LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc :

ALS Vvial : 10 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_ G\Methods\8270-BG083024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO62681.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.021 290 295 303 rVB 79769 124171  2.82% 0.320%
2 5.491 368 375 386 rBvV 972965 1524373 34.57% 3.925%
3 7.078 636 645 653 rBV 1001885 1690532 38.34% 4.353%
4 7.906 779 786 794 rBV 273567 455398 10.33% 1.173%
5 9.064 972 983 990 rBV 581720 1042530 23.64% 2.685%

6 10.703 1252 1262 1269 rBV 350354 628465 14.25%
7 13.159 1672 1680 1689 rBV 1596175 2456255 55.70%
8 14.534 1907 1914 1922 rVB 630704 951379 21.58%
9 15.891 2140 2145 2153 rBV 151232 212243  4.81%
10 16.020 2160 2167 2178 rBV 1562653 2402985 54.49%

AONO R
N
Ul
[
R

11 16.854 2301 2309 2318 rBV5 37969 109207 2.48%
12 17.278 2375 2381 2391 rVB 849665 1293053 29.32%
13 18.176 2528 2534 2549 rBV 480569 823652 18.68%
14 18.306 2549 2556 2565 rVB 177620 424118 9.62%
15 19.375 2723 2738 2746 rVB 1047335 1861263 42.21%
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16 19.451 2747 2751 2763 rVB2 133022 193022 4.38%
17 19.722 2791 2797 2806 rVB2 99325 206923 4.69% ©.533%
18 19.898 2821 2827 2839 rBV 3351268 4409593 100.00% 11.355%
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19 20.221 2874 2882 2897 rBV 1661080 2648392 60.06% 6.820%
20 20.685 2956 2961 2967 rBV4 49868 95047 2.16% 0.245%

21 20.944 2998 3005 3016 rBV 1619662 2884704 65.42%
22 21.196 3043 3048 3057 rBv2 125357 246821 5.60%
23 21.320 3063 3069 3075 rBV2 118218 215737  4.89%
24 21.414 3080 3085 3092 rVB4 61817 117741  2.67%
25 21.525 3096 3104 3112 rBV 982719 1571116 35.63%
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26 21.702 3127 3134 3145 rBV 1296562 2398056 54.38%
27 21.878 3157 3164 3174 rVB 205864 448673 10.17%
28 22.313 3234 3238 3246 rVB3 56705 115202 2.61%
29 22.548 3269 3278 3289 rBV 900718 2086392 47.31%
30 22.965 3345 3349 3357 rVB3 49972 95627 2.17%
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31 23.505 3433 3441 3454 rBV2 555471 1445725 32.79%
32 23.735 3475 34860 3487 rVB4 75249 157237  3.57%
33 24.592 3617 3626 3631 rBV 653865 1983086 44.97%
34 25.956 3849 3858 3872 rVB2 244901 833944 18.91%
35 27.536 4117 4127 4128 rBV2 144286 333566 7.56%
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36 29.446 4443 4452 4465 rVB5 78573 347691 7.88% 0.895%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 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_G\Methods\8270-BG083024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 38833919
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG062681.D\data.ms
3000000
2500000
2000000

1500000

1000000 5.491 7.078
9.064

500000
7.906 10.703
5.021

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG062681.D\data.ms

19.898
3000000

2500000

2000000

20.221 20.944

.159 16.020
1500000

19.375

1000000 17.278
14.534
500000

15.8

16.854

L AR ma L R e e e = et S ——————

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062681.D\data.ms

3000000

2500000

2000000

1500000

1000000

24.592

500000

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.021 5.45 ng 124171 1,4-Dichlorobenzene-d4 7.912

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Ethyl ether 74 C4H1e0 000060-29-7 9
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 9

Abundance Scan 295 (5.021 min): BG062681.D\data.ms (-290) (-) m/z 43.10 100.00%

43.1
5000 59.1
LT T
| 731 10‘1'0 4.60 4.80 5.00 5.20 5.40
Obrrrprrrr e prerrdbi bl b 820 L m/z 59.10 46.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N AN R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 14.50%
0\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R R RN
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14.16%
101.0
o 180 310 | °80 700 86,0
Crrp e e e S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4584: Morpholine, 4-methyl- A A
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.88%
5000 101.0
71.0
27.0 56.0
0‘H,H‘W‘AUM‘NHA‘W‘W‘MH‘M‘H‘ﬁqa‘u‘u‘H“ et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.891 4.46 ng 212243  Acenaphthene-di10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene, (E)- 182 C12H10N2 017082-12-1 59
3 Azobenzene 182 C12H16N2 000103-33-3 59
4 Benzoylformic acid 150 C8H603 000611-73-4 55
5 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 55
Abundance Scan 2145 (15.891 min): BG062681.D\data.ms (-2140) (- m/z 105.00 100.00%
105.0
181.9
5000
51.1
— e
15.50 16.00
0b bbb b2 s 7710 71.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56925: Benzophenone
105.0
182.0
5000 e R
15.50 16.00
51.0 m/z 181.95  59.61%
O \‘\‘\}\\“\\‘\\\\[h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #56778: Azobenzene, (E)-
77.0
— P
15.50 16.00
5000 m/z 51.10 29.12%
182.0
02?-91 | 1280, |
e e e A B
m/z--> 50 100 150 200 250 300 350 400
Abundance #56777: Azobenzene o P placy
77.0 15.50 16.00
m/z 50.10 11.57%
182.0
5000
0270 \‘ ‘1280“ ‘ A M A n
e E e B R B i e e B A :
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.176  12.74 ng 823652  Phenanthrene-di10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2534 (18.176 min): BG062681.D\data.ms (-2528) (- | m/z 73.10 100.00%

73.1
129.0
5000
213.1

M‘ h\\ I ][7\1\1 ‘ 2551 18.00 18.50
L N DY Ll
L b

oL 384 s 43,10 98.00%

“\ \‘
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0 256.0

5000 T T
18.00 18.50
m/z 57.10 90.05%

O+
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0

T
18.00 18.50

5000 m/z 60.10 85.48%
129.0
29. 185.0228.0
ok ““ w‘u‘\ M {M‘\‘H} ‘\‘\‘m‘\ “\‘ \‘ ) “\‘ e e
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid P P
73.0 18.00 18.50

m/z 55.10  82.22%

5000 129.0 JL‘
29.
199.0242.0
“ H\‘ H‘\ w‘”} H}M‘\‘\Ml “\ ‘ ‘ ;‘\ ‘\ | ‘

T ‘
m/z--> 50 100 150 200 250 300 350 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.306 6.56 ng 424118  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2556 (18.306 min): BG062681.D\data.ms (-2549) (- | m/z 57.10 100.00%
57.1
99.1 [ Ta'En
18.00 18.50
1411 1832
ol Ll i)l ) 1411 1832 2241 2671 3093 1" 4310 go.30%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 = i
18.00 18.50
m/z 71.10 62.54%
99.0
ol L Ly ) 1410 1830 2250 2670 3.
\\‘\ \\\\‘\\\\‘1\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #194597: Pentadecane, 8-hexyl-
43.0
== e
18.00 18.50
5000 85.0 m/z 85.10 47.00%
1270 1960
ol Ll B0 1 02800
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo- T ™
57.0 18.00 18.50
m/z 41.10 25.44%
5000
‘ 99.0 155.0 197.0
S ot e = =S
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.375 28.79 ng 1861260  Phenanthrene-d10 17.278
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Pentacosane 352 C25H52 000629-99-2 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2738 (19.375 min): BG062681.D\data.ms (-2723) (- | m/z 57.10 100.00%

57.1
5000

19.00 19.50
0 : 20l.1 309.3 3 m/z 43.10  66.27%

T
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-

57.0

99.1
gyl H | }4?1 183.2 224.0 267.1 309.3 352,

5000
19. 00 19 50
99.0 m/z 71.10 60.89%
239.0
O s ““‘ “ \“ \“\4\‘1 9\ :!-8\3\0 T H\ \2\8\1\0 3\2\3\0\
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
19. 00 19 50
5000 m/z 85.05  45.32%
99.0 140.0
182.0
S P P s - S
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0 19. 00 19 50

m/z 41.10 24.82%

5000
990
(Ll 14101830 2250 | 2050 3521

oL, !
miz--> 50 100 150 200 250 300 350  19.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.451 2.46 ng 193022  Chrysene-di2 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2751 (19.451 min): BG062681.D\data.ms (-2747) (- | m/z 43.10 100.00%
43.1 731
5000
129.1 185.1 241.2
284.1 1950
0! m/z 60.10 87.12%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
43.0 73.0
5000 T
129.0 1950
m/z 73.10 87.09%
1850 5410 284C
0’ - ‘1‘”“\‘“1 \‘ T . \‘ T “ L1 \“ T \“\
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
——
19.50
5000 129.0 m/Z 57.10 86.69%
97.0 1710 2130 256.0
0! I ;\u‘\‘ il ‘\ | “‘ “ “‘ \‘ “‘ N “\‘ —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid P
73.0 19.50
43.0 m/z 55.10 73.75%
5000 129.0
185.0
228.0
oL— “‘ W ‘HH L M‘H‘L ;‘\\‘\‘ l “ ‘ L, \“ - \‘ — ‘\‘ — —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Phthalic acid, 2-ethylhexyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.722 2.63 ng 206923  Chrysene-di12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 90
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 78
3 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 64
4 Phthalic acid, 2-ethylhexyl trid... 460 C29H4804 1000308-99-0 59
5 Phthalic acid, 2,2-dimethylpent-... 460 C29H4804 1000415-53-7 53
Abundance Scan 2797 (19.722 min): BG062681.D\data.ms (-2791) (- | m/z 149.00 100.00%
149.0
5000 K
57.1
1040 ‘ 2131 5791 19.50 20.00
ob HM‘ Al ST 390 s 167,00 24.78%
miz--> 50 100 150 200 250 300 350
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0
5000
1950 20.00
57.0 m/z 57. 24.16%
“ 1040 279.0
O\‘\\H“\“h \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester
149.0
T —
19.50 20.00
5000 m/z 43.10 16.42%
430 850 251.0
obaddil i AL T 363
m/z--> 50 lOO 150 200 250 300 350
Abundance  #255682: Phthalic acid, cycloheptyl isohexyl ester Lo =
149.0 19.50 20.00
m/z 70.05 14.38%
5000
85.0
43?
251.0
0“‘ ‘WWM‘M“‘ IS e s P fLrﬁ“‘
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Docosane, 9-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.221 33.71 ng 2648390  Chrysene-d12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
5 Octadecane 254 C18H38 000593-45-3 92
Abundance Scan 2882 (20.221 min): BG062681.D\data.ms (-2874) (- | m/z 57.10 100.00%
57.1
5000 A
9.0 1411 20.00 20.50
ol AL L i| 141118322252 28103233366 1/, 4310  66.53%
miz--> 50 100 150 200 250 300 350
Abundance #275540: Docosane, 9-butyl-
43.0
5000 —— —
50 20.00 20.50
182.0 m/z 71.10 62.48%
' 309.0
O\\‘|‘\h‘ ““‘H‘ \‘\23?“\\\h\‘\\\2\5‘%.\0\\\“‘\\\\3‘6\4\.(
miz--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
— —
20.00 20.50
5000 m/z 85.10 44 .97%
9.0
oL dh iy L 140 2100 2530 3099 s
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane P ——
57.0 20. 00 20.50
m/z 23.70%
5000
L % | 141018302250 2820
““‘ R T e B e
m/z--> 50 100 150 200 250 300 350 20 00 20 50

8270-BGO83024.M Mon Sep 09 01:54:27 2024 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
BG062681.D

6 Sep 2024 15:02
: MA/JU
. P3857-01

. 10

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .M
: 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 9 Eicosane, 10-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.944 36.72 ng 2884700  Chrysene-d12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3005 (20.944 min): BG062681.D\data.ms (-2998) (- | m/z 57.10 100.00%
57.1
5000 /\
‘ | ]1 169.2 225.1 2L00
ol LA UIT[, 1692 2250 2951  3804428. ., 43.1p 65.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 T
21.00
m/z 71.10 61.92%
O\\‘\“ ‘thq\‘h\h\\\z‘]-\]-\q\‘\z\s\l\?\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
2100
5000 m/z 85.10 45 .86%
140.0
ob b |y 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0 2100
55.10 23.04%
5000
1
oL ‘ 113130 1600 2250 281.0 337.0 394.0
“‘“H“““““w“‘“““‘H“““““‘
m/z--> 50 100 150 200 250 300 350 400 2100

8270-BGO83024.M Mon Sep 09 01:54:27 2024 Page: 12



Data Path : Z:

Data File : B

Acqg On
Operator : M
Sample H
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
G062681.D

6 Sep 2024 15:02

A/JU

3857-01

© Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 1@ 5-Eicosene, (E)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.196 3.14 ng 246821  Chrysene-di12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 91

Abundance Scan 3048 (21.196 min): BG062681.D\data.ms (-3043) (-
57.1

m/z 57.10 100.00%

5000

;>

210.1 280.1
M g i 28013408 4148 w/z 43.10  83.66%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 f— =
21.00 21.50

m/z 55.10  75.50%

S 5 1960 2000
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
=

5.1 : o
|(\ 21.00 21.50

o

21.00 21.50
5000 m/z 83.10 71.71%
S hh 238.0 434.0
H"H‘w‘Hw‘H‘_H‘V‘H_‘H_‘H‘HH‘H‘WH‘W‘HW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester — S
57.0 21.00 21.50

m/z 69.10 67.92%

5000
5.0 196.0
J L | 281.0 369.0 592.1
= e

ol bbby o | 2810 3690 592,
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BGO83024.M Mon Sep 09 01:54:28 2024 Page: 13



Data Path :
Data File
Acqg On : 6

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
. BGO62681.D

Sep 2024 15:02

Operator : MA/JU

Sample
Misc
ALS vial : 10

Quant Method
Quant Title

TIC Library

. P3857-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .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 1,3-Benzenedicarboxylic aci... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.320 2.75 ng 215737  Chrysene-di12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
4 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 35
5 Terephthalic acid, 4-cyanophenyl... 379 C23H25NO4 1000323-66-6 35

Abundance Scan 3069 (21.320 min): BG062681.D\data.ms (-3063) (- | m/z 70.10 100.00%

701 261.1
148.9
5000
‘ ‘ ‘ 21.00 2150
207.9 . .
o‘H‘le“wmu}um‘HH_\‘L“_H?‘T"‘?'?f“o‘l: m/z 261.10  84.39%
miz--> 100 150 200 250 300 350 400
Abundance #295780. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 T L
21.00 21.50
m/z 148.95 61.16%
029'# ‘ L h J H ‘ 2180 | |304.0347.0
\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
e T
21.00 21.50
5000 700 m/z 112.1@  38.68%
149.0
219.0
o2 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) Pl nd
70.0 112.0 21.00 21.50
261.0 m/z 57.10 38.19%
5000 67.0
o2 LUl | | 2150 | (3040 3610 o
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO83024.M Mon Sep 09 01:54:29 2024 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG090624\

Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Pentadecane, 8-hexyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.702 30.53 ng 2398060  Chrysene-d12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3134 (21.702 min): BG062681.D\data.ms (-3127) (- | m/z 57.10 100.00%
57.1
‘ 1692 2252 2150 22.00
ol 14kl J““m‘ 5252 2950 3513 4SL n/7 43.10  65.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000
2150 2200
71.05 63.42%
0.0 196.0 n/z
0 \\‘ “\hh \h\“" \“\‘\1\;5‘2\(\)\\“‘ “2\4.\0‘()\ \2\9\4E\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
——
2150 22.00
5000 ITI z 85.10 45.93%
o AL Limo0® ™Y o a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane —
57.0 2150 22.00
m/z 55.10 23.91%
) \\L
0 “ i Hh h h H \‘ ‘ \ \ L 2\25 O 281 0 337'0 394'0
e “,H‘ P e e
m/z--> 50 100 150 200 250 300 350 400 2150 2200

8270-BGO83024.M Mon Sep 09 01:54:30 2024 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

6

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
BG062681.D

Sep 2024 15:02

: MA/JU
. P3857-01

. 10

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .M
: 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 13 Supraene

21.878

Concentration Rank 10

EstConc Area Relative to ISTD R.T.
5.71 ng 448673  Chrysene-d12 21.525
5 Tentative ID MW MolForm CASH# Qual

Hit# of

uprae
quale

ne
ne

410 C30H50
410 C30H50

-Heptadiene, 3,3,6-trimethyl- 138 C10H18

1S

2S

3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N
4 1,5

5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280

007683-64-9 98
000111-02-4 95
006006-01-5 72
035387-63-4 64
066408-55-7 64

Abundance Scan 3164 (21.878 min): BG062681.D\data.ms (-3157) (-

m/z 69.10 100.00%

69.1
5000
== =
1910 ) 21.50 22.00
o““WVHN‘WMWW‘“w;‘?3?5233%“"?§??4}9v m/z 81.10 47.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = P
21.50 22.00
m/z 41.10 25.79%
137.0
oPT9 Ll y [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
= =
21.50 22.00
5000 ITI/Z 68.10 12.79%
121.0
o220 | 1L 1] 1750 23102730 3410 410,
I B R S e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- — —r—
69.0 21.50 22.00
m/z 95.10 11.89%
5000
136.0
| .y || 18802310
0 wvuﬂ‘ e R et Sutehcu R s e
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00

8270-BGO83024.M Mon Sep 09 01:54:31 2024

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 14 Octacosane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.548 26.56 ng 2086390  Chrysene-d12 21.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3278 (22.548 min): BG062681.D\data.ms (-3269) (- | m/z 57.10 100.00%
57.1
- ﬂ«Jx/\\
22.50 |
13. .
169.1
ok, 1) ﬁ‘ |1 1001 2391 323237934287 ./, 43.16  66.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 —— :
22.50
71.106  64.75%
196.0 n/z
O\\‘“WhWthu‘Wd\‘\%‘\f\\“‘u\??‘z\\o\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
RN \
22.50
5000 ITI/Z 85.10 48.59%
oLl o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — ‘
57.0 22.50
m/z 55.10  23.16%
5000
ol |77 1690 2250 2810 3650
“w““_““u“‘ R T e
m/z--> 50 100 150 200 250 300 350 400 450 22.50

8270-BGO83024.M Mon Sep 09 01:54:34 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.506 14.58 ng 1445730  Perylene-di12 24.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
5 Tricosane 324 C23H48 000638-67-5 91
Abundance Scan 3441 (23.505 min): BG062681.D\data.ms (-3433) (- | m/z 57.10 100.00%
57.1
- JL
T \
‘ | 169.2 225.1 2350
ol4 ‘Mﬂ“u"‘_Hw??‘l‘?‘“‘3‘55‘”1_”““‘"‘39, m/z 71.10  65.42%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 . :
23.50
m/z 43.10 62.95%
1
O\l‘\‘\‘\h\|\]IL\“\“\f“‘\‘\\‘o\‘z\z\f\,\o‘\\\\’\3\3\§‘()\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
T I
23.50
5000 m/z 85.10 48.00%
oL Ll \ M ‘“‘6‘90225.0 295.0 367.0
i e e e e
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl- = ‘
43.C 23.50
m/z 55.10 22.57%
5000
196.0
o o i
m/z--> 50 100 150 200 250 300 350 400 450 23.50

8270-BGO83024.M Mon Sep 09 01:54:35 2024 Page: 18



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
BG062681.D
6 Sep 2024 15:02

: MA/JU
. P3857-01

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .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 16 Octadecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.956 8.41 ng 833944  Perylene-di2 24.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3858 (25.956 min): BG062681.D\data.ms (-3849) (- | m/z 57.10 100.00%
57.1
- JL/L
26.00
1691 :
0Fr ‘ h "‘ boporn.2252 8234 4288 n; 43.10  61.41%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-
43.Q
5000 T
26.00
m/z 71.10 60.25%
| } | 1550 225.0
O\\“\1\\“\\‘\1‘\\\\‘\\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
—
26.00
5000 m/z 85.10 44 . 86%
0 \‘ L ‘ ‘l | 1?\0\11690 225.0 281.0 338.0
e e ST S S T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T
57.0 26.00
m/z 55.10 21.92%
h MA/\j\’\/\/w,/\
o \‘ (1130 160.0 225.0 281.0 337.0 394.0
‘H“‘H“H‘“H“‘H“H“‘H“‘H“_“‘_“‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 26.00

8270-BGO83024.M Mon Sep 09 01:54:36 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.536 3.36 ng 333566 Perylene-d12 24.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 4127 (27.536 min): BG062681.D\data.ms (-4117) (- | m/z 57.10 100.00%
57.1
o kj\\/\,
27.50 |
183.1 :
o LLLTTY, 28322001 30943656 4289 490 7230 63,721
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
5000 e — :
27.50
m/z 43.10 62.42%
0 [1] 11430 169.0 225.0 281.0 338.0
\\\‘\\\\‘!\\\‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
T \
27.50
5000 m/z 85.10 49, 85%
oL 20902250080 G50
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T
57.0 27.50
m/z 41.10  23.55%
- WW»/\WVWM
113.0
0 ‘ ‘ ‘\ \ H J\l | \\1\6‘9 0 225.0 295.0 367.0
e e R ——
m/z--> 50 100 150 200 250 300 350 400 450 27.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG090624\

Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
29.446 3.51 ng 347691  Perylene-d12 24.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Octadecane 254 C18H38 000593-45-3 64
3 Hexacosane 366 C26H54 000630-01-3 62
4 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 58
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 58

Abundance Scan 4452 (29.446 min): BG062681.D\data.ms (-4443) (- | m/z 57.10 100.00%
57.1
20.50
280.9 :
0L~ ‘Ml‘u \“ ‘uh‘l‘\"lw\uu‘ \\mmu?% i \uh‘\‘\‘\“ ; \‘\‘ y ] et ‘3"5‘5‘ ‘9‘ ‘4‘1‘4“8‘ : m/z 71.1@ 64 .35%
miz--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 T
29.50
m/z 43.10 55.95%
13.
O\“\‘\“‘ “‘ \“\l“ \“‘\‘\ \‘%\6\9\0\‘\\\\‘2\6\8\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
——
29.50
5000 m/z 85.10 48.71%
\ ‘ | H \0 169.0 254.0
(o QREEE I A0 AN M it it S
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane —
57.0 29.50
m/z 55.10 34.72%
- MNW/\MMM
\\‘h\ ‘ 169.0 225.0 2950 366.0
0 w_u‘u‘MMM«w‘HHWHWH_MWH e
m/z--> 50 100 150 200 250 300 350 400 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090624\
Data File : BG@62681.D

Acqg On : 6 Sep 2024 15:02
Operator : MA/JU

Sample : P3857-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG083024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.021 5.5 ng 124171 1 7.912 455398 20.0
Benzophenone 15.891 4.5 ng 212243 3 14.534 951379 20.0
n-Hexadecanoic ... 18.176 12.7 ng 823652 4 17.278 1293050 20.0
Tetracosane 18.306 6.6 ng 424118 4 17.278 1293050 20.0
Heptadecane, 9-... 19.375 28.8 ng 1861260 4 17.278 1293050 20.0
Octadecanoic acid 19.451 2.5 ng 193022 5 21.525 1571120 20.0
Phthalic acid, ... 19.722 2.6 ng 206923 5 21.525 1571120 20.0
Docosane, 9-butyl- 20.221 33.7 ng 2648390 5 21.525 1571120 20.0
Eicosane, 10-me... 20.944 36.7 ng 2884700 5 21.525 1571120 20.0
5-Eicosene, (E)- 21.196 3.1 ng 246821 5 21.525 1571120 20.0
1,3-Benzenedica... 21.320 2.8 ng 215737 5 21.525 1571120 20.0
Pentadecane, 8-... 21.702 30.5 ng 2398060 5 21.525 1571120 20.90
Supraene 21.878 5.7 ng 448673 5 21.525 1571120 20.0
Octacosane, 2-m... 22.548 26.6 ng 2086390 5 21.525 1571120 20.0
Hexacosane 23.506 14.6 ng 1445730 6 24.592 1983090 20.0
Octadecane, 2-m... 25.956 8.4 ng 833944 6 24.592 1983090 20.0
Nonadecane 27.536 3.4 ng 333566 6 24.592 1983090 20.0
Octadecane 29.446 3.5 ng 347691 6 24.592 1983090 20.0
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