LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc :

ALS Vvial : 13  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@19849.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 323 329 342 rBV 263453 405443  9.58% 1.638%
2 5.481 400 407 417 rBV 1137436 1718934 40.61% 6.946%
3 7.081 669 679 694 rBV 1066688 1792583 42.35% 7.244%
4 7.905 809 819 826 rBV 299977 487471 11.52% 1.970%
5 9.075 1010 1018 1031 rBV 828432 1456200 34.40% 5.884%

6 9.552 1088 1099 1106 rBV 154844 313724 7.41% 1
7 10.704 1285 1295 1304 rBV 406172 724865 17.12% 2
8 12.522 1594 1604 1615 rBV2 24278 76676 1.81% ©.310%
9 13.169 1707 1714 1731 rBV 1826127 2758466 65.17% 11.
10 13.445 1753 1761 1771 rBV 986424 1611683 38.08% 6

11 14.545 1940 1948 1961 rBV 531230 840412 19.85%  3.396%
12 14.769 1976 1986 1992 rBvV2 72178 168588 3.98% 0.681%
13 16.045 2195 2203 2220 rBV 1642586 2528450 59.73% 10.217%
14 17.310 2410 2418 2422 rBV 682409 1021709 24.14%  4.129%
15 17.351 2422 2425 2431 rVB 68624 99817 2.36% ©.403%

16 18.022 2535 2539 2545 rVB 119174 161329 3
17 18.204 2566 2570 2579 rBV 473040 660449 15.
18 18.369 2594 2598 2608 rVB5 19277 52924  1.25%
19 19.322 2756 2760 2769 rVB 243185 370925 8
20 19.445 2777 2781 2790 rVB2 168268 243335 5

oOFrRLrONO
N
=
i
R

21 19.675 2817 2820 2829 rVB 189041 272615 6.44%
22 19.880 2850 2855 2868 rVB 3432692 4232814 100.00% 17.104%

[EnY
[y
(]
N
R

23 21.133 3065 3068 3075 rBV2 267880 330802 7.82% 1.337%
24 21.416 3111 3116 3120 rBV 904785 1276759 30.16% 5.159%
25 23.851 3524 3530 3537 rVB 547835 1140101 26.93% 4.607%

Sum of corrected areas: 24747074

8270E-BP013124 .M Mon Feb 26 11:00:35 2024 Pa 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Feb 2024 18:21
: MA/JU
: P1537-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
BP019849.D

: 13 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
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BP019849.D\data.ms

5.481 7.081
9.075

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019849.D\data.ms
19.880

13.169
16.045

13.445

17.310
14.545 18.204

193240,675
12.522 14.769 17-3w2 8.369 j\JJ e

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP019849.D\data.ms

21.416
23.851

21.133

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\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 16.63 ng 405443  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 72
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 329 (5.022 min): BP019849.D\data.ms (-323) (-) m/z 43.00 100.00%

43.0
5000
101.0

4.60 4.80 5.00 5.20 5.40

ol ‘J‘ il 2009 2828 35494179 5208 I n/z 59.16  67.16%
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 [T T[T T T T T T

4.60 4.80 5.00 5.20 5.40

m/z 100.95 28.57%
101.0
O‘\JHIJ%[‘\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
R ARRRRES EE R
4.60 4.80 5.00 5.20 5.40
5000 ITI z 58.05 15.30%
ez
o_m‘ e
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #165726:Sucdnk:add,hepWIanemoxyemyleﬂer ‘H“_“W“‘W“H“u
59.0 4.60 4.80 5.00 5.20 5.40
m/z 40.95 10.35%
5000
159.0
sl 2000

O bk e L e T T
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 2 Hexanoic acid, 3,5,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.552 8.66 ng 313724  Naphthalene-d8 10.704

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
3 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 37
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 32
5 6,6-Dimethylheptanoic acid 158 CSH1802 015898-92-7 32

Abundance Scan 1099 (9.552 min): BP019849.D\data.ms (-1088) (-) m/z 57.10 100.00%

57.1
5000

L2 e
Obr AL T, 2070 280.9 35024183 5036 n/; g3.05  59.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 T
950

41.05 41.19%

[ L3z
‘\\\\y\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0

o

950
5000 56.10  23.01%
| ‘ 25.0
0\H“M*““WNHUH‘w*H‘M*H\H*W*H*M*H\H*w*w*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24262: Formic acid, 4,4-dimethylpent-2-yl ester ‘
57.0 950

55.05  21.04%

0 | ” | 129 0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 Phthalic anhydride Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.522 2.12 ng 76676  Naphthalene-d8 10.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 94
2 Ninhydrin 178 C9H604 000485-47-2 83
3 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83
4 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 78
5 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3 000118-29-6 78

Abundance Scan 1604 (12.522 min): BP019849.D\data.ms (-1594) (- m/z 103.95 100.00%
104.0

f

5000
RN
38. ‘ 192.9 1250
Obribed L L P50 2811 357.2 4290 8293 /7 76.00  82.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26796: Phthalic anhydride
104.0
5000 —— ;
12.50
m/z 50.00 34.03%
38.‘
O‘\\\JLJ‘M\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53572: Ninhydrin
104.0
T T
12.50
5000 ITI/Z 74 .00 20.07%
38.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42026: 1,2-Benzenedicarboxylic acid P I
104.0 12.50
m/z 74.95 11.50%
5000
38'“ ‘
or—-t--rr—r—r—rrrr —T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.445 38.35 ng 1611680  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 50
3 Benzenamine, 4-propoxy- 151 CS9H13NO 004469-80-1 50
4 Acetaminophen 151 C8HINO2 000103-90-2 50
5 Metacetamol 151 C8HO9NO2 000621-42-1 50
Abundance Scan 1761 (13.445 min): BP019849.D\data.ms (-1753) (- | m/z 43.05 100.00%
43.0 109.1
5000
=
“ ‘ ‘ 69.1 13.50
Ol bbb PP T 2416 324.9 4015 BOL3  y/; 199 05  97.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
13.50
m/z 151.05 57.86%
20
0‘\\“\\\‘fdl\d\‘“\h\M“‘IWMH\‘\L\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 J\
L =
13.50
5000 m/z 41.05 24.67%
o‘?r%a?mw\mwmwH‘Wm_m_ww_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28936: Benzenamine, 4-propoxy- T
109.0 13.50
m/z 85.05 19.62%
5000
27.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 5 unknownl4.769 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.769 4.01 ng 168588  Acenaphthene-di10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
2 1-Fluorononane 146 COH19F 000463-18-3 14
3 Succinic acid, 2,2-dimethylpent-... 342 C20H3804 1000381-73-7 10
4 Succinic acid, 2-ethylhexyl 4-he... 328 C19H3604 1000390-47-4 10
5 Succinic acid, cyclohexyl propyl... 242 C13H2204 1000330-01-3 10
Abundance Scan 1986 (14.769 min): BP019849.D\data.ms (-1976) (- m/z 43.00 100.00%
43.0
101.1
5000
s .
h m 197 1, 14.50 15.00
- ‘..l b c,\ ok 29003850 4312 4983 n/z 97.10  54.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 s e
14.50 15.00
101.0 m/z 101.10 52.33%
O‘J\‘L “\‘\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25730: 1-Fluorononane
43.0
P —
14.50 15.00
5000 m/z 137.05 48.41%
oyl aeee
Ban H‘w“u,u‘w‘H“H‘W‘H‘_“W‘H‘_‘H“H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #251240: Succinic acid, 2,2-dimethylpent-3-yl nonyl este sl s
101.0 14.50 15.00
m/z 57.05 48.15%
5000
227.0
. L aseo | zss0
_‘H‘H“"H,H‘W‘H“H‘W‘H‘_“W‘H‘_‘H“H‘_ s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 6 2-((Prop-2-ynyloxy)carbonyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.022 3.16 ng 161329  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-((Prop-2-ynyloxy)carbonyl)benz... 204 C11H804 006139-61-3 50
2 Phthalic anhydride 148 C8H403 000085-44-9 27
3 1,4-Benzenedicarboxylic acid, bi... 254 C12H1406 000959-26-2 16
4 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 16
5 Phthalic acid, di(2-methylallyl)... 274 C16H1804 1000315-58-3 14

Abundance Scan 2539 (18.022 min): BP019849.D\data.ms (-2535) (- m/z 149.00 100.00%

149.0
5000 76.0
J T T ‘ ‘

18.00
“m”!wmuﬂmt‘ P79 3219 42914889548, ./, 193,09  95.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79639: 2-((Prop-2-ynyloxy)carbonyl)benzoic acid
149.0
T ]

o

5000 ‘ ‘
76.0 18.00
m/z 104.00  78.00%
O‘\\\‘!!“\\\‘I\\\‘\W\fh\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26798: Phthalic anhydride
104.0
T \
18.00
5000 m/z 76.00 50.60%
i
e —

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

Abundance #140005: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyeth . ‘
193.0 18.00

m/z 148.00 17.01%

5000

0 440 1 | 2550
e SR ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP013124.M Mon Feb 26 11:01:18 2024 Page: 8



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
BP©19849.D

. 23
: MA/JU

: P1537-13

. 13

hod
le

ry

Feb 2024 18:21

Sample Multiplier: 1

: 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 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 7 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.204 12.93 ng 660449  Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2570 (18.204 min): BP019849.D\data.ms (-2566) (- m/z 73.00 100.00%

73.0
5000
213.2
== ==
“‘ L q | \ | 18.00 18.50
Ol "u“uw AL (2891 403.1462.8 5280 n 7 ce.e0  78.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ol
18.00 18.50
m/z 43.10 71.94%
O ‘ TTT \1"

” 213.0
l‘"\“\“}\“\\f!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

T
18.00 18.50

5000 m/z 55.05 63.86%
171.0
0} ’J }Hmm‘m H“w‘H“H“‘H“HH‘HH‘HH‘HH“
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid P -
73.0 18.00 18.50

m/z 41.05 61.97%

ols: Jo H\ ‘IJ 139. 9\1\9‘9 ’ JL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022324\
BP019849.D
: 23 Feb 2024 18:21

Operator : MA/JU

Sample
Misc
ALS vial : 13

Quant Method
Quant Title

TIC Library

: P1537-13

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 8 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.445 3.81 ng 243335  Chrysene-di2 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2781 (19.445 min): BP019849.D\data.ms (-2777) (- | m/z 73.00 100.00%
5000
241.2 Jw
——
H| 1 \3200 388.1  482.3544.F 19.50
Ol *Wp!mwh_m oSl 48235445 m/z 43.10  79.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
’ 284.0 m/z 59.95 77.71%
0‘\\"\ ’JHIJ““‘\XWHIl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
=
19.50
5000 m/z 57.05 68.53%
199.0
015J>,HHNM¢PW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.10 62.30%
5000 129.0
”H 213.0
o_m‘,"H“u\wuJ‘HM‘m‘“HwH_Wwwwm_ S—
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\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS vial : 13  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 9 1-Tetracosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.133 5.18 ng 330802 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Pentacos-1-ene 350 C25H50 016980-85-1 93
5 Heptacos-1-ene 378 C27H54 015306-27-1 93

Abundance Scan 3068 (21.133 min): BP019849.D\data.ms (-3065) (- m/z 57.10 100.00%

57.1
5000
226.1

1p5.1

T
21.00 21.50

ol «ul“u"uluJ!'w o 2251 3529 43314943 0 8310 99.81%
mi/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231:; 1-Tetracosene
43.0
111.0
5000 — —
21.00 21.50

m/z 69.10 90.49%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173730: 9-Eicosene, (E)-
57.0

T
21.00 21.50

5000 m/z 97.10 88.55%
e
O*J*\*JJHMLW%ﬁ%R‘*wggﬂ?w*w‘*www**w*www**w
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene —
57.0 21.00 21.50

m/z 55.10  85.98%

5000
50
|

| H J | 182.0  292.0 364.0
ob L e e e

T —
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\BP022324\
Data File : BP019849.D

Acqg On : 23 Feb 2024 18:21
Operator : MA/JU

Sample : P1537-13

Misc

ALS Vvial : 13  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 16.6 ng 405443 1 7.905 487471 20.0
Hexanoic acid, ... 9.552 8.7 ng 313724 2 10.704 724865 20.0
Phthalic anhydride 12.522 2.1 ng 76676 2 10.704 724865 20.0
2,4,7,9-Tetrame... 13.445 38.4 ng 1611680 3 14.545 840412 20.0
unknown14.769 14.769 4.0 ng 168588 3 14.545 840412 20.0
2-((Prop-2-ynyl... 18.022 3.2 ng 161329 4 17.310 1021710 20.0
n-Hexadecanoic ... 18.204 12.9 ng 660449 4 17.310 1021710 20.0
Octadecanoic acid  19.445 3.8 ng 243335 5 21.416 1276760 20.0
1-Tetracosene 21.133 5.2 ng 330802 5 21.416 1276760 20.0
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