LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139291.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 9 17 24 rVB 1615838 2572618 96.13% 8.452%
2 3.981 313 321 327 rBV 20902 34706 1.30% 0.114%
3 5.104 503 512 519 rVB 158287 249054 9.31% 0.818%
4 5.504 574 580 585 rBV 1817143 2401749 89.74% 7.891%
5 6.510 745 751 756 rBV 1778222 2469596 92.28% 8.113%
6 6.887 810 815 820 rBV 601473 724299 27.06%  2.380%
7 7.445 903 910 915 rBV 1204773 1605783 60.00% 5.276%
8 7.698 949 953 957 rVB 31664 38260 1.43% 0.126%
9 8.169 1027 1033 1042 rBV 711732 899411 33.61% 2.955%
10 9.245 1210 1216 1221 rBV 2194785 2676210 100.00% 8.792%
11  9.781 1303 1307 1313 rBV 18915 26941 1.01% ©0.089%
12 9.922 1325 1331 1335 rWV 671802 840988 31.42% 2.763%
13 9.957 1335 1337 1341 rVB 46231 46524 1.74% 0.153%
14 10.122 1361 1365 1369 rBvV2 31962 45964 1.72% ©0.151%
15 10.351 1397 1404 1408 rBV3 33779 59618 2.23% 0.196%
16 10.469 1420 1424 1430 rVB 43661 57352 2.14% 0.188%
17 10.575 1437 1442 1446 rVV3 19381 34002 1.27% 0.112%
18 10.633 1447 1452 1459 rVB 136507 180578 6.75% ©.593%
19 10.710 1459 1465 1470 rBV 930067 1174148 43.87% 3.857%
20 10.833 1481 1486 1493 rVB3 77356 132843 4.96% 0.436%
21 10.916 1494 1500 1503 rBV6 13736 32624 1.22% 0.107%
22 11.016 1514 1517 1520 rBVS5S 18338 27282 1.02% 0.090%
23 11.145 1536 1539 1547 rBV5 15659 32874 1.23% 0.108%
24 11.210 1547 1550 1554 rVB 30637 40250 1.50% 0.132%
25 11.275 1555 1561 1564 rBV2 63647 105378 3.94% 0.346%
26 11.304 1564 1566 1571 rVB 56795 67632 2.53% 222%
27 11.351 1571 1574 1578 rBV 38212 55281 2.07% 182%

28 11.410 1578 1584 1586 rBV 515632 702266 26.24%

ORLrNOO
w
[
~N
R

29 11.433 1586 1588 1592 rVW 420156 454197 16.97% 492%
30 11.486 1593 1597 1600 rVB 91704 122850 4.59% 404%
31 11.639 1618 1623 1629 rBV2 40340 83772 3.13% ©0.275%
32 11.704 1630 1634 1637 rBvV2 56605 70359 2.63% 0.231%
33 11.863 1658 1661 1664 rBV2 38947 57389 2.14% 0.189%
34 11.904 1664 1668 1670 rVv2 160572 221413 8.27% ©.727%
35 11.939 1670 1674 1679 rVB 587234 757200 28.29%  2.488%
36 12.022 1684 1688 1696 rVB 128367 230170 8.60% ©.756%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF090424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.110 1699 1703 1712 rVB2 88421 124450 4.65% 0.409%
38 12.210 1716 1720 1721 rBV 44765 57349 2.14% 0.188%
39 12.463 1759 1763 1766 rBV 57959 82159 3.07% 0.270%
40 12.498 1766 1769 1773 rBv2 58457 78418 2.93% 0.258%
41 12.545 1774 1777 1783 rVB3 53609 72700  2.72% 0.239%
42 12.622 1785 1790 1794 rBV 780363 1052927 39.34% 3.459%
43 12.721 1803 1807 1814 rBV3 135499 218954 8.18% 0.719%
44 12.851 1823 1829 1835 rBV 644686 988788 36.95%  3.249%
45 12.998 1849 1854 1860 rVB 1463176 1898704 70.95% 6.238%
46 13.069 1862 1866 1874 rVV4 62441 134175 5.01% 0.441%
47 13.280 1899 1902 1906 rBV2 68164 82491 3.08% 0.271%
48 13.898 2003 2007 2013 rVB3 298750 415370 15.52% 1.365%
49 14.045 2026 2032 2036 rBV3 779725 1536005 57.39% 5.046%
50 14.533 2111 2115 2127 rVB3 409947 765390 28.60% 2.515%
51 15.098 2207 2211 2220 rVB 286816 625369 23.37% 2.055%
52 15.180 2221 2225 2227 rBV 343647 476371 17.80% 1.565%
53 15.462 2270 2273 2279 rVB 200008 295596 11.05% 0.971%
54 15.527 2281 2284 2288 rBV 199090 277426 10.37% 0.911%
55 15.774 2322 2326 2331 rVB 262241 398420 14.89% 1.309%
56 16.015 2362 2367 2372 rBV 430679 695994 26.01% 2.287%
57 16.068 2373 2376 2384 rVB2 159410 302512 11.30%  0.994%

58 16.833 2500 2506 2519 rVB3 246749 526995 19.69% 1.731%

Sum of corrected areas: 30438144
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF139291.D\data.ms
2000000
5.504 6.510
2.193
1500000
7.445
1000000
6.887
500000
5.104
0 3.981 7.6
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF139291.D\data.ms
9.245
2000000
12.998
1500000
1000000 10.710 622
12.851
8.169 9.922
500000
10.6 9101 i 98
t 0,769 930.1220 38268751 1fh o SHHERR e
0t——r—r— T e T T T T — — 7
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF139291.D\data.ms
2000000
1500000
14.045
1000000 14.533 a0
1&8 16.015
13.89 19.262715.774
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 71.04 ng 2572620 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 17 (2.193 min): BF139291.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
R
‘ ‘ Lgl 2.20 2.40 2.60
Obr e it L 2000 myz 43.05  49.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B L B ) B
43.0 2.20 2.40 2.60
: 87.0 m/z 55.05 32.24%
29.0 L
O \‘H\”“HH“‘!‘\‘!\‘\!\‘!Q“-\O\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.20 2.40 2.60
5000 41.0 55.0 ITI/Z 87.10 26.52%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- T
73.0 2.20 2.40 2.60
m/z 41.10 16.56%
5000
45.0
ol 290 || 590 | _
T T e e e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.104 6.88 ng 249054  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9
Abundance Scan 512 (5.104 min): BF139291.D\data.ms (-503) (-) m/z 43.05 100.00%
3.0
1
5000 59
| - 1011 4.80 5.00 5.20 5.40
Obrrr e et ey M/z 59.168 0 51.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R L R R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.03%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T mmm e ARRAS
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.51%
41.0
27.0 101.0
0 e bl 730, 860 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e AT
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.76%
5000
410 101.0
209 1y 830
Ot e e et e e e R AR S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF090424.M Tue Sep 10 13:52:21 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.633 4.29 ng 180578  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 43
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 43
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43

Abundance Scan 1452 (10.633 min): BF139291.D\data.ms (-1447) (- m/z 105.05 100.00%

105.1
77.0
182.1
5000
51.0

—
1050  11.00

152.0
bl 228 T m/z 77.e5  70.48%

| |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
.o 182.0

o

5000 T
1050 1100
510 m/z 182.10  61.62%
0 27.0 | 126.0 152 0 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
A =
77.0 183.0 10.50 11.00
5000 51.0 51.05 34.46%
0 ‘\ H\‘ ‘ 127.0 154.0 \‘
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73796: Benzoic acid, phenyl ester
105.0 1050 1100

m/z 181.10  16.98%

5000 77.0
51.0
oh 201 |y | 141.0 198.0 A AANV

m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.833 3.78 ng 132843  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 62
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 60
3 5-Ethyldecane 170 C12H26 017302-36-2 60
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 60
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 1486 (10.833 min): BF139291.D\data.ms (-1481) (- m/z 57.10 100.00%
57.1
— ——
99.0 14‘0'0 ﬁ84.1 1050 11.00
obtbbc il b 3 s le 66,11
miz-> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
5000 — —
10.50 11.00
m/z 71.10 61.20%
99.0
01\6.\0‘\ ‘\“‘““\ ‘!‘ \“‘\ ‘H‘ \“ \%4\‘]"‘0\ ]\-8\4\.0‘ T T T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #74019: Tridecane, 6-methyl-
57.0
— ——
10.50 11.00
5000 m/z 41.10 33.65%
98.0
015-9“ A ‘ “\ _is00 1830
miz--> 50 100 150 200 250 300
Abundance #45482: 5-Ethyldecane “ —
57.0 10.50 11.00
m/z 85.05 31.60%
5000
‘ 8.0 140.0
ol - e
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Dodecane, 2-methyl-6-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.275 3.00 ng 105378  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 72
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72

Abundance Scan 1561 (11.275 min): BF139291.D\data.ms (-1555) (- m/z 57.10 100.00%
57.

1
5000 85.1

—
| | 1250 154.1 182.1 5091 11.00 11.50
bl bt T WS m/z 43.10 79.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0

5000

o

e
85.0 11.00 11.50
m/z 71.10  51.01%

29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

—
11.00 11.50

o

5000 85.0 m/z 41.10 42.28%
140.0
182.0
bbb 1307 120 e WW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T —
57.0 11.00 11.50

m/z 85.10  38.14%

B M\/\JW\/\\
85.0
29.0
J L ‘

0 A u“i ,113.0 141.0 169.0 197.0 226.0
R

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090924\

BF139291.D

: 09 Sep 2024 19:19
: RC/JU
: P3888-01

: 13 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

Concentration Rank 18

Peak Number 6 ©5H-Indeno[1,2-b]pyridine

R.T. EstConc Area Relative to ISTD R.T.
11.639 2.39 ng 83772  Phenanthrene-di1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 94
2 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 91
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 83
4 1-Naphthaleneacetonitrile 167 C12HSN 000132-75-2 64
5 2-Azafluorene 167 C12HSN 000244-40-6 64

Abundance Scan 1623 (11.639 min): BF139291.D\data.ms (-1618) (- m/z 167.05 100.00%
16V7.1

5000

139.1 1150 15
431 gg1 1131 205.1 11.50 12.00
0 _“uM‘uuwm“?%9_“W‘H‘HH“_!‘W‘H“MZ‘_“ m/z 166.05  22.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #42483: Carbazole
167.0

5000 inasveael ——
11.50 12.00

m/z 168.10  14.66%

139.0
270 10, %3 mzo ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220

o

Abundance #42490: 5H-Indeno[1,2- Mpyndme
g bk
W AN e
11.50 12.00
5000 m/z 139.05 13.49%
140.0
39‘0‘630 g7.0 113.0 H
O e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #72635: 9H-Carbazole-9-methanol — —
167.0 11.50 12.00
m/z 140.05 11.97%
5000
84.0 139.0 fAfVA
PP Pl W N OO U Y'Y L Wk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Anthracene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.904 6.31 ng 221413  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94

Abundance Scan 1668 (11.904 min): BF139291.D\data.ms (-1664) (- m/z 55.10 100.00%
55.1 192.1

-

5000
——
236.2 12.00
(o] m/z 192.10 99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 1T
12.00
m/z 41.10 57.95%
96.0 165.0
0 63.0 | | 1390 |
‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
——
12.00
5000 m/z 191.10 55.37%

940 165.0
39.0 63.0 | | 139.0 |
s

-

(L W it YT RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl- —
192.0 12.00
m/z 69.10 44.26%
5000
165.0
0 /39.0 63.0 9?-0 1390 |
R R B e R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF090424.M Tue Sep 10 13:52:27 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.939 21.56 ng 757200  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1674 (11.939 min): BF139291.D\data.ms (-1670) (- m/z 43.10 100.00%
431 731
5000
129.1
3 —
O s e
oWWHW‘W HHJ“H‘:“: “ Artrbeebe m/z 73.10 88.53%
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 60.05 86.27%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—=
12.00
5000 129.0 m/z 41.10 78.20%
199.0
s ) e T
0%§RH“‘WNMJ“MWHN‘M‘Humuhwuquﬁwuumuwu
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #109279: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.10 72.57%
5000 129.0
185.0
|
0;§RduwuwyhhWkﬂ“ﬁuhhwuu‘uw_‘HM‘H_M‘_HW“ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00

8270-BF090424.M Tue Sep 10 13:52:28 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.022 6.56 ng 230170  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 52
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 43
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 30

Abundance Scan 1688 (12.022 min): BF139291.D\data.ms (-1684) (- m/z 189.10 100.00%
189.1

.

5000
94.8
165.1 12.00
39.0 63.0 139.0 ]
ol 220 b e ML BAT22430 s 190,10 98.76%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 A
010 12.00
4. m/z 192.10  56.90%
0..39.0 630 | 137.0 163.0 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny

%

190.0
12.00
5000 m/z 191.10 45.91%
29.0
0 \ 630 970 13% Q 162.0 l 217.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\”‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- e ‘
190.0 12.00

m/z 94.80  27.74%

5000

950 1340 162.0

%

40.0 67.0
0! S L — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF090424.M Tue Sep 10 13:52:30 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BF@90424 .M

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 Pentadecane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12110 3.54ng 124450  Phenanthrene-dio 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecane 212 c1sz2 000629-62-9 83

2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S
4 Nonane, 4,5-dimethyl- 156 C11H24

5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S

1000382-90-9 74
1000309-17-9 72
017302-23-7 64
1000309-12-3 64

Abundance Scan 1703 (12.110 min): BF139291.D\data.ms (-1699) (- m/z 57.10 100.00%
57.1
5000
85.1
—r —
| ‘“ ‘\ 1 114022671 5081 2432 12.00 12.50
)| ww"mumw_HwH_mwuww m/z 43.10  77.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90192: Pentadecane
57.0
85.0
5000 — I
12.00 12.50
290 m/z 41.10 50.91%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
—r —
12.00 12.50
5000 ITI/Z 71.10 48.45%
85.0
29.0
oL ||| 11201400168.01960 2410
e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #206617: Sulfurous acid, butyl dodecyl ester P ——
57.0 12.00 12.50
m/z 55.10 38.49%
5000
85.0
29.0
ol L (2014001890 221, B
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00 12.50

8270-BF090424.M Tue Sep 10 13:52:31 2024

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 11 9,10-Dimethylanthracene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.463 2.34 ng 82159  Phenanthrene-dle 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 91
3 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 91
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 83

Abundance Scan 1763 (12.463 min): BF139291.D\data.ms (-1759) (- m/z 206.10 100.00%
206.1

-

5000
65, 89.0 12611541 h | s 1250
0‘H‘HHNuwm%JNWMNmWJHWHNWW‘WmeMHM‘H_ﬁ‘wu“ m/z 191.10 49.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 L

12.50
m/z 189.10  26.49%

89.0 1270 1650
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
P
12.50
5000 ITI/Z 205.10 22.16%
89.0
o SL0 Lm0 150 | |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82944: Phenanthrene, 2,5-dimethyl- —
206.0 12.50
m/z 207.10 16.13%
5000
101.0 165.0 ‘
o.270 830 || 1200 10 | | .
m/z--> 20 40 60 80 100120140160180200220240260 12.50

8270-BF090424.M Tue Sep 10 13:52:32 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 unknownl2.498 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.498 2.23 ng 78418  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 38
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 30
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 30
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 30
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 30
Abundance Scan 1769 (12.498 min): BF139291.D\data.ms (-1766) (- m/z 57.10 100.00%
57.1
5000 85.1 189.1 M
12:50
211 267.1 :
O‘H‘Huu‘w “umeiwwwuw§9}uu‘wW I At m/z 43.10  74.13%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000 T
12.50
m/z 71.10 54.84%
29.0
O \‘ \‘\ Al HH\ H ‘11\? 0\141 0169 01970 2680
H\‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #132769: 2-Bromo dodecane
57.0
——
12.50
z 189.10 42.67%
5000 85.0 m/
29.0 ‘ 1130  169.0
bbb 410 T 2180
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74012: 3,5-Dimethyldodecane ‘
57.0 12.50
m/z 85.10 41.46%
5000
85.0
29.0
1
oHw»‘ml_wHw\_ﬁﬁ?‘?‘”Hf?‘?‘l‘m_‘H_mw _
m/z--> 20 40 60 80 100120140160180200220240260 12.50

8270-BF090424.M Tue Sep 10 13:52:33 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.722 6.24 ng 218954  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
5 1-Heptadecene 238 C17H34 006765-39-5 53
Abundance Scan 1807 (12.721 min): BF139291.D\data.ms (-1803) (- m/z 43.10 100.00%
5000
3.1 129.0
— —
H ‘ ‘ 1852 2412 50, 4 12.50 13.00
0 ‘H“‘“‘ o gt ‘ ‘1“‘ mmL et m/z 41.10  79.97%
m/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
129.0
5000p8.0 284.0 1 ]
185.0 241.0 12.50 13.00
m/z 57.10 78.83%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ R
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
— —
12.50 13.00
m/z 55.10 74.25%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘\\M uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ e ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
m/z 60.00 72.68%
5000
129.0
29. 185.0 228.0
0, HH‘ h” M‘\ m ; ‘ ; ; ! h
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF090424.M Tue Sep 10 13:52:35 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 5-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.41 ng 415370  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 86
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 70
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 70
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 70
Abundance Scan 2007 (13.898 min): BF139291.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
230.1
5000
— ——
J f5-1 13.50 14.00
ob bbb Ll 8222wz 43.10  93.98%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.10 73.69%
lifee
O \\H‘HHJ’\\\L‘\‘\]\-96‘?(\)\\‘2\8\\‘0\.‘0\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 230.10 55.18%
5.0
252.0
0 ‘,ﬂu\?’ﬁg-o“g-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #298132: Eicosyl trifluoroacetate . —
57.0 13.50 14.00
m/z 83.10 53.34%
5000
5.0
| \ l | 252.0325.0
O LM A bttt e preer e e — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00

8270-BF090424.M Tue Sep 10 13:52:36 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.533 9.97 ng 765390  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 1-Heptacosanol 396 C27H560 002004-39-9 87
3 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 87
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87

Abundance Scan 2115 (14.533 min): BF139291.D\data.ms (-2111) (- m/z 57.10 100.00%
57.1
5000 \NLJ\QJL/\
111
240.1 L \
H ‘ 1682 | 397.3 A
ol AdLLLy) 1082 | 305235033973 .. 4316  o94.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 —— :
11.0 14.50
m/z 55.10  82.94%
169.0
O\J\“‘\“\ f ‘l “ ‘h “\\\\‘T\2\3?‘()\2\8\3\(‘)\\\\‘\\\\‘\4\.3\4\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
T T
1110 14.50
5000 ' m/z 83.10 59.94%
oLl LR ‘h ({070 2220 27803230 3780 WJLJ
m/z--> 50 100 150 200 250 300 350 400
Abundance #298132: Eicosyl trifluoroacetate T ‘
57.0 14.50
m/z 69.10 56.65%
- T MLM
S UL 0 o smomneo .
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF090424.M Tue Sep 10 13:52:37 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19

Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 16 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.180 34.34 ng 476371  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Tetracosane 338 (C24H50 000646-31-1 97
3 Pentacosane 352 C25H52 000629-99-2 94
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 2225 (15.180 min): BF139291.D\data.ms (-2221) (- m/z 57.10 100.00%
57.1
. NLLJ\LK
01 —— ——
15.00 15.50
1412 268.1
oL 1 ML LI718322252°00° 3233 3863 4/, 43.10  68.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 —r e
15.00 15.50
m/z 71.10 56.22%
0 \‘ \L ‘ H\ ) H‘ | %4}9183022502680
\\\’ \\‘\\\\‘\\\\‘\\\\‘\Y\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 42.19%
L eisomseny %0
DR I i i) S SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane T —
57.0 15.00 15.50
m/z 55.10 23.60%
- JWALR
9.0
o “““ "‘““““““““““““ —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 (Z)-14-Tricosenyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.774  28.72 ng 398420  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Heptacosanal 394 C27H540 072934-03-3 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 2326 (15.774 min): BF139291.D\data.ms (-2322) (- m/z 57.10 100.00%
57.1
—— —
‘ 09.1 621 15.50 16.00
ol ALAILL11021 20712581 3343 3904 s 16 o3 gex
miz--> 50 100 150 200 250 300 350 400
Abundance #275491: (Z)-14-Tricosenyl formate
55.0
06.0
5000 —r ——
15.50 16.00
m/z 82.10 65.59%
320.0
0+ T ‘V‘HM“ “ m T \“\ ‘“ \1\8(\)\(‘)‘2\2\‘2\0\ i \2\7§ \0‘ T r‘ T \‘36\6\9\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
—— —
06.0 15.50 16.00
5000 m/z 55.10 63.71%
222 0
0 hmh ‘\ Hu‘d‘\‘“(\)“ “Zggp“””“”“‘ V\VVVJLA/\/\V
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal T ——
57.0 15.50 16.00
m/z 96.10 50.28%
5000
1.0 362.0
ol 111 1520 20802500 3060
i e —— —
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_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.015 50.18 ng 695994  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2367 (16.015 min): BF139291.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1

—

5000
16.00
7.1
o‘HH_‘Hi‘Lﬁw“19‘7“2‘???“1_?5‘1“3‘“wwwwwwm m/z 43.10  65.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —— :
16.00
m/z 71.10 55.35%
o }Hﬁ /0197.0267.0337.0407.0 491.0562.0
‘HH‘HH‘HH‘\H!1\\Y[HT\‘WHWVH\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194589: Heneicosane
57.0
— T \
16.00
5000 m/z 85.10 41.31%

296.0
101970

%

0 ot L EE e e ey
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0 16.00
m/z 55.10  23.55%
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00

8270-BF090424.M Tue Sep 10 13:52:41 2024 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 19 1-Hexacosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.068 21.81 ng 302512  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 9-Hexacosene 364 C26H52 071502-22-2 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 Heptacos-1-ene 378 C27H54 015306-27-1 91
Abundance Scan 2376 (16.068 min): BF139291.D\data.ms (-2373) (- m/z 57.10 100.00%
57.1
5000
11.1
— T \
16.00
53.2 231.2 278.1
obdh ‘H ‘N ‘h‘ gk D e S 3022 M8, 4310 86.91%
miz--> 50 1 150 200 250 300 350 400
Abundance #273799: 1-Hexacosene
57.0
5000 11.0 — :
16.00
364.0 m/z 55.10 76.73%
0 \ | ‘H M | ‘w \ “\h‘ﬁ?ﬁ 0237.0280.03220 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #273798: 9-Hexacosene
43.0 97.0
— T \
16.00
5000 m/z 83.10 68.96%
‘ 1<390 364.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol T ‘
57.0 16.00
m/z 97.10 64.19%
111.0
5000
oLl il E ) 11939195.0237.0280,0822.0 3780
il “, B e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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 20 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.833 37.99 ng 526995 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 86
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
4 1,22-Docosanediol 342 C22H4602 022513-81-1 78
5 Hexacosanal 380 C26H520 026627-85-0 72
Abundance Scan 2506 (16.833 min): BF139291.D\data.ms (-2500) (- m/z 57.10 100.00%
57.1
278.1 — —
1‘11 ‘ | 16.50 17.00
ol dddph] 111661 2211, A 3613 418 43.10  86.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #158566: Octadecanal
43.0
5000 — ——
76.0 16.50 17.00
m/z 82.10 65.90%
O \‘\ “\ ‘ ‘h m‘ \“‘\JM\S]Z\O\J\-Q\G‘ \0\ \2\5?\()\ T ‘ LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
— ——
16.50 17.00
5000 m/z 55.10 56.93%
29.( 38.0
Lm0, o
0 H\‘\H‘\H L b g R
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- — ——
82.0 16.50 17.00
m/z 96.10 46.26%
B il \JLN
o LLALLLIRED s0s0 a0 e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90924\
Data File : BF139291.D

Acqg On : 09 Sep 2024 19:19
Operator : RC/JU

Sample : P3888-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF090424 .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|
Butane, 2-metho... 2.193 71.0 ng 2572620 1 6.887 724299 20.0
2-Pentanone, 4-... 5.104 6.9 ng 249054 1 6.887 724299 20.0
Benzophenone 10.633 4.3 ng 180578 3 9.922 840988 20.0
Tridecane 10.833 3.8 ng 132843 4 11.410 702266 20.0
Dodecane, 2-met... 11.275 3.0 ng 105378 4 11.410 702266 20.0
5H-Indeno[1,2-b... 11.639 2.4 ng 83772 4 11.410 702266 20.0
Anthracene, 2-m... 11.904 6.3 ng 221413 4 11.410 702266 20.0
n-Hexadecanoic ... 11.939 21.6 ng 757200 4 11.410 702266 20.0
4H-Cyclopental[d... 12.022 6.6 ng 230170 4 11.410 702266 20.0
Pentadecane 12.110 3.5 ng 124450 4 11.410 702266 20.0
9,10-Dimethylan... 12.463 2.3 ng 82159 4 11.410 702266 20.0
unknown12.498 12.498 2.2 ng 78418 4 11.410 702266 20.0
Octadecanoic acid 12.722 6.2 ng 218954 4 11.410 702266 20.0
5-Eicosene, (E)- 13.898 5.4 ng 415370 5 14.051 1536010 20.0
Heptadecyl hept... 14.533 10.0 ng 765390 5 14.051 1536010 20.0
Nonadecane 15.180 34.3 ng 476371 6 15.527 277426 20.0
(Z)-14-Tricosen... 15.774 28.7 ng 398420 6 15.527 277426 20.0
Tetratetracontane 16.015 50.2 ng 695994 6 15.527 277426 20.0
1-Hexacosene 16.068 21.8 ng 302512 6 15.527 277426 20.0
Octadecanal 16.833 38.0 ng 526995 6 15.527 277426 20.0
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