LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc :

ALS Vvial : 20 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@19948.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.463 397 404 417 rBV 426853 720599 43.48% 4.222%
2 7.069 669 677 690 rBv 433330 753067 45.44% 4.412%
3 7.893 810 817 825 rVB 284850 467300 28.20% 2.738%
4 9.069 1009 1017 1033 rBV 269770 515544 31.11% 3.020%
5 10.698 1282 1294 1302 rBV 353468 664358 40.09%  3.892%
6 11.169 1368 1374 1379 rVB7 11315 23953 1.45% 0.140%
7 11.604 1444 1448 1455 rVB6 11763 23431 1.41% 0.137%
8 11.716 1461 1467 1470 rBV3 15787 29531 1.78% 0.173%
9 11.887 1487 1496 1504 rBV9 14987 43371 2.62% 0.254%
10 12.116 1530 1534 1539 rBV3 20349 31430 1.90% 0.184%
11 12.610 1615 1619 1624 rVB4 21420 35540 2.14% 0.208%
12 13.016 1684 1688 1691 rBVS5S 12222 19769 1.19% 0.116%
13 13.063 1693 1696 1703 rVB4 24167 43542  2.63% 0.255%
14 13.163 1707 1713 1722 rVW 744311 1151726 69.50% 6.747%
15 13.357 1743 1746 1753 rVB2 32417 54567 3.29% 0.320%
16 13.863 1828 1832 1835 rBV5 12900 23595  1.42% 0.138%
17 14.016 1852 1858 1861 rBV4 26284 46406 2.80% 0.272%
18 14.057 1861 1865 1870 rVB7 19283 30512 1.84% 0.179%
19 14.263 1896 1900 1908 rBV 20931 39250 2.37% 0.230%
20 14.434 1924 1929 1935 rBV 51284 79956 4.82% 0.468%
21 14.539 1941 1947 1954 rVB 562273 857906 51.77% 5.026%
22 14.763 1980 1985 1992 rVB9 17243 39478 2.38% 0.231%
23 15.057 2032 2035 2043 rVB7 20375 38283 2.31% 0.224%
24 15.392 2087 2092 2097 rBV3 54467 78097 4.71% 0©.458%
25 15.798 2157 2161 2167 rVB2 35298 59621 3.60% 0.349%
26 16.039 2195 2202 2209 rBV 682157 1052704 63.52% 6.167%
27 16.263 2236 2240 2249 rBV 75595 155333 9.37% 0.910%
28 17.063 2372 2376 2380 rBV 60884 71197 4.30% 0.417%
29 17.110 2381 2384 2392 rVB2 40061 72688 4.39% 0.426%

6.

30 17.304 2411 2417 2422 rBV 741970 1058702 63.89%

31 17.345 2422 2424 2430 rVB 72777 104054 6.28%
32 17.804 2499 2502 2508 rVB 52247 70487  4.25%
33 17.980 2528 2532 2536 rBV 188169 225785 13.62%
34 18.198 2565 2569 2579 rVB2 327912 507715 30.64%
35 18.480 2614 2617 2623 rBV 57634 72253  4.36%

ONPFPOO
w
N
w
R

36 18.892 2684 2687 2691 rVB2 101261 121904 7.36% 0.714%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS Vvial : 20 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
37 19.086 2716 2720 2723 rBV 970477 1137293 68.63% 6.663%
38 19.122 2723 2726 2730 rVB2 644359 731749 44.16% 4.287%
39 19.251 2745 2748 2752 rVB 129456 145189 8.76% 0.851%
40 19.298 2752 2756 2757 rBV 207623 226391 13.66% 1.326%
41 19.322 2757 2760 2765 rVv2 431728 621258 37.49%  3.640%
42 19.369 2765 2768 2774 rVB 416319 525927 31.74% 3.081%
43 19.439 2777 2780 2783 rBV2 104975 123270 7.44% 0.722%
44 19.674 2816 2820 2824 rVB 178069 243061 14.67% 1.424%
45 19.874 2849 2854 2861 rBV 1348376 1657179 100.00%  9.709%
46 20.627 2978 2982 2988 rBV 1264240 1500503 90.55% 8.791%

47 21.410 3111 3115 3119 rVB 589133 773761 46.69%  4.533%

Sum of corrected areas: 17069235
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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 21:21
: MA/JU
¢ P1621-03 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019948.D

: 20 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 TIC: BP019948.D\data.ms
1500000
1000000
500000 5.463 7.069
10.698
7.893 9.069
0 11.160 11604
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BP019948.D\data.ms
19.874
1500000
19.086
1000000
13.163
14.539
500000
97110 12.610130@S8-357 1318 4.765.057°-39215.79
O L o e e e e e T s L e e e . e e L L 0 ESLA e o
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP019948.D\data.ms
D.627
21.410
1500000
1000000
500000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP02262
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022924\

BP019948.D

. 20

: 29 Feb 2024 21:21
: MA/JU
¢ P1621-03 2X

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.263  2.93ng 155333  Phenanthrene-d16 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 20 C17H36 060629-78-7 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90

000629-50-5 90
000638-36-8 89

3 Tridecane 184 C13H28
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 2240 (16.263 min): BP019948.D\data.ms (-2236) (- m/z 57.10 100.00%
57.1
20 m\ﬂ/\J\“MA
e o
J 169.1 2401 16.00 16.50
b b L S50 34314062 4975 /7 71.05  68.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 e ——
16.00 16.50
m/z 43.10 63.75%
llifzro 200
O‘\\‘Tg’l\‘f‘\[1‘\‘\1‘“‘\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
e o
16.00 16.50
5000 ITI/Z 85.10 54.25%
154.0
Opdibiiii 21202800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane 7 —
57.0 16.00 16.50
m/z 41.05 40.83%
- /\WWNJ\W
O\Muﬁmww R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP022624.M Fri Mar 01 12:03:15 2024

Page: 4



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
BP019948.D

: 29 Feb 2024 21:21
: MA/JU
¢ P1621-03 2X

: 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP022624.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 2 Pentadecanoic acid, 14-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.980 4.27 ng 225785  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 81
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 81

Abundance Scan 2532 (17.980 min): BP019948.D\data.ms (-2528) (- m/z 74.00 100.00%

74.0
5000
143.0 T
o, 272 n
Ok byt L1y 1) 2890 377.94380 5066 1/, g7.00  70.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 4
18.00
143.0 m/z 43.05 31.69%

1 “ \L T ’ .1205.0; |

L L I L L L B L L B L L I IR I

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

o

=

Abundance #161212: Hexadecanoic acid, methyl ester
74.0
—
18.00
5000 m/z 41.05 27.51%
143.0
\ ‘ 227.0
0 H‘WWMWLuMymﬂq‘ﬂ\_lu‘u‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #161190: Hexadecanoic acid, 2-methyl- —
74.0 18.00
m/z 55.05  27.23%
5000 270.0
“ 143.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP022624.M Fri Mar 01 12:03:16 2024

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19948.D

Acqg On : 29 Feb 2024 21:21

Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS vial : 20

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 3 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.198 9.59 ng 507715  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 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2569 (18.198 min): BP019948.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
213.2 o

I T
M} L . \ 18.00 18.50
ob LARLLEEPE 411 27213318 4201 8245 oo o5 6923y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 43.10 67.15%

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 63.92%

171.0
bl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #74006: Tetradecane T ——
57.0 18.00 18.50
m/z 57.05 59.16%
- ﬂJ\mﬂAwvamMM¢AW“M”
‘ 27.0 198.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP022624.M Fri Mar 01 12:03:18 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS Vvial : 20 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.892 2.30 ng 121904  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 93
2 3,4-Dihydro-3,3-dimethyl-1,9(2H,... 241 C15H15NO2 1010212-95-2 38
3 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 30
4 Isoquinoline-4-carbonitrile, 1-e... 256 C15H16N202 1000259-91-1 25
5 1H-Benz[de]isoquinoline-1,3(2H)-... 241 C14H11NO3 055133-82-9 25

Abundance Scan 2687 (18.892 min): BP019948.D\data.ms (-2684) (- m/z 159.10 100.00%
159.1 241.2

5000

=

= ==
43.1 1‘ \l 18.50 19.00
MJwwmhﬂhhmﬁw‘w‘Mv?ﬁ?iﬁ??ﬁ‘u‘_4?%4§4%‘ m/z 241.15  97.70%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143710: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6

159.0
241.0
5000 =8 L
18.50 19.00
550 ‘ m/z 185.10  49.48%
0 [TTTT “"\“‘f‘%“”"hw"\A\V‘\‘h““ "%hf‘\‘ﬂ \\\‘\ ‘L\ T T T T T[T T[T T[T I

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

Abundance #124860: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinor
241.0

-

o T
18.50 19.00
5000 m/z 206.10  24.57%

129.0
“"‘x{."‘l.‘l.‘\.}\‘m‘\.‘}k“u‘.HJ‘ﬂ“AH SRS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143695: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5 — P
241.0 18.50 19.00

m/z 256.10  23.36%

o

>

5000

-

29.0 142.0 l
[T ———. Lbicd |

‘\\\\‘\\ \\\‘\\\\‘\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP022624.M Fri Mar 01 12:03:19 2024 Page: 7



Data Path :
Data File :
29
: MA/JU
. P1

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

z
BP

. 20

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\

019948.D
Feb 2024 21:21

621-03 2X

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 5 Methyl 9-cis,11-trans-octad... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.086 21.48 ng 1137290  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
2 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 2720 (19.086 min): BP019948.D\data.ms (-2716) (- m/z 67.05 100.00%

67.0
5000
T I
IF 63.1 19.00
0! \“JWAA%Qﬁﬁ“‘H‘§?§ﬁ3§4ﬁn4ﬁ?§5ﬁ?ﬁ“ m/z 81.05 81.82%

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

Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0

—

5000
19.00

55.05

294.0 m/z

H“Hlu 2200 |

‘\H\‘\ \\\‘\\\\I‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #191929: 9,11-Octadecadienoic acid, methyl ester, (E,E)
67.0

o

—

19.00
95.10

5000 m/z

294.0
| Lh‘ M'H“ b 2200 |

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

o

—

Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0 19.00
m/z 41.05 48.487%
5000
150.0 294.0
oMl zo0 | e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BP022624.M Fri Mar 01 12:03:20 2024 Page: 8



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022924\

Data File : BP©19948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS vial : 20

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 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 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.122 13.82 ng 731749  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 98

Abundance Scan 2726 (19.122 min): BP019948.D\data.ms (-2723) (-
55.1

m/z 55.10 100.00%

5000

%

264.3
‘N 19.00 19.50
0bem L“‘MMﬁrm‘um:u"H‘??43?§5%“ﬁ633‘5§53 m/z 69.10  72.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — —
19.00 19.50
’. m/z 41.10  69.21%
264.0
0 H H‘ELMAﬁpoi |
‘\\\’ \\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
19.00 19.50
5000 ITI/Z 74.00 64 .30%
\ 264.0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #194443: 6-Octadecenoic acid, methyl ester, (2)- —r= e
55.0 19.00 19.50
m/z 83.10 57.08%
5000
3.0
264.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP022624.M Fri Mar 01 12:03:21 2024 Page: 9



Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP022924\

Data File : BP©19948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc
ALS vial : 20

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 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 7 Tridecanoic acid, 12-methyl... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.251 2.74 ng 145189  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 94

2 Methyl stearate 298 C19H3802 000112-61-8 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 60

Abundance Scan 2748 (19.251 min): BP019948.D\data.ms (-2745) (- m/z 74.00 100.00%

74.0
5000

H‘ 143.1 255.2 = PO
L]

‘ | l 19.1 396.0456.1 19.00 1959
“H‘,H\Meﬂumuﬁwwi&‘H‘ﬁ‘u“u‘w“u‘u‘ﬁ¥§ﬁ“ m/z 87.00  73.40%

m/z--> 0

100 150 200 250 300 350 400 450 500 550
Abundance #126269: Tridecanoic acid, 12-methyl-, methyl ester
74.0

5000 199.0 LN L
19.00 19.50
\M I \ quJ h

m/z 43.05 41.41%
|
‘\H\’\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\

74.0 ' MW/MVWJW\JVA«ﬂk“NJL”

o

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate

T
19.00 19.50
5000 m/z 41.10 27.56%

143.0 298.0
15‘9‘“,”&‘4Huwﬁmw‘HwHH_WH_MW_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143569: Pentadecanoic acid, methyl ester —— —
74.0 19.00 19.50

m/z 55.10  25.52%

5000
143.0
sl 2

0 Ly ‘\\\ ‘l

= T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP©19948.D

Acqg On : 29 Feb 2024 21:21

Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 8 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.439 3.19 ng 123270  Chrysene-di12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetracosanoic acid 368 (C24H4802 000557-59-5 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2780 (19.439 min): BP019948.D\data.ms (-2777) (- m/z 73.00 100.00%
5000 ,JW\\AW
241.2
——
51.0 02.0 19.50
. 390.0
o \ JH“‘* s Lz 5214 h/; 43.10  86.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0
185.0 19.50
" m/z 60.00 70.98%
Olil’ ’h\”\“f\‘“\\l\\“\l\‘l\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid
73.0
—
19.50
5000 m/z 55.10 67.67%
185.0
0brrriy mmw\l,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 41.10 66.87%
5000
‘L 199.0
solllligsen A
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\BP022924\
Data File : BP019948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS Vvial : 20 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 9 Adipic acid, 2-ethylhexyl o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.627 38.78 ng 1500500 Chrysene-d12 21.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 68
5 Diisooctyl adipate 370 C22H4204 001330-86-5 58

Abundance Scan 2982 (20.627 min): BP019948.D\data.ms (-2978) (- m/z 129.05 100.00%
129.1

%

5000! 57.1
—
H ‘“ » 2012 20.50 21.00
C
“J[ 7300.1357.1 426.3485.5545.8 1 57 19 47.16%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0

5000 S— —
241.0 20.50 21.00

57.0 m/z 55.05 35.27%

\‘\\““‘IJ!\M\TLJ\\\‘\\\\“\l\\f\’g\2\9\‘9\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

T
57.0 20.50 21.00

o

o

5000 m/z 71.10 32.35%
ol ‘ ’“ iw | 2810 30000
 E ERARa T e e  RARARAsasEES
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester — —
129.0 20.50 21.00
m/z 70.10 32.21%
57.0
5000
’1\ 1. 20
oLt UL S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP022624.M Fri Mar 01 12:03:25 2024 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022924\
Data File : BP019948.D

Acqg On : 29 Feb 2024 21:21
Operator : MA/JU

Sample : P1621-03 2X

Misc

ALS Vvial : 20 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|
Heptadecane 16.263 2.9 ng 155333 4 17.304 1058700 20.0
Pentadecanoic a... 17.980 4.3 ng 225785 4 17.304 1058700 20.0
n-Hexadecanoic ... 18.198 9.6 ng 507715 4 17.304 1058700 20.0
4b,8-Dimethyl-2... 18.892 2.3 ng 121904 4 17.304 1058700 20.0
Methyl 9-cis,11... 19.086 21.5 ng 1137290 4 17.304 1058700 20.0
9-Octadecenoic ... 19.122 13.8 ng 731749 4 17.304 1058700 20.0
Tridecanoic aci... 19.251 2.7 ng 145189 4 17.304 1058700 20.0
Octadecanoic acid 19.439 3.2 ng 123270 5 21.410 773761 20.0
Adipic acid, 2-... 20.627 38.8 ng 1500500 5 21.410 773761 20.0
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