LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019943.D

Acqg On : 29 Feb 2024 18:32
Operator : MA/JU

Sample : P1620-31

Misc :

ALS Vvial : 15 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@19943.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.011 322 327 338 rVB 72211 111710 2.49% 0.456%
2 5.463 397 404 415 rBV 883809 1383356 30.86% 5.652%
3 7.069 669 677 692 rBV 908772 1553758 34.66% 6.349%
4 7.893 809 817 825 rBV 337485 549764 12.26%  2.246%
5 9.063 1008 1016 1035 rBV 584776 1049588 23.41% 4.289%
6 10.693 1284 1293 1312 rBV 410778 760395 16.96% 3.107%
7 13.163 1705 1713 1731 rBV 1628556 2552616 56.94% 10.430%
8 14.539 1940 1947 1966 rVB 692788 1096279 24.46% 4.479%
9 16.039 2195 2202 2219 rBV 1379668 2188901 48.83% 8.944%
10 17.304 2410 2417 2422 rBV 947559 1442844 32.19% 5.895%
11 18.198 2563 2569 2577 rBV 152272 239372 5.34% 0.978%
12 19.316 2755 2759 2767 rVB 97501 137416 3.07% 0.561%
13 19.433 2776 2779 2786 rBV6 46649 74376 1.66% 0.304%
14 19.669 2816 2819 2824 rVB 60966 84473 1.88%  0.345%
15 19.874 2848 2854 2861 rBV 3582314 4482669 100.00% 18.316%
16 20.627 2976 2982 2998 rBV 2826944 3712976 82.83% 15.171%

17 21.121 3062 3066 3071 rBV 232018 300920 6.71%
18 21.404 3109 3114 3119 rBV 1116638 1509105 33.67%
19 23.833 3521 3527 3534 rVB 599154 1243631 27.74%
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Sum of corrected areas: 24474149
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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 18:32
: MA/JU
. P1620-31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019943.D

: 15  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
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TIC: BP019943.D\data.ms

5.463 7.069

9.063
7893 10.693
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Time-->
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3000000

2500000
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TIC: BP019943.D\data.ms
19.874
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14.539
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Time-->
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3500000

3000000

2500000
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1500000

1000000

500000

0

TIC: BP019943.D\data.ms

D.627

21.404

23.833
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019943.D

Acqg On : 29 Feb 2024 18:32
Operator : MA/JU

Sample : P1620-31

Misc

ALS vial : 15 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.011 4.06 ng 111710 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 72
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
4 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
5 Hydrazine, 1,1-bis(1- methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 327 (5.011 min): BP019943.D\data.ms (-322) (-) m/z 43.00 100.00%

9.

%

5000
101.0
R ABAARAANRE
4.60 4.80 5.00 5.20 5.40
bbbt 20902690 3407 44505034 /7 59.10  67.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN R
4.60 4.80 5.00 5.20 5.40
‘ 101.0 m/z 101.00 29.46%
O‘\\‘\H\‘\\\‘\H\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

—

43.0
[T S e
4.60 4.80 5.00 5.20 5.40
m/z 58.10 14.88%
5000 101.0
o_u‘“!“JH"HwH,mww_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9501: n-Propyl t-butyl ether P e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.04%
- VWMJL/\AA
Lo
o_MH‘m"HwH,mww_m‘wwwww‘_ [

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019943.D

Acqg On : 29 Feb 2024 18:32
Operator : MA/JU

Sample : P1620-31

Misc

ALS vial : 15 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.198 3.32 ng 239372  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2569 (18.198 min): BP019943.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
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213.2

— —
’H 157\1 l 18.00 18.50
. UERY) Ll bBﬁl 39014152 4942 ' n/z ee.00  72.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U b -
18.00 18.50

m/z 43.05 67.75%

” 213.0
O\\i“ \L’“\LM\‘\1\\\‘\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid

73.0

S e
18.00 18.50
5000 ITI/Z 55.05 63.54%
H 185.0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126202: Pentadecanoic acid el —
43.0 18.00 18.50
m/z 57.05 60.44%
5000
1200 2420
st b
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019943.D

Acqg On : 29 Feb 2024 18:32
Operator : MA/JU

Sample : P1620-31

Misc

ALS vial : 15 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 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.627 49.21 ng 3712980  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 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58
5 Diisooctyl adipate 370 C22H4204 001330-86-5 52
Abundance Scan 2982 (20.627 min): BP019943.D\data.ms (-2976) (- m/z 129.00 100.00%
129.0
5000/ 971 k
i W% aw
241.2 : :
e \”‘ A L H Ao 8182 89214520 545: 0 n/; 57.10  48.12%
m/z--> 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
570 m/z 55.05  33.70%
0 \‘Hn‘iurmwg‘r“\ !“\\\\%\‘\\\‘g\%g\?rg\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
— =
20.50 21.00
5000 m/z 70.10 33.15%
57.0
} ‘ ‘ 241.0
ob bbb Trewse
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester — T
129.0 20.50 21.00
m/z 71.10 31.73%
57.0
5000
| ’ l 2419
0“‘\‘\'”“4‘”‘“""‘m“\m“‘H‘mwuu‘mwuu“ = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP@19943.D

Acqg On : 29 Feb 2024 18:32

Operator : MA/JU

Sample : P1620-31

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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 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 4 Cyclopentadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.121 3.99 ng 300920 Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 Nonacos-1-ene 406 C29H58 018835-35-3 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94

5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 3066 (21.121 min): BP019943.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1
5000
51 —— —
\h 2261831 369.0 436.0 522.5 21.00 21.50
O e L e o e m/z 83.10 92.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 — e
21.00 21.50
m/z 55.10 89.01%
H }FSO 210.0
O\\L‘\\f\\1\\\1}‘\\\‘\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene
57.0
— —
21.00 21.50
5000 ITI/Z 97.10 86.75%
125.0
ol gezo aso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester e ——
57.0 21.00 21.50
m/z 43.05 84.77%
5000
rSO
m/z--> 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 : BP019943.D

Acqg On : 29 Feb 2024 18:32
Operator : MA/JU

Sample : P1620-31

Misc

ALS Vvial : 15 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 4.1 ng 111710 1 7.893 549764 20.0
n-Hexadecanoic ... 18.198 3.3 ng 239372 4 17.304 1442840 20.0
Adipic acid, 2-... 20.627 49.2 ng 3712980 5 21.404 1509110 20.0
Cyclopentadecane 21.121 4.0 ng 300920 5 21.404 1509110 20.0
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