LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc :

ALS Vvial : 16 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-BP012624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19457.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.487 400 408 420 rBV 1217143 1804919 47.12% 7.668%
2 7.081 671 679 688 rBV 1204489 1948462 50.87% 8.278%
3 7.916 812 821 828 rVB 272575 440385 11.50% 1.871%
4 9.081 1011 1019 1027 rBV 736019 1234735 32.23% 5.246%
5 10.716 1288 1297 1304 rBV 337125 593818 15.50% 2.523%
6 13.181 1707 1716 1729 rBV 1634105 2519150 65.77% 10.702%
7 14.510 1937 1942 1943 rBV2 36389 45135 1.18% ©0.192%
8 14.545 1943 1948 1955 rVB 503108 781035 20.39%  3.318%
9 16.039 2192 2202 2213 rVB 1299248 1913220 49.95% 8.128%
10 16.716 2312 2317 2322 rBV3 29736 42618 1.11% 0.181%
11 17.304 2410 2417 2422 rBV 679009 984939 25.71% 4.184%
12 17.345 2422 2424 2431 rVV 79271 111965 2.92% 0.476%
13 17.439 2435 2440 2445 rVB 38533 62626 1.63% 0.266%
14 17.492 2445 2449 2456 rBV4 26420 43573 1.14% 0.185%
15 18.086 2545 2550 2557 rBV2 39692 61196 1.60% 0.260%
16 18.216 2567 2572 2581 rBV 408430 578112 15.09% 2.456%
17 19.316 2754 2759 2769 rBV 173175 306842 8.01% 1.304%
18 19.451 2778 2782 2789 rBvV2 132975 183812 4.80% 0.781%
19 19.639 2806 2814 2815 rBV2 46374 84406 2.20% 0.359%
20 19.669 2815 2819 2825 rVB 113289 165933 4.33% 0.705%

21 19.874 2849 2854 2864 rVB 3034857 3830515 100.00% 16.274%
22 20.968 3036 3040 3045 rBV 213303 250322  6.53%
23 21.133 3063 3068 3075 rBV2 255607 336389  8.78%
24 21.339 3098 3103 3107 rBV 522139 606300 15.83%

VN R R
IN
N
O
3R

25 21.398 3107 3113 3118 rVV 835501 1244658 32.49% 288%
26 21.439 3118 3120 3127 rVB 75660 86052  2.25% 366%
27 22.068 3224 3227 3234 rVB3 40815 66442  1.73% 282%

28 22.339 3268 3273 3278 rBV 301514 409604 10.69%

oOPROO®
N
N
®
R

29 22.721 3332 3338 3346 rVB 657179 1011649 26.41% 298%
30 23.086 3395 3400 3405 rBV 55785 127112 3.32% 5407%
31 23.198 3415 3419 3428 rVB2 74059 132383 3.46% ©.562%
32 23.610 3485 3489 3498 rVB 40711 80872 2.11% 0.344%
33 23.715 3503 3507 3515 rVB 43842 90056 2.35% 0.383%
34 23.827 3518 3526 3545 rVB 566806 1222833 31.92% 5.195%
35 24.662 3662 3668 3676 rBv4 55106 136080 3.55% ©.578%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP©19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS Vvial : 16 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-BP012624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 23538148
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jan 2024 20:44
: MA/JU
. Pl1240-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
BP019457.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019457.D\data.ms

5.487 7.081

9.081

7916 10.716

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019457.D\data.ms
19.874

13.181
16.039

17.304
14.545

14.510 16.716 1

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BP019457.D\data.ms

21.398
22.721

21.389 23.827

2035643
2(|1439  22.068 2308688,23: 24.662

21.00 21.50 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\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.216 11.74 ng 578112  Phenanthrene-d10 17.304
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2572 (18.216 min): BP019457.D\data.ms (-2567) (- m/z 73.00 100.00%

73.0
5000
213.2 —

—
| MI L 18.00 18.50
0 Ll ‘huu L“\H‘271?3?9?9351‘ﬂ594w5§§§ m/z 43.05  78.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 . =
18.00 18.50
} 157.0 m/z 59.95 74.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/z 57.85 67.72%
P 214.0
0“» L) »‘wwq"_y“_“w“u,‘u‘,‘u‘,u“““‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid Py =
73.0 18.00 18.50

m/z 55.05 64.28%

. 5.}9 | 1439, 9\1\9\9 i L

[ T
m/z--> 0 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\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44

Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 6

R.T. EstConc Area Relative to ISTD R.T.
19.451 2.95 ng 183812  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2782 (19.451 min): BP019457.D\data.ms (-2778) (- m/z 72.95 100.00%
73.0
o wNMWWWVAWJ\MMM,mMWAW
2412 ——
I 19.50
372.8
- MJ‘H“.‘ ol MWWwq‘o‘z‘?ww 43185009 n/; 43.05 80.70%
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 60.00  79.68%
0‘\\"\ “ HIJ‘HM\J\\HW‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
T
19.50
5000 m/z 57.05 75.24%
129.0 242.0
AN TN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.00 64.97%
5000
L 228.0
o“’ “lehw\‘ —
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\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 Cinnamyl cinnamate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.968 4.02 ng 250322  Chrysene-di2 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
3 N-(2-Chlorophenyl)-3-phenyl-2-pr... 353 C17H11C1F3NO2 1000492-36-9 47
4 2-Propenoic acid, 3-phenyl-, phe... 224 C15H1202 025695-77-6 47
5 N-[(2Z)-3-Phenylprop-2-enoyl]gly... 233 C13H15NO3 1000498-00-6 47

Abundance Scan 3040 (20.968 min): BP019457.D\data.ms (-3036) (- | m/z 131.00 100.00%
131.0
5000
219.1 LI
51.0 ‘ ‘ 21.00
Ob bbb bk i 280,9387.6 402.2 474.95367  1/7 115.00  45.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0
5000 L
21.00
2190 m/z 102.95 37.26%
51.01 | ‘
0\\\\%\“\‘\\‘\\\ l\‘\\‘\\‘\\L\‘\‘\‘\\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
SITNVIW
21.00
5000 m/z 117.00  36.24%
410 ‘ 188.0
o e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262299: N-(2-Chlorophenyl)-3-phenyl-2-propenamide, N =
131.0 21.00
m/z 76.95 34.05%
- V_‘}\JA
oL 310 || 1880 325.0
e e e e e e e e
mlz--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.133 5.41 ng 336389 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Octacosyl acetate 452 C30H6002 018206-97-8 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3068 (21.133 min): BP019457.D\data.ms (-3063) (- m/z 57.05 100.00%

57.0
5000

FFT1 2291 21,00 2150

ob— A4 \IQJWﬂH\WWH 295.1355.0414.8475.0 5455 n/z 55.05  92.95%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #173729: 5-Eicosene, (E)- J-t
53.0

5000 LA
21.00 21.50
m/z 43.10 91.19%

0 J‘ n 196.0 280.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate

43.0

—— —
21.00 21.50
5000 111.0 m/z 83.85 83.31%
0 | hh‘ lt ‘181 0 250.0 320.0 392.0452.0
e A e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T T
57.0 21.00 21.50

m/z 69.05 78.49%

5000
125.0
i 1‘}4‘\..1960 292.0 364.0

R T e AR RTRRR St —
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22339 essng aeo604 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47
erephthalic acid, 2-ethylhexyl . 390 C24H3804 1000324-00-5 47
sophthalic acid, di(4-octyl) ester‘ 390 C24H3804 1000344-04-3 38

VA WNER
H - R FP

Abundance Scan 3273 (22.339 min): BP019457.D\data.ms (-3268) (- m/z 70.05 100.00%
70.0
149.0
261.1
5000
= =
” ‘ 22.00 22.50
0 Hu‘whh_H"‘Hwm"H‘H_“3‘5‘5”1”4161‘_45‘9‘9‘5‘4?‘ m/z 149.00  76.25%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 22\ ‘ ‘22\ ‘
2610 .00 .50
\ m/z 261.05 59.34%
OJ”JWII\‘XJ.
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
— —
1490 22.00 22.50
5000 ' 261.0 m/z 57.10 43.96%
0 JJ““M\ “mﬁ“]:qwHHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester P —
261.0 22.00 22.50
m/z 112.05 43.87%
5000 70.0
149.0
Om“‘\u““\H“WLH“M‘“H“‘H‘HHWHWHWH“ = s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.721 16.55 ng 1011650  Perylene-di12 23.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 90
3 .beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 83
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
5 trans-Farnesol 222 C15H260 000106-28-5 78
Abundance Scan 3338 (22.721 min): BP019457 .D\data.ms (-3332) (- | m/z 69.10 100.00%
69.1
5000
—= —
7.0 203.2 22.50 23.00
ol 2032 2731 3411 41024751587 " 51 00 47.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 —= e
2250 23.00
m/z 27.05%
137.0
0l bidil iyl 203.0 273.0 341.0 410.0
‘\\\1‘\ \\‘\\\\‘f\\1’\\1\‘\\\\[\\1!‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308260: Squalene
69.0
2250 2300
5000 m/z 13.15%
137.0
0 ALY, 2030 2730 3410 4100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #290673: .beta.-D-Mannofuranoside, farnesyl-
69.0 22 50 23 OO
m/z 68.0 13.06%
5000 \/k/
o LIS %00 a0 —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 7 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.086 2.08 ng 127112  Perylene-di2 23.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[e]pyrene 252 C20H12 000192-97-2 90
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 3400 (23.086 min): BP019457.D\data.ms (-3395) (- | m/z 252.10 100.00%
252.1
- /\\JL
U \j
440 125.0 191 23.00
Ot b AOL9L L3429 4161 488.95491 ./, 55905  27.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: Benzo[k]fluoranthene
252.0
5000 T
23.00
126.0 m/z 253.05 22.00%
0\\\‘\\\\"\”\‘\\‘\\\\‘\\h\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene
252.0
T \
23.00
5000 m/z 125.00 9.00%
126.0
0830 | 8T L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzo[b]fluoranthene T ‘
252.0 23.00
m/z 251.05 8.04%
5000
126.0
0 ?&0 NA \181p“ SN SRA SRS URES AR
R R TN A R L R ——
mlz--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 8 13-Tetradecen-1-o0l acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.198 2.17 ng 132383  Perylene-di2 23.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 93
2 Fumaric acid, 2-chloroethyl hept... 416 C23H41C1l04 1000330-62-3 90
3 Fumaric acid, pentadecyl pentafl... 492 C25H33F504 1000348-10-7 80
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 n-Heptadecanol-1 256 C17H360 001454-85-9 74

Abundance Scan 3419 (23.198 min): BP019457.D\data.ms (-3415) (- m/z 69.00 100.00%

69.0
5000

—
1F9 2 23.00 23.50
1268.0 : :
ob AL, BTN 3410 4301 5109 1/ 55 0e  99.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
5000 e —
111.0 23.00 23.50

m/z 83.05 98.47%

. \‘Mpso 2540

\\\‘\\\\‘1fff‘\11\‘f\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #311382: Fumaric acid, 2-chloroethyl heptadecyl ester
83.0 179.0

—
23.00 23.50
5000 m/z 97.05 93.27%

‘ ‘ o5 3370
ZQ"M J‘H‘H‘\l \l\unh‘H\HI\I 1‘1“““”“4"1‘6”(‘)“”"HH“
m/z--> 50 100 150 200 250 300 350 400 450 500 550

e L H‘w“u‘u
Abundance #336575: Fumaric acid, pentadecyl pentafluorophenyl es — —
83.0 23.00 23.50
m/z 43.10 74.59%

5000
184.0 284.0

qu‘.‘ i L ‘L h L. |‘ .| L ‘ 492.0

\\‘\\l‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP@19457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 7
R.T. EstConc Area Relative to ISTD R.T.
24.662 2.23 ng 136080 Perylene-di2 23.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 98
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 3668 (24.662 min): BP019457.D\data.ms (-3662) (- m/z 57.00 100.00%
57.0
5000 “N\Nj\/\ww
1%1 2450 25.00
208.0 : :
EERANY Mw!‘ il ) 34104021 4890549 gy os o). gay
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 —— ——
24.50 25.00
125.0 m/z 55.18  91.98%
‘ 336.0
0‘\\\\\"\ Mh\“1‘“\“"“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho!
83.0
—— —
24.50 25.00
5000 m/z 83.00 88.41%
01 M ‘l | h ‘\1??.0 22202800
R T Tl R B R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 — —
57.0 24.50 25.00
m/z 69.00 86.51%
5000
125.0
o bl 1980 3080 —_— —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012624\
Data File : BP019457.D

Acqg On : 26 Jan 2024 20:44
Operator : MA/JU

Sample : P1240-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012624.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 ... 18.216 11.7 ng 578112 4 17.304 984939 20.0
Octadecanoic acid 19.451 3.0 ng 183812 5 21.398 1244660 20.0
Cinnamyl cinnamate 20.968 4.0 ng 250322 5 21.398 1244660 20.0
5-Eicosene, (E)- 21.133 5.4 ng 336389 5 21.398 1244660 20.0
1,4-Benzenedica... 22.339 6.6 ng 409604 5 21.398 1244660 20.0
Supraene 22.721 16.6 ng 1011650 6 23.827 1222830 20.0
Benzo[e]pyrene 23.086 2.1 ng 127112 6 23.827 1222830 20.0
13-Tetradecen-1... 23.198 2.2 ng 132383 6 23.827 1222830 20.0
1-Tetracosene 24.662 2.2 ng 136080 6 23.827 1222830 20.0
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