 23.792 3513 3520 3529 rVB 618676 1347443 23.78% 5.312%
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Sum of corrected areas: 25364493
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Feb 2024 15:17
: MA/JU
. P1367-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
BP919594.D

: 12 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

4000000

3000000

2000000

1000000

TIC: BP019594.D\data.ms

5.481 7.075

9.075
7.905 10.704

Time-->

OL

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

Abundance

4000000

3000000

2000000

1000000

TIC: BP019594.D\data.ms

19.857

13.163 16.028

17.292
14.534

18.192
15.369 18,263 19.427

0
Time-->

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

Time-->

TIC: BP019594.D\data.ms

.621
21.380

23.792
21.110

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\BP020724\
Data File : BP@19594.D

Acqg On : 07 Feb 2024 15:17

Operator : MA/JU

Sample : P1367-05

Misc

ALS vial : 12

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 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.192 6.93 ng 369985 Phenanthrene-d10 17.292
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2568 (18.192 min): BP019594.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000
213.2

— S
M a| \ 18.00 18.50

0l LA il wa‘u‘u p82.9341.0402.1 4881548 n/7 59.95  76.52%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid

256.0

5000 —— S
129.0 18.00 18.50

m/z 43.05 62.71%

O‘\\\‘““‘ Jml.h‘mmA\}?ﬂ’.b\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

mlz--> 0 50

75 T
18.00 18.50
5000 m/z 55.05 60.91%
L 228.0
ot 2222
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid e T
73.0 18.00 18.50
m/z 57.05 60.35%
5000
‘ 171.0
o_‘“‘w J‘”M'W, ‘ S

100 150 200 250 300 350 400 450 500 550

18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020724\

Data File : BP@19594.D

Acqg On : 07 Feb 2024 15:17
Operator : MA/JU

Sample : P1367-05

Misc

ALS vial : 12

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 2 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.427 2.86 ng 183352  Chrysene-di2 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68

5 n-Decyl .alpha.-d-2-deoxyglucoside 304 C16H3205 1000211-42-8 46

Abundance Scan 2778 (19.427 min): BP019594.D\data.ms (-2773) (] ' m/z 73.00 100.00%

73.0
5000
185.1

——
H \ | ‘ 284.1 19.50
0l H“_U'JHH s L"‘Hu_?"“9‘9”““1‘49“‘7‘4?5355 m/z 43.05 77.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ——
185.0 19.50

m/z 59.95 71.92%

O\f”" hllhT\T\\\\\\

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

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0

19.50
m/z 57.05 68.84%
5000 284.0 /
129.0
b ..}Hl.,m gMhmh"H‘??%F’_www‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid —
73.0 19.50
m/z 55.10 65.21%
5000
‘ 143.0 242.0
oLl i
m/z--> 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\BP020724\
Data File : BP019594.D

Acqg On : 07 Feb 2024 15:17
Operator : MA/JU

Sample : P1367-05

Misc

ALS vial : 12  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 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 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.622  28.03 ng 1799176  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 52
5 Adipic acid, 2,4-dimethylpent-3-... 356 C21H4004 1010353-52-5 50

Abundance Scan 2981 (20.621 min): BP019594.D\data.ms (-2974) (- m/z 129.00 100.00%

129.0
5000 57.1
2412 2050 21100
0l H”“J H} u\‘ 237134280 8032 m/z 57.10  46.72%
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
241.0 20 50 21 00
. m/z 55.85 34.11%
O‘\\\““‘f\”fm\lll \l‘\\\\“\‘\\\‘g\\\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0 20 50 21 00
5000 ITI/Z 70.10 33.96%
I
ot b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0 20 50 21 00
m/z 71.05 32.75%
5000 57.0 L
241. 0
ol 20 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 50 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
BP919594.D

Feb 2024 15:17

: MA/JU
. P1367-05

12

hod
le

ry

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 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.110 4.69 ng 300840 Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Triacontyl acetate 480 C32H6402 041755-58-2 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3064 (21.110 min): BP019594.D\data.ms (-3060) (- m/z 83.10 100.00%
8’2
5000 /ﬂﬁk‘
Jﬁ 2100 2150
207.0 . .
281.0
ol ALLLLARAED ) S50 897.9417.04749 549 1/, 57.05  98.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
5000 —_P
21.00 21.50
97.10  91.24%
oot “FP?F’ 222.0280.0
‘\\1’1Y\[1\\1[\1!\‘1\\1[\\T\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334198: Triacontyl acetate
43.0
2100 2150
5000 1.0 69.05 89.59%
ol ,I ““‘ | 1810 250.0 334.0 420.0480.0
e e S e e e e
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0 2100 2150
m/z 43.05 85.79%
5000
125.0
0 \‘\\ ‘H‘\‘\\I\lgso 4060 _’JLA
R e AR R o S R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020724\
Data File : BP019594.D

Acqg On : 07 Feb 2024 15:17
Operator : MA/JU

Sample : P1367-05

Misc

ALS Vvial : 12  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|
n-Hexadecanoic ... 18.192 6.9 ng 369985 4 17.292 1067780 20.0
Octadecanoic acid 19.427 2.9 ng 183352 5 21.380 1283940 20.0
Adipic acid, 2-... 20.622 28.0 ng 1799170 5 21.380 1283940 20.0
Behenic alcohol 21.110 4.7 ng 300840 5 21.380 1283940 20.0
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