LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc :

ALS vial : 6 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@19821.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.463 396 404 419 rBV 845779 1325047 39.06% 4.051%
2 7.063 669 676 693 rBvV 812060 1345548 39.67% 4.114%
3 7.893 810 817 823 rBV 275685 449401 13.25% 1.374%
4 7.975 823 831 841 rBV3 31892 111809 3.30% 0.342%
5 9.063 1008 1016 1030 rBV 500604 915793 27.00%  2.800%
6 10.216 1204 1212 1221 rBV2 31028 67098 1.98% 0.205%
7 10.693 1278 1293 1301 rBV 301098 564970 16.65% 1.727%
8 12.116 1528 1535 1544 rVB2 76458 138555 4.08% 0.424%
9 12.381 1576 1580 1587 rVB 50021 74839 2.21% 0.229%
10 13.151 1704 1711 1725 rBV 1208459 1963811 57.89% 6.004%
11 13.351 1740 1745 1753 rVB 64912 98650 2.91% 0.302%
12 13.428 1753 1758 1767 rVB 57010 89724 2.64% 0.274%
13 14.316 1899 1908 1919 rVB 48469 90652 2.67% 0.277%
14 14.428 1921 1928 1932 rBV2 51513 74494  2.20% 0.228%
15 14.528 1938 1945 1953 rBV 464630 789442 23.27%  2.414%
16 14.598 1953 1957 1963 rVB 67734 108111 3.19% 0.331%
17 14.734 1976 1980 1981 rBV 78113 87010 2.56% 0.266%
18 14.757 1981 1984 1991 rVB 155143 226486 6.68% 0.692%
19 14.869 1997 2003 2011 rVB5 17840 36231 1.07% 0.111%
20 14.951 2011 2017 2025 rBV4 27356 56626 1.67% 0.173%
21 15.063 2028 2036 2043 rVB4 20881 44086 1.30% 135%
22 15.886 2171 2176 2187 rBV4 12598 36311 1.07% 111%

23 16.022 2192 2199 2215 rBV 1288533 2124057 62.61%
24 16.257 2234 2239 2245 rVB 96766 130807 3.86%
25 16.504 2276 2281 2288 rVB 108706 141936 4.18%

[CRCH OO
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O
2
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26 16.610 2295 2299 2304 rBV 243592 320654  9.45%
27 16.698 2309 2314 2318 rBV5 28313 53031 1.56%
28 17.286 2407 2414 2428 rBV 610548 962422 28.37%
29 17.680 2476 2481 2490 rBV 255788 373722 11.02%
30 17.886 2511 2516 2521 rVB 98741 129635 3.82%

ORrRNOO®
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R

31 17.969 2523 2530 2537 rVB 297298 409398 12.07%
32 18.098 2548 2552 2557 rBV 125729 154631 4.56%
33 18.180 2560 2566 2576 rBV2 756208 1245529 36.72%
34 18.457 2610 2613 2620 rVB2 34030 49707  1.47%
35 19.016 2703 2708 2715 rBV 767090 984652 29.03%
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36 19.080 2715 2719 2722 rVB3 33857 42063 1.24%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc :

ALS vial : 6 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
37 19.151 2728 2731 2737 rVB 26403 34113 1.01% 0.104%
38 19.222 2739 2743 2748 rBV2 107561 156431 4.61% 0.478%
39 19.280 2748 2753 2755 rBV 139951 188624 5.56% 0.577%
40 19.322 2755 2760 2764 rVV2 138067 263406 7.76%  0.805%
41 19.369 2765 2768 2771 rVWV 82732 97583 2.88% 0.298%
42 19.422 2771 2777 2780 rWW4 381777 638179 18.81% 1.951%
43 19.457 2780 2783 2790 rVB 420678 548234 16.16% 1.676%
44 19.545 2795 2798 2801 rVVW3 54772 75102 2.21% 0.230%
45 19.575 2801 2803 2811 rVv4 39703 89498 2.64% 0.274%
46 19.639 2811 2814 2818 rVV 107115 140483 4.14% 0.430%
47 19.680 2818 2821 2829 rVB3 116442 170160 5.02% 0.520%
48 19.763 2831 2835 2843 rBV 681603 827939 24.41%  2.531%

49 19.851 2845 2850 2861 rVB 2607089 3392269 100.00% 10.372%

50 20.133 2894 2898 2899 rBV2 32887 36893 1.09% 0.113%
51 20.163 2899 2903 2907 rVB 215344 247321 7.29% ©.756%
52 20.339 2930 2933 2941 rBV 128386 158481 4.67% 0.485%
53 20.439 2947 2950 2954 rBV2 30578 44790 1.32% 0.137%
54 20.504 2957 2961 2964 rVV3 238428 369365 10.89% 1.129%
55 20.539 2964 2967 2977 rVWW 567734 790240 23.30% 2.416%
56 20.651 2981 2986 2989 rVvv2 336210 446689 13.17% 1.366%
57 20.686 2990 2992 2999 rVWv4 74250 121475 3.58% ©0.371%
58 20.745 2999 3002 3007 rVB 43392 62411 1.84% ©.191%
59 21.104 3059 3063 3072 rBV 466365 583452 17.20% 1.784%
60 21.310 3094 3098 3102 rBV3 128320 179876 5.30% ©.550%
61 21.380 3105 3110 3116 rVV 890079 1167618 34.42%  3.570%
62 21.469 3122 3125 3127 rBV2 151860 197536 5.82% 0.604%
63 21.492 3127 3129 3133 rVW 437037 545207 16.07% 1.667%
64 21.551 3135 3139 3143 rVB 391356 458178 13.51% 1.401%
65 21.874 3191 3194 3201 rVB3 98653 147605 4.35%  ©.451%
66 22.016 3214 3218 3223 rVB 389490 520932 15.36% 1.593%
67 22.304 3264 3267 3277 rVB3 109139 194703 5.74%  ©.595%
68 22.521 3296 3304 3313 rVB 634767 1297957 38.26%  3.969%
69 23.092 3397 3401 3413 rVB 277216 499508 14.72%  1.527%
70 23.751 3509 3513 3514 rBV2 102018 161648 4.77%  0.494%
71 23.792 3515 3520 3536 rVB2 805304 2034870 59.99% 6.222%

Sum of corrected areas: 32705714
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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

Abundance TIC: BP019821.D\data.ms
2500000

2000000

1500000

1000000 5.463 7.063

9.063
7.893 10.693

500000

975 10.216
O\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP019821.D\data.ms

19.851
2500000

2000000

1500000

16.022

13.151

1000000

18.180 19.016

12.116 381 33828 143 3ea153
oA A e e e e
Time->  12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP019821.D\data.ms

2500000

2000000

1500000

21.380 93,792
1000000 22,521
539 91 104814881 22.016

5000007

23.092 23751

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 1-Hexanol, 2-ethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.975 4.98 ng 111809 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 53
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
4 Bicyclo[3.1.0]hexan-2-0l 98 C6H100 1000194-18-6 43

5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202

002461-15-6 42

Abundance Scan 831 (7.975 min): BP019821.D\data.ms (-823) (-)
57.0

m/z 57.05 100.00%

-

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

5000
P
‘ H et 1927 2810 7.60 7.80 8.00 8.20
ol Lili1281192.7 28103425 4158 5033 ./, 4110 38.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 LI L L L LA B R
7.60 7.80 8.00 8.20
‘ m/z 55.05 31.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22101: Octane, 2,3-dimethyl-
57.0
R R R
7.60 7.80 8.00 8.20
5000 m/z 43.10 28.15%
o llllseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether T
57.0 7.60 7.80 8.00 8.20
m/z 83.05 24.40%
h M
ke
o e || A T

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 2-Bromo dodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.757 5.74 ng 226486  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Eicosane, 3-methyl- 296 C21H44 006418-46-8 83
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 83
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 83
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

o

o

71.
5000
219.9282.9341.1401.9  490.3549. m/z 43.10 84.85%
5000 . T
169.0
‘\‘\‘\ile‘W\fl\T[\Jf\\‘\%4\.‘8\.0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194592: Eicosane, 3-methyl-
57.0

1L 2
\wlhi\JJ
14.50 15.00

Abundance Scan 1984 (14.757 min): BP019821.D\data.ms (-1981) (- m/z 71.10 100.00%
1
14.50 15.00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
m/z 85.10 74.74%
14.50 15.00

5000 m/z 57.10 72.33%
267.0
ol fZr0 070
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #330025: Tetracosane, 1-iodo- Y .
57.0 14.50 15.00

m/z 41.10  28.39%

) MW
7.0
| L\Ff\\\???o 267.0 3370

(O] A e RS RARRERAR R RS S EEE —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

8270E-BPO13124.M Fri Feb 23 12:05:01 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 Octadecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.610 6.66 ng 320654 Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
3 Pentacosane 352 C25H52 000629-99-2 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 58
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 52

Abundance Scan 2299 (16.610 min): BP019821.D\data.ms (-2295) (- m/z 71.10 100.00%
71.1

%

5000
‘ ‘l . 16.50 17.00
oAl HM‘M"“2??"‘1‘2‘?‘1“1373‘5‘5"4‘1‘93“4‘7“7‘3“r’?ﬁ‘% m/z 57.10  90.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 =l =
16.50 17.00
m/z 43.05 80.87%
169.0
O‘\\d\\’\j\\\I‘ATJ\W[\Y\\‘\\2\4\.‘8\.Q\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo-
57.0
= 7
16.50 17.00
5000 m/z 85.10 74.27%
1 253.0
oJ,‘%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane P e
57.0 16.50 17.00
m/z 41.10 27.89%
h M—AN\/\\/\
0 \ll‘lﬁ\lmzllo 3520
‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

8270E-BPO13124.M Fri Feb 23 12:05:02 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 7-Hexadecene, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.680 7.77 ng 373722  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 98
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 97
3 Cyclotetradecane 196 C14H28 000295-17-0 95
4 1-Octadecanol 270 C18H380 000112-92-5 95
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2481 (17.680 min): BP019821.D\data.ms (-2476) (- m/z 55.10 100.00%

55.1
5000

—

5.1

17.50 18.00
196.2

L }h |, Lo 281.0 359.1  461.2 536.8 m/z 83.10 95.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104597: 7-Hexadecene, (2)-
55.0

5000 T
17.50 18.00
m/z 69.10 92.14%

‘ L5.0 224.0
‘\\‘\\‘J\I\‘\J\l‘EA\\‘\\\\’\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71738: 2-Tetradecene, (E)-

55.0

.
17.50 18.00

o

o

5000 m/z 43.05 79.48%
o LllLgzso 20
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71730: Cyclotetradecane — ]
55.0 17.50 18.00

m/z 41.10 73.15%

R

R e i o e o N SR AR

Ly T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Libra

Library Search Compound Report

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

BP©19821.D
: 22 Feb 2024 13:16
: MA/JU
: P1549-03
: 6 Sample Multiplier: 1

ry

: 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 Hexadecanoic acid, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.969 8.51 ng 409398  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 2530 (17.969 min): BP019821.D\data.ms (-2523) (- m/z 74.00 100.00%
74.0
5000 AEA
143.0 rT
\H ‘ 227.2 18.00
ob bl Lty (3208 4201 5242 .., gg 95 75, 20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 U
18.00
143.0 m/z 43.05 32.61%
H ‘ 227.0
O\\\\l‘J\J\‘\J‘\i“\”\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
=
18.00
5000 m/z 55.05 29.95%
\HH 1430 L5,
o L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 41.10 26.19%
5000
L 2280
O SRS L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BPO13124.M Fri Feb 23 12:05:05 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.180 25.88 ng 1245530  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 58
3 Heneicosane 296 C21H44 000629-94-7 53
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 53
5 Hentriacontane 437 C31He64 000630-04-6 49

Abundance Scan 2566 (18.180 min): BP019821.D\data.ms (-2560) (- m/z 57.10 100.00%

57.1
5000

2132 = e
18.00 18.50

0 L u }‘ th HJHJ , 2819 355.0 4612 536.8

Raanat R R e A RARARGARRNREERS m/z 43.05 98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 = 5

18.00 18.50
‘ 57.0 m/z 71.10 97.74%
“ }“ JI I

O‘\\ll\“‘ \\\\\\‘Lj\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109485: Ether, dodecyl isopropy!
43.0
=

18.00 18.50
5000 m/z 73.00 70.85%
213.0
O‘H“\ ‘\‘\u‘\”\‘\u\u\‘\u\‘\u\‘\\u‘\m‘\m‘\m,uw\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane e =
57.0 18.00 18.50

m/z 85.10  69.99%

5000
A, =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO13124.M Fri Feb 23 12:05:06 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 7 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.016 20.46 ng 984652  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 99
2 Cetene 224 C16H32 000629-73-2 97
3 n-Heptadecanol-1 256 C17H360 001454-85-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 1-Hexadecanol 242 C16H340 036653-82-4 93
Abundance Scan 2708 (19.016 min): BP019821.D\data.ms (-2703) (- m/z 55.10 100.00%
55.1
5.1 LI I
r ‘ 2943 19.00
ol d gy, 250282.1 3560 4291 5118 nm/z 83.10  96.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 = :
19.00
m/z 69.10 89.47%
‘ 1 252.0
O‘\\J\ ’\\‘\\“‘\\h\l\‘\\\\‘\\\\“\'\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104590: Cetene
41.0
T \
19.00
5000 m/z 97.10 79.82%
111.0
o Wy 2200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143654: n-Heptadecanol-1 = ‘
55.0 19.00
m/z 43.10 77.61%
5000
5.0
LT i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BPO13124.M Fri Feb 23 12:05:08 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 8 Diisooctyl maleate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.322 5.47 ng 263406  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl maleate 340 C20H3604 001330-76-3 74
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 38
3 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 38
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 38
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 35

Abundance Scan 2760 (19.322 min): BP019821.D\data.ms (-2755) (- m/z 57.10 100.00%

57.1 11v.0
5000
— —
\} 207.0 282 0340.9 414.9 490.3549. 19.09 19:50
Ol b i (GPE 2000 9.9 29099 m/z 117.e0  95.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248538: Diisooctyl maleate
57.0 117.0
5000 = S
19.00 19.50
m/z 71.10 87.20%
211.0
0 ‘H‘\‘\“\‘rl\l\“l\l”\H‘\‘\‘\l\“\h\l\\‘\2\8\:3\.‘()\\\\‘\H\‘\\\\‘\H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester
57.0
- —
19.00 19.50
5000 ITI/Z 70.05 63.19%
‘ } 157.0
0W}%H‘LMc“uH“mWm‘mwmwm‘mwmwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108747: 2-Ethylhexyl hydrogen maleate
57.0 19.00 19.50
m/z 100.00 59.59%
5000
117.0
ONJWZM -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BPO13124.M Fri Feb 23 12:05:09 2024 Page: 11



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\BP022224\
BP019821.D

: 22 Feb 2024 13:16
: MA/JU
. P1549-03

. 6

hod
le

ry

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 9 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.422 10.93 ng 638179  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 60
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 58

Abundance Scan 2777 (19.422 min): BP019821.D\data.ms (-2771) (- m/z 73.00 100.00%
3.0

3

-

5000
241.2
M “H wil | 34113993 488.9549. 19:50
ol Ltk i‘AJuu‘ﬂwﬁ Lok 34113993 488.9549. ;43,10 83.83%
mjz—> 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 57.05 78.41%
O‘\\L!l"\‘\’\IJH\“\IIWT‘\\\l\\‘\‘\\\f\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #46966: n-Decanoic acid
73.0
19.50
5000 ITI/Z 55.05 73.77%
J H’ 1| u’l \3'0\
o it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —
73.0 19.50
m/z 60.00 72.16%
5000
L 199.0
ool Lo | 19
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BPO13124.M Fri Feb 23 12:05:10 2024 Page: 12



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
BP019821.D
: 22 Feb 2024 13:16

Operator : MA/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

. P1549-03

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 10 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.457 9.39 ng 548234  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 78
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 52

Abundance Scan 2783 (19.457 min): BP019821.D\data.ms (-2780) (- m/z 71.10 100.00%

71.1
5000
| \1551 10.50
o AL, 2532 ss0na010 5030 iy sra0 0 ss.7%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0
5000 1
19.50
m/z 85.10 81.00%
1
0 J dllﬂl;??p 281.0 394.0
‘\\\\‘\\f\‘f\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

g

Abundance #287350: Octadecane, 1-iodo-
57.0
19.50
5000 ITI/Z 43.10 69.65%
1 253.0
OJ‘WJ%,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22111: 3-Ethyl-3-methylheptane T
57.0 19.50
m/z 99.10 36.60%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BPO13124.M Fri Feb 23 12:05:12 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

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 11 2-Butenedioic acid (E)-, bi... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.763 14.18 ng 827939  Chrysene-di2 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butenedioic acid (E)-, bis(2-e... 340 C20H3604 000141-02-6 87
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 52
3 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 43
4 Carbonic acid, butyl 2-ethylhexy... 230 C13H2603 1000357-84-4 43
5 6-Methyl-cyclohex-2-en-1-0l 112 C7H120 1000144-17-3 38

Abundance Scan 2835 (19.763 min): BP019821.D\data.ms (-2831) (- m/z 70.10 100.00%
70.1

-

5000
211.2
T =TT
l 01 19.50 20.00
o AL gL 1, 28313419 415147625346 ./, 57,95  79.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248648: 2-Butenedioic acid (E)-, bis(2-ethylhexyl) ester
70.0
5000 — =
19.50 20.00
‘ 2110 m/z 55.10  48.90%
V | hzg.o 283.0
O‘\\l‘\l\’\ \l\J‘J\\'H‘HH‘J\'\\‘HH“H\‘\H\|HH|HH|HH|\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #111482: Carbonic acid, isobutyl 2-ethylhexyl ester

-

57.0
—— —
19.50 20.00
5000 m/z 71.05 48.79%
LV ‘\J19-°
O S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73673: 2-Propenoic acid, 2-methyl-, octyl ester e ==
70.0 19.50 20.00
m/z 100.00 47.77%
5000
ob -4, J’Mleg-o“”” Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BPO13124.M Fri Feb 23 12:05:13 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 12 unknown20.504 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.504 6.33 ng 369365 Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 46
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 45
3 Cyclohexane, 1l-ethyl-2-propyl- 154 C11H22 062238-33-9 43
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 38
5 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 38
Abundance Scan 2961 (20.504 min): BP019821.D\data.ms (-2957) (- m/z 69.05 100.00%
69.0
153.2 —— ‘
‘ L \ ‘ 269.1 341.0 417.0 2050
ouumH\\mwsm?%?%‘ L 341.0 417.047515352 /7 71.1@0  59.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344255: Octacosyl pentafluoropropionate
57.0
5000 —— :
20.50
125.0 m/z 57.10  55.25%
0 J“‘ ‘MJ | 1820 250.03080 3920 538.0
\\\\[TT\‘\\\! \T\\‘\f\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
U
20.50
5000 m/z 43.10 44 .27%
“ |H50 224.0283.0
(UL RS D S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl- T
69.0 20.50
m/z 55.10 42.50%
B MML
L s
o H A e e e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BPO13124.M Fri Feb 23 12:05:14 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 13 Eicosane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.539 13.54 ng 790240  Chrysene-di12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 72
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
Abundance Scan 2967 (20.539 min): BP019821.D\data.ms (-2964) (- m/z 71.10 100.00%
71.1
Mlssz 20,50 |
or kML L]y, 239.2209.1357.1 428.1489.0549. 1/, 57,10  84.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 = — :
20.50
m/z 85.10 76.56%
LT gm0 2810
O\J\F‘\1\\‘f\\T‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287350: Octadecane, 1-iodo-
57.0
U \
20.50
5000 m/z 43.10 63.18%
2530
OJM‘lB
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- T
57.0 20.50
m/z 99.10 37.67%
5000
} } 1270 197.0 365.0
o‘«""""J‘mmm%@??_m_WWWWH_ =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BPO13124.M Fri Feb 23 12:05:15 2024 Page: 16



Data Path : Z:

Data File : BP
Acqg On : 22
Operator : MA
Sample : P1
Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
019821.D
Feb 2024 13:16
/3U
549-03

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 14 Nonacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.651 7.65 ng 446689  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane 408 C29H60 000630-03-5 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2986 (20.651 min): BP019821.D\data.ms (-2981) (- m/z 57.10 100.00%

57.1
5000

I
’ ‘IF 2112 20.50 21.00
_M,LH Wiy A3e 2951855.1415.2476.2 549. /7 71 10 82.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane
57.0

o

20.50 21.00
m/z 43.10 69.93%

o LT 1970 2670 3370 4080
‘\\\\’\f\‘\f!\[\\f\‘\f!\[1\T\‘\\\\[\\T\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane

57.0

T
20.50 21.00

5000 m/z 85.10 56.06%
ol L1 [127-0 197.0 267.0 338.0
‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane P T
57.0 20.50 21.00

m/z 41.10 30.58%

} MM
l‘ (2270 1970 2060

o"H‘,"H_‘H_‘H_‘H_HWH“w‘w‘wwm S e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO13124.M Fri Feb 23 12:05:17 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 15 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.104 9.99 ng 583452  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3063 (21.104 min): BP019821.D\data.ms (-3059) (- m/z 57.10 100.00%

57.1
5000

——
“F 197.2 282.1 21.00 21.50
0 Hu‘wm‘HWuuum‘H‘W‘H‘_‘355%4¥514Z§95§§& m/z 71.85 77.78%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0

5000 == S
21.00 21.50

m/z 43.10 62.26%

O\J\“‘\‘\\\A‘\Iﬁz\‘c‘)\\]-\9\7‘\0\\\2‘6\\8\0\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0

—
21.00 21.50

5000 m/z 85.10 54.69%
0 | \‘\ J\lJ f:\ol 11\830 29550
B L B e AN N s B e s S e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ——
57.0 21.00 21.50

m/z 41.05 30.33%

\‘ || 1270 1970 267.0  367.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP@19821.D

Acqg On : 22 Feb 2024 13:16

Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

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 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 16 Octadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21,492 9.3ang 545207 Chryseme-diz 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane 254 ciszs 000593-45-3 90

2 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 80
3 Nonane, 1-iodo- 254 C9H19I 004282-42-2 70
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 59
5 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 59

Abundance Scan 3129 (21.492 min): BP019821.D\data.ms (-3127) (- m/z 71.10 100.00%

711
5000
-
| krff\21122770 356.1415.0475.0 548, 2150
O b AL LGRS BP0, 396.1415.0475.0 548 m/z 57.106 92.02%
mizw> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 T
21.50
m/z 85.10 81.28%
127.0
O‘\\l‘\J‘\T‘VI\J“\‘F\‘\{\‘I\\J‘\Q\?.fo\\zif.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

v

Abundance #330025: Tetracosane, 1-iodo-
57.0
21.50
5000 ITI/Z 43.10 61.39%
0b b ‘ldf‘\‘lg7p 267.0 3370
P e L S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141248: Nonane, 1-iodo- —
43.0 21.50
m/z 99.10 38.62%
5000
127.0
0 \ ‘ I 254'0
[ e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 17 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.551 7.85 ng 458178  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 76

Abundance Scan 3139 (21.551 min): BP019821.D\data.ms (-3135) (- m/z 57.10 100.00%
57.1

=

5000
21.50
127.1
0 J, i M‘ £l 1220228313411 4209 5348 ., 71 19 73.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 — :

21.50
m/z 43.10 62.14%

ob L L,PFIA‘4970 267.0 367.0
‘\H\’\H\‘\H\‘\H\‘\H\‘\H\‘1\H‘HH‘HH‘HH‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298425: Octacosane
57.0
L
21.50
5000 ITI/Z 85.10 56.75%
0 3940
ol UL o asr0 ssso™
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane 7 ‘
57.0 21.50
m/z 55.10 28.21%
5000

|Ffl“;97o 296.0
ol b LI aer0 2980

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 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 18 Octacosane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.016 8.92 ng 520932 Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3218 (22.016 min): BP019821.D\data.ms (-3214) (- m/z 57.10 100.00%
57.1

5

5000
‘ P 22.00
197.2 281.0 o
ol AH‘W‘HuqH‘“H“34ﬁpu‘ﬁ?9}‘u5%¥4w‘ m/z 71.10  77.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 = |

22.00
m/z 43.10 64.10%

0 4 \‘u “1F7 \\:1“970 267.0 3650
\\11’\!1!‘1\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

o1
~l
o

22.00
5000 m/z 85.10 59.04%

|P 79 1970 2960

E

O‘Hu‘, P e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0 22.00
m/z 55.05 25.97%
5000

L Wu 1 197.0 267.0 337.0 422.0

|

L [l R
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

2
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
BP019821.D

: 22 Feb 2024 13:16
: MA/JU
. P1549-03

: 6 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 19 Eicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.521 22.23 ng 1297960  Chrysene-d12 21.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3304 (22.521 min): BP019821.D\data.ms (-3296) (- m/z 57.10 100.00%
57.1
U \
1F7'1 1972 22.50
ol ALLLLLLAT2 28308411 4301 s0a9 L g1l 9726
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 ~— :
22.50
m/z 85.10 75.81%
ALPTS as70 2820
O \‘\‘\‘\I\\‘\‘\J\‘\T““\‘%\‘\“f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane
57.0
U \
22.50
5000 m/z 43.10 61.43%
‘ 127.0 240.0
0‘h%pthhhuum‘_‘m‘u“_‘u‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336598: Hexacosane, 1-iodo- T
57.0 22.50
m/z 99.10 32.43%
127.0
365.0
ol a0 o WO A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Eicosane, 10-methyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
23.092 4.91 ng 499508  Perylene-di12 23.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3401 (23.092 min): BP019821.D\data.ms (-3397) (- m/z 57.10 100.00%
57.1
w0 MLA
T \
‘ ’1 9392 23.00
0 m_m\‘ bl 239:2 30933600 4612 5349 ;71 19 85.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — :
23.00
m/z 43.10 60.44%
oh || 270 1670 2670 3650
\WT‘\\W\‘!\\T‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T \
23.00
5000 m/z 85.10 59.16%
o \J | LIPT0 1970 267.0 3670
“w“u“u“ R AR B e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- T ‘
57.0 23.00
m/z 41.05 26.62%
- /\/L/\/\L‘
4.0
0 L Bt02110 2810
“W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022224\
Data File : BP019821.D

Acqg On : 22 Feb 2024 13:16
Operator : MA/JU

Sample : P1549-03

Misc :

ALS vial : 6 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|
1-Hexanol, 2-et... 7.975 5.0 ng 111809 1  7.893 449401 20.0
2-Bromo dodecane 14.757 5.7 ng 226486 3 14.528 789442 20.0
Octadecane, 1-i... 16.610 6.7 ng 320654 4 17.286 962422 20.0
7-Hexadecene, (Z)- 17.680 7.8 ng 373722 4 17.286 962422 20.0
Hexadecanoic ac... 17.969 8.5 ng 409398 4 17.286 962422 20.0
n-Hexadecanoic ... 18.180 25.9 ng 1245530 4 17.286 962422 20.0
5-Octadecene, (E)- 19.016 20.5 ng 984652 4 17.286 962422 20.0
Diisooctyl maleate 19.322 5.5 ng 263406 4 17.286 962422 20.0
Octadecanoic acid  19.422 10.9 ng 638179 5 21.380 1167620 20.0
Octacosane 19.457 9.4 ng 548234 5 21.380 1167620 20.0
2-Butenedioic a... 19.763 14.2 ng 827939 5 21.380 1167620 20.0
unknown20.504 20.504 6.3 ng 369365 5 21.380 1167620 20.0
Eicosane, 1-iodo- 20.539 13.5 ng 790240 5 21.380 1167620 20.0
Nonacosane 20.651 7.7 ng 446689 5 21.380 1167620 20.0
Nonadecane 21.104 10.0 ng 583452 5 21.380 1167620 20.0
Octadecane 21.492 9.3 ng 545207 5 21.380 1167620 20.0
Hexacosane 21.551 7.8 ng 458178 5 21.380 1167620 20.0
Octacosane, 2-m... 22.016 8.9 ng 520932 5 21.380 1167620 20.0
Eicosane 22.521 22.2 ng 1297960 5 21.380 1167620 20.0
Eicosane, 10-me... 23.092 4.9 ng 499508 6 23.798 2034870 20.0
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