LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019945.D

Acqg On : 29 Feb 2024 19:40
Operator : MA/JU

Sample : P1620-11

Misc :

ALS Vvial : 17 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@19945.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.011 321 327 334 rBV 52686 81239 1.59% 0.313%
2 5.464 397 404 421 rBV 1047396 1654526 32.33% 6.373%
3 7.069 669 677 691 rBV 1085620 1832345 35.81% 7.058%
4 7.893 809 817 826 rBV 344477 577301 11.28% 2.224%
5 9.069 1008 1017 1029 rBV 693023 1252888 24.48% 4.826%
6 10.693 1285 1293 1306 rBV 439011 788869 15.42%  3.039%
7 13.163 1705 1713 1724 rBV 1908694 2968113 58.00% 11.433%
8 14.540 1939 1947 1956 rBV 712756 1131793 22.12% 4.360%
9 16.039 2194 2202 2223 rBV 1609201 2541671 49.67% 9.791%
10 17.304 2410 2417 2422 rBV 960768 1496107 29.24% 5.763%
11 18.198 2564 2569 2578 rBV 238387 347496 6.79% 1.339%
12 19.316 2755 2759 2767 rVB 113815 158898 3.10% 0.612%
13 19.433 2775 2779 2786 rBV3 76504 118923 2.32% 0.458%
14 19.669 2815 2819 2828 rVB 92812 136418 2.67% ©.525%
15 19.875 2848 2854 2861 rBV 4130181 5117517 100.00% 19.713%
16 20.622 2977 2981 2996 rBV 1974866 2640556 51.60% 10.172%

17 21.122 3062 3066 3073 rBV2 305144 384494  7.51%
18 21.404 3109 3114 3119 rBV 1092910 1464737 28.62%
19 23.827 3521 3526 3538 rVB 597207 1265976 24.74%
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Sum of corrected areas: 25959867
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 29 Feb 2024 19:40
: MA/JU
. P1620-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019945.D

: 17  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019945.D\data.ms

5.464 7.069

9.069
7.893 10.693

5.011

Time-->

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019945.D\data.ms
19.875

13.163
16.039

17.304
14.540

0
Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019945.D\data.ms

.622

21.404
23.827
21.122 [\
e e —

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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\

Library Search Compound Report

Data File : BP@19945.D

Acqg On : 29 Feb 2024 19:40
Operator : MA/JU

Sample : P1620-11

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.011 2.81 ng 81239  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 16
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 9

Abundance Scan 327 (5.011 min): BP019945.D\data.ms (-321) (-) m/z 43.00 100.00%

43.0

5000

-

101.1

| ‘ 720.8280.8 4.60 4.80 5.00 5.20 5.40
ol 162.8220.8280.5340.6 4320 5356 n/z s59.00  68.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL L L B I
4.60 4.80 5.00 5.20 5.40
m/z 101.05 27 .55%
101.0
O \JHIV‘%" \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #53395: 2,5,8,11-Tetraoxadodecane
59.0
[T R T
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 17.65%
“J 133.0
O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T TR
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 9.52%

5000

.

H 126.0

L R R
miz--> 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 :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

29

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019945.D

Feb 2024 19:40

: MA/JU
. P1620-11

17

TIC Library

Sample Multiplier: 1

: 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 2 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.198  4.65ng 34749  Phenanthrene-dio 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

2 Tridecanoic acid 214 C13H2602
3 Octadecanoic acid 284 C18H3602
4 Pentadecanoic acid 242 C15H3002
5 Tetradecanoic acid 228 C14H2802

000638-53-9 94
000057-11-4 87
001002-84-2 87
000544-63-8 83

Abundance Scan 2569 (18.198 min): BP019945.D\data.ms (-2564) (- m/z 73.00 100.00%

73.0
5000
213.2
N —
" M :
bk, WM” A1 270:3326.8386.6 452.6 521.9 /7 6e.e0  79.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT T C
18.00 18.50
m/z 43.10 75.80%

W 213.0
O\\i‘ \\"“Jl“\“\‘\l\1\\!‘\“\fl\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

\ N
18.00 18.50
5000 ITI/Z 55.05 70.45%
171.0
o\l\ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid e B
73.0 18.00 18.50
m/z 41.10 64.37%
5000
H 1850  284.0
0 WU‘ JWMW%HM“_‘H“Hyw‘u“u‘_“w‘u"H‘w‘ Bae -
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 : BP019945.D

Acqg On : 29 Feb 2024 19:40
Operator : MA/JU

Sample : P1620-11

Misc

ALS vial : 17 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 4 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.622 36.06 ng 2640560  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 91
2 Diisooctyl adipate 370 C22H4204 001330-86-5 90
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 81
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58
Abundance Scan 2981 (20.622 min): BP019945.D\data.ms (-2977) (| m/z 129.85 100.00%
129.1
5000, 71 Jt
1l s o
’ 241.2 : :
ob bl LLL T 313.1 3863 8003 0 57 10 se.44%
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
57.0 m/z 55.10 36.49%
O ‘\\‘\\ﬂ‘]’\J!\N\{\J}\ \l‘\\\\%\l\\I‘J\\z\g\‘g\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279233: Diisooctyl adipate
129.0
= =
57.0 20.50 21.00
5000 m/z 70.10 34.40%
241.0
ol kbl Ty 31808710
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 71.10 33.91%
5000 57.0 L
OJWJJ\’ ST T R L
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 : BP019945.D

Acqg On : 29 Feb 2024 19:40
Operator : MA/JU

Sample : P1620-11

Misc

ALS vial : 17 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 5 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.122 5.25 ng 384494  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Cyclotetracosane 336 C24H48 000297-03-0 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 3066 (21.122 min): BP019945.D\data.ms (-3062) (- m/z 57.10 100.00%
7.1
5000 \kaJk
nps5.1 — —
226.1 21.00 21.50
.1356.9
ob AL fT 200135694152 5041 g3 qe 99 g3y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 — T
21.00 21.50
29.0 m/z 55.10 92.47%
oL LU 1680260
‘\\\ ‘ 1\\‘!\\1[\1!\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
= —
21.00 21.50
5000 m/z 69.10 90.48%
5.0
0\,“‘\‘“.196,0266.0“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene 7 —
57.0 21.00 21.50
m/z 97.10 89.53%
5000
5.0
0 \‘\ I ’\‘ ‘ ] “ 1\ I |1960 2920 3640
A R e N e e AR AAAAARARRRRRERE SRR —— —
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\BP022924\
Data File : BP019945.D

Acqg On : 29 Feb 2024 19:40
Operator : MA/JU

Sample . P1620-11

Misc

ALS Vvial : 17 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|
2-Pentanone, 4-... 5.011 2.8 ng 81239 1 7.893 577301 20.0
n-Hexadecanoic ... 18.198 4.7 ng 347496 4 17.304 1496110 20.0
Adipic acid, 2-... 20.622 36.1 ng 2640560 5 21.404 1464740 20.0
1-Nonadecene 21.122 5.3 ng 384494 5 21.404 1464740 20.0
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