LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

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@19827.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 320 328 336 rBV 72746 108472 2.30% 0.562%
2 5.469 398 405 416 rBV 451304 690458 14.66% 3.579%
3 7.069 669 677 691 rBV 235861 405261 8.60% 2.101%
4 7.893 808 817 824 rBV 232219 383897 8.15%  1.990%
5 9.063 1009 1016 1027 rBV 672801 1197514 25.42% 6.207%
6 10.693 1284 1293 1302 rBV 286046 503748 10.69% 2.611%
7 12.345 1564 1574 1581 rBV2 26277 57778 1.23% 0.299%
8 13.157 1705 1712 1725 rBV 1886752 2920514 61.99% 15.138%
9 14.363 1909 1917 1926 rVB2 22042 51761 1.10% 0.268%

10 14.534 1939 1946 1953 rBV 444965 718418 15.25% 3.724%

11 14.598 1953 1957 1968 rVB2 38922 87081 1.85% ©.451%
12 16.028 2194 2200 2211 rBV 2284363 3397231 72.11% 17.610%
13 17.057 2371 2375 2380 rBV 42443 57698 1.22% 0.299%
14 17.292 2409 2415 2420 rBV 627629 881543 18.71% 4.569%
15 18.186 2562 2567 2575 rBV 353023 500218 10.62% 2.593%
16 19.422 2774 2777 2781 rBV2 95961 121259 2.57% 0.629%

17 19.857 2846 2851 2857 rBV 3825160 4711179 100.00% 24.420%

18 21.104 3060 3063 3068 rVB 290348 333523 7.08% 1.729%
19 21.386 3106 3111 3117 rBV 761655 1039818 22.07% 5.390%
20 23.804 3517 3522 3533 rVB 513898 1124614 23.87% 5.829%

Sum of corrected areas: 19291985
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Feb 2024 16:40
: MA/JU
. P1521-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
BP019827.D

CG-MW-23

: 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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0\\

TIC: BP019827.D\data.ms

9.063
5.469

7.069 7.893 10.693
5.916

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: BP019827.D\data.ms
19.857

16.028

13.157

17.292
14.534 18.186

19422 ||

12,345 14.33&398 ] 17.057

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019827.D\data.ms

21.386
23.804

21.104

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 :
Data File :
: 22 Feb 2024 16:40
: MA/JU

: P1521-01

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

12

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\

BP019827.D

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.016 5.65 ng 108472  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 Guanidine 59 CH5N3 000113-00-8 43
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 36
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
Abundance Scan 328 (5.016 min): BP019827.D\data.ms (-320) (-) m/z 43.10 100.00%
431
5000 \wm#wﬁVAN/\Mwwvvmwvw
T TR
J OLl 4.60 4.80 5.00 5.20 5.40
ol hd 107-1162.82209284.0 356.1416.1 5233 '/, 59,05  70.58%
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 [T T T T T T[T T T TT T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 32.41%
0‘\\”\“\"\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296: Guanidine
59.0
R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 17.08%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36862: Propane, 1,1-dipropoxy- T T TR T T T T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 40.95 9.80%
5000
‘ 131.0
o_‘“‘ S S S A
m/z--> 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\BP022224\
Data File : BP019827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

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 2 Cyclopropanecarboxylic acid... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.345 2.29 ng 57778 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2,3... 230 C10H8C1202 959085-02-0 50
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
3 Oxazole 69 C3H3NO 000288-42-6 9
4 Vinyl crotonate 112 C6H802 014861-06-4 9

5 5,6-Decanediol 174 C1OH2202 054884-84-3 9

Abundance Scan 1574 (12.345 min): BP019827.D\data.ms (-1564) (- m/z 69.00 100.00%

69.0
5000

= M

12.00 12.50
“ 154.1 267.1 331.0 4426 544.1 o
“Hﬂwlﬁj‘Huw‘H"H‘_‘H‘H“_‘H‘H“_‘H‘H“_ m/z 39.05 20.22%

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

Abundance #110879: Cyclopropanecarboxylic acid, 2,3-dichlorophen
69.0

o

-

5000 — —
12.00 12.50
m/z 41.00  19.12%

ok, 162.0 2300
‘\\\1’\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0

-

“ T
12.00 12.50
5000 m/z 87.05 17.86%

h.“u ‘ 1\41'0 210.0
0

-

O iyt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #545: Oxazole T 1
69.0 12.00 12.50
m/z 102.95 15.72%
) wNNM/WVNNAMMJWMWVWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

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 Benzoic acid, 2,4-dichloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.598 2.42 ng 87081  Acenaphthene-dile 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4-dichloro- 190 C7H4C1202 000050-84-0 95
2 Benzoic acid, 3,4-dichloro- 190 C7H4C1202 000051-44-5 95
3 3,5-Dichlorobenzoic acid 190 C7H4C1202 000051-36-5 95
4 Benzoic acid, 2,5-dichloro- 190 C7H4C1202 000050-79-3 94
5 Benzoic acid, 2,6-dichloro- 190 C7H4C1202 000050-30-6 93

Abundance Scan 1957 (14.598 min): BP019827.D\data.ms (-1953) (- m/z 172.90 100.00%

172.9
5000
75.0

‘ ' “ o671 14.50 15.00
biad b WL 2071 3410 4311 5388 ;175 00 66.16%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65115: Benzoic acid, 2,4-dichloro-
173.0

2000 1450 1500
74.0 : :

m/z 190.00 57.21%

MHH. h b
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65111: Benzoic acid, 3,4-dichloro-
173.0

o

o

14.50 15.00
m/z 191.90 32.72%
50001 740 /
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65102: 3,5-Dichlorobenzoic acid el —
173.0 14.50 15.00

m/z 74.95  26.34%

7l W&j\/%
hWJ‘hLy L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP@19827.D

Acqg On : 22 Feb 2024 16:40

Operator : MA/JU

Sample : P1521-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 4 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.186 11.35 ng 500218 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 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2567 (18.186 min): BP019827.D\data.ms (-2562) (- m/z 73.00 100.00%

73.0
5000
213.2
S —
W‘ ‘ Hl ‘ 18.00 18.50
oL MMMALGETIL L 1) (2891 355.9 4340 5303 /7 59.95  69.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 =T R
18.00 18.50
“ 213.0 m/z 43.05 69.13%
0 \\i“ ‘ 1‘"!"‘\“\‘\‘ L\\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 55.05 62.12%

o

185.0
WL
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 41.10 60.54%
5000
L 214.0
OM ‘JM\ o] e
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\BP022224\
Data File : BP019827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 5 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.422 2.33 ng 121259  Chrysene-di12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 98

2 Nonadecanoic acid 298 C19H3802 000646-30-0 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 Tetracosanoic acid 368 (C24H4802 000557-59-5 64
Abundance Scan 2777 (19.422 min): BP019827.D\data.ms (-2774) (- m/z 73.00 100.00%
73.0
5000 ¢WMMWMWWMAMVNMMMMAM
19.50
316.0 400.8 . .
0 46125255 /7 a3.e8  72.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 R
19.50
H 185.0 284.0 m/z 60.00 68.07%
O\"\H‘ ‘1"\“‘“‘!1‘1\“‘\\\\‘\\\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197278: Nonadecanoic acid
43.0
—
19.50
5000 298.0 ITI/Z 55.10 65.78%
129.0
0 : MLW*NuMMLHHJH‘J_‘H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 41.10 64.56%
5000
L 228.0
143.0 \
i 4 Lol
0 " Li ——
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\BP022224\
Data File : BP019827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libr

ary

: 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 6 2- Chloropropionic acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.104 6.42 ng 333523  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Cyclopentadecane 210 C15H30 000295-48-7 92
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 3063 (21.104 min): BP019827.D\data.ms (-3060) (- m/z 57.10 100.00%
57.1
i 2100 2150
193.0 267.0 415.2 : '
- _H‘_Xprm_‘u‘uu‘ﬁfﬂ}u‘H‘wfgﬂﬁ‘wu‘w‘uw‘ m/z 83.05 96.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #239251: 2- Chloropropionic acid, hexadecy! ester
57.0
5000 — ——
21.00 21.50
195.0 m/z 43.05 91.13%
| 19J6.0 269.0
OHJ\I!’J\ \l Yu\!‘f‘\‘\\\‘H“H‘\\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
21.00 21.50
5000 m/z 55.10 88.69%
H‘w‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane T —
55.0 21.00 21.50
m/z 97.10 82.96%
5000
J Fozmo
ol $‘H_ﬂw‘um‘u‘wu‘w‘uW‘H‘_H‘_‘H_‘H‘H‘wu‘w‘ —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

8270E-BPO13124.M Fri Feb 23 12:09:43 2024 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\

Data File : BP©19827.D

Acqg On : 22 Feb 2024 16:40
Operator : MA/JU

Sample : P1521-01

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--- |

RT Resp Conc|

.893 383897
.693 503748
.534 718418
.292 881543
.386 1039820

20.
20.
20.
20.
20.

CG-MW-23

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.016 5.7 ng 108472 1
Cyclopropanecar... 12.345 2.3 ng 57778 2
Benzoic acid, 2... 14.598 2.4 ng 87081 3
n-Hexadecanoic ... 18.186 11.4 ng 500218 4
Octadecanoic acid 19.422 2.3 ng 121259 5
2- Chloropropio... 21.104 6.4 ng 333523 5

8270E-BP013124.M Fri Feb 23 12:09:43 2024

.386 1039820

20.

Pa



