LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc :

ALS vial : 5 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141976.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 4 12 21 rBV 1018160 1628404 49.63% 5.225%
2 5.104 499 512 524 rVB2 31052 62299 1.90% 0.200%
3 5.492 572 578 597 rBV 1965742 2684658 81.82% 8.615%
4 6.163 683 692 705 rVB 59632 77652  2.37%  0.249%
5 6.334 715 721 726 rBV 99824 125648 3.83% 0.403%
6 6.498 743 749 760 rBV 1934775 2627454 80.08% 8.431%
7 6.881 808 814 819 rBV 717491 895546 27.29%  2.874%
8 6.992 829 833 837 rBV 24307 33819 1.03% 0.109%
9 7.439 903 909 914 rBV 1334653 1755809 53.51% 5.634%
10 7.692 947 952 964 rVB 38080 53954 1.64% 0.173%
11  8.157 1026 1031 1049 rVV 840018 1092874 33.31% 3.507%
12 8.733 1124 1129 1135 rVB 29747 39369 1.20% 0.126%
13 9.233 1208 1214 1224 rBV 2628930 3281056 100.00% 10.529%
14  9.533 1260 1265 1270 rBV 44991 77455  2.36%  0.249%
15 9.910 1324 1329 1343 rVB 831170 1083760 33.03% 3.478%

16 10.622 1445 1450 1457 rBV 165406 215113 6.56%

Q.
17 10.698 1458 1463 1478 rVV 1287382 1639425 49.97%  5.261%
18 10.822 1479 1484 1489 rVB2 19276 34611 1.05% ©0.111%
19 11.198 1544 1548 1554 rBV 48444 67061 2.04% 0.215%
20 11.398 1577 1582 1590 rBV2 664263 962752 29.34%  3.089%
21 11.627 1615 1621 1627 rBV 30256 61214 1.87% 0.196%
22 11.921 1663 1671 1682 rBV3 446691 742153 22.62%  2.382%
23 12.010 1682 1686 1694 rVV3 52994 127575 3.89% 0.409%
24 12.098 1697 1701 1710 rVV4 34874 91901 2.80% ©.295%
25 12.174 1711 1714 1718 rVV4 24233 48420 1.48% ©.155%
26 12.216 1719 1721 1728 rVB2 29037 36982 1.13% 0.119%
27 12.451 1757 1761 1762 rBV 32461 40626 1.24% ©.130%
28 12.474 1762 1765 1772 rVB3 63985 91814 2.80% 0.295%
29 12.610 1783 1788 1792 rBV 220723 297201 9.06%  0.954%
30 12.651 1792 1795 1800 rVB3 38061 48836 1.49% 0.157%
31 12.704 1800 1804 1816 rBV3 136480 225526 6.87% ©.724%
32 12.804 1817 1821 1823 rBV 121613 157562 4.80% 0.506%
33 12.839 1823 1827 1832 rVB 188315 267499 8.15% ©0.858%
34 12.980 1846 1851 1859 rVB 1836486 2351578 71.67%  7.546%
35 13.057 1860 1864 1871 rBv4 25078 51633 1.57% ©.166%
36 13.163 1876 1882 1886 rVB 33011 65972 2.01% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc :

ALS vial : 5 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.363 1913 1916 1919 rBV 43180 52150 1.59% 0.167%
38 13.463 1930 1933 1937 rBV2 31464 49026 1.49% 0.157%
39 13.510 1937 1941 1945 rVB 82443 100706 3.07% 0.323%
40 13.674 1966 1969 1974 rVB 37140 48127 1.47% 0.154%
41 13.780 1983 1987 1991 rBV3 35887 65235 1.99% 0.209%
42 13.880 2000 2004 2013 rVB 160581 282467 8.61% 0.906%
43 14.033 2021 2030 2043 rBV3 780835 1540077 46.94%  4.942%
44 14.198 2054 2058 2064 rVB4 68681 109873 3.35% 0.353%
45 14.457 2099 2102 2105 rBV2 70600 97621 2.98% 0.313%
46 14.504 2106 2110 2125 rVB3 178973 402656 12.27% 1.292%
47 14.662 2133 2137 2144 rBV 109186 154309 4.70%  0.495%
48 14.810 2157 2162 2167 rBV 213104 312998 9.54% 1.004%
49 14.892 2172 2176 2183 rBv4 92119 173007 5.27% 0.555%
50 15.074 2202 2207 2215 rBV 223509 506573 15.44% 1.626%
51 15.157 2216 2221 2224 rBV 277762 441573 13.46% 1.417%
52 15.380 2255 2259 2265 rVB 165170 259323 7.90% 0.832%
53 15.445 2265 2270 2275 rVB 150967 228044 6.95% 0.732%
54 15.509 2276 2281 2285 rBV 685398 1172083 35.72% 3.761%
55 15.986 2357 2362 2367 rBV 265815 435669 13.28% 1.398%
56 16.039 2367 2371 2388 rVB2 122249 327382 9.98% 1.051%
57 16.504 2444 2450 2455 rBV 141712 278442 8.49%  0.894%
58 16.804 2497 2501 2518 rVB3 67996 179468 5.47% 0.576%
59 16.992 2528 2533 2539 rBv2 63496 129517 3.95% 0.416%
60 17.109 2548 2553 2560 rVB 111723 240914 7.34% 0.773%
61 17.439 2604 2609 2620 rVB 69650 163168 4.97% 0.524%

62 17.621 2633 2640 2656 rVB8 71962 267425 8.15% ©0.858%

Sum of corrected areas: 31163044
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Mar 2025 11:12
: RC/JU
1 Q1549-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031725\
BF141976.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF141976.D\data.ms

5.492 6.498

7.439

.163

5.104 6.168-334

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘V_r\

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF141976.D\data.ms
9.233

12.980

10.698

8.157 9.910
11.398

11.921

W

0
Time-->

10.6 4
8.733 L9.533 0.822 11.198 |\ 11.627 %ﬂ 15163

T L B e e e e e L e e e B e —r
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12 00 12 50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF141976.D\data.ms

14.033 15.509
14.5 148101&8 1igggg 16.504
?8 880 |14 19514 892 . 16806 96409 17 439 621

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@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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.
2.163 36.37 ng 1628400 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 12 (2.163 min): BF141976.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000
43.0
87.1

91 2.202.302.402.502.60
\\‘\\\\‘\\\\“‘}\‘\\‘\‘\\\"\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.05 34.3700

m/z--> 20 30 40 50 60 70 80 90 100 110 120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 UL L L L LA R R
43.0 2.202.302.402.502.60
87.0 m/z 87.10  26.91%
29 0
f!go
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 S
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 55.05 25.41%
27.0
0 ‘ ‘ 112.0 129.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R ARERRRAEIEEEE
73.0 2.202.302.402.502.60

m/z 41.05 11.35%

5000
45.0
29.0
Ll 590 | 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Camphene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.334 2.81 ng 125648 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 96
2 Cyclohexene, 1-methyl-3-(1-methy... 136 C1@H16 000499-03-6 80
3 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 76
4 (+)-4-Carene 136 CleH16 029050-33-7 74
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 74
Abundance Scan 721 (6.334 min): BF141976.D\data.ms (-715) (-) m/z 93.10 100.00%
3.1
121.1
5000
79.1
107.1
41.0 H‘A‘W‘H‘W‘H‘H‘w
H 65-ﬂ ‘ ‘ 136.1 6.00 6.20 6.40 6.60
\‘HH‘\H\“H\i‘\“i‘u‘\‘\‘Hiu\1}‘\‘\H‘\‘\HH‘H‘H“\\HM\H‘H!\‘H\ m/Z 121.10 58.0100
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17993: Camphene
93.0
121.0
5000 L B R B B
39.0 790 6.00 6.20 6.40 6.60
107.0 o
53.0 ‘ ‘ 136.0 m/z 79.10 36.66%
\‘\\{‘}“HH}“H\m‘}‘\\‘\‘\‘”“\Hll‘}\H‘!“H‘\\‘\1‘\\\\‘1\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18242: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+
121.0 136.0
93.0
T Y P
6.00 6.20 6.40 6.60
m/z 91.10 34.38%
5000 79.0
41.0 107.0
il
‘WM‘mH‘m“;“‘w““1‘1‘”11{‘””‘1mwu‘;!_m‘!uwu e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene T /\ e NN A RREES
93.0 6.00 6.20 6.40 6.60
121.0 m/z 67.10 27.57%
107.0
136.0
SF.O ‘ ‘
Wm“H‘MH‘i‘l1‘”““H!Hmll‘luwlHH‘HN‘HH‘lm‘mwm Hﬂu/‘\_m,uwmw
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 13
R.T. EstConc Area Relative to ISTD R.T.
10.622 3.97 ng 215113  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 1450 (10.622 min): BF141976.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.1 —— ——
10.50 11.00
152.0
el 1260 T m/z 77.10 65.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 . o
10.50 11.00
51.0 m/z 182.10  55.66%
27.0 A | 126.0 152.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
770 10.50 11.00
5000 m/z 51.10 23.67%
51.0
27.0 | \‘ I—I | ‘ 125.0 154.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30104: Benzenecarbothioic acid, S-methyl ester == ooy
105.0 10.50 11.00
7.0 m/z 181.10  9.44%
5000 51.0
15.0 152.0
RSN S N Y — S AN PR
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.922 15.42 ng 742153  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1671 (11.921 min): BF141976.D\data.ms (-1663) (- m/z 73.05 100.00%
73.0
43.1

5000 129.0

o

12.00
m/z 60.00 79.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
970 m/z 43.10 78.16%

157 018502130 256.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92069: Tridecanoic acid
73.0

%

430 12.00

5000 129.0 m/z 55.18  69.14%
171.0

214.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

e

Abundance #109281: Tetradecanoic acid
73.0 12.00
43.0 m/z 41.05 68.35%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 4-Bromothiophene-2-aldehyde Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.010 2.65 ng 127575  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 58
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 46
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 46

Abundance Scan 1686 (12.010 min): BF141976.D\data.ms (-1682) (- m/z 192.10 100.00%
192.1

5000

§

—
12.00
m/z 189.05  83.27%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64989: 4-Bromothiophene-2-aldehyde
189.0
5000 82.0 7 ‘
12.00
39.0 m/z 190.05 77.03%
163.0
117.0
T ‘ T \‘\ ’ }‘ \H \‘qi‘]““\o\‘\ ’ T \‘\ ‘ TTT \H[ T \]-\3\8‘.\0\ TT ‘M} TTT ‘ T \mﬂ‘\ ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67028: Anthracene, 1-methyl-

192.0 NV\
AN

12.00
5000 ITI/Z 191.10 70.58%
165.0
410 630 900 1390 ‘h“ ‘
T e T e R ISl L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67041: Phenanthrene, 4-methyl- Al ul =
192.0 12.00
m/z 165.00 20.93%
5000
95.0 165.0
637'0 b 125.0 Al I
——— — ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.704 4.69 ng 225526  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1804 (12.704 min): BF141976.D\data.ms (-1800) (- m/z 73.05 100.00%

73.0
5000 1290 5021
241.2 _

[
‘ ‘ ‘ 284 3 | 12.50 13.00
N“W‘Wm (RO PO Y “H“““%?%‘ m/z 43.10  85.15%

m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 1250 1300

m/z 60.00 80.60%

: ‘ 1850 549 o 284.0
“H“uh‘\u‘u‘\m ‘\"‘H‘HH“H““HH“H
mi/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
.0
==

w

==
12.50 13.00
5000 129.0 m/z 57.10 78.25%
29.0
‘ 199.0 2420
— L‘ H‘ \‘\\M\‘w‘ \\‘h“\ M‘H} ‘ “ “ “‘ ‘\ Nu— “\ e
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— —
73.0 12.50 13.00

m/z 55.10  77.54%

5000 129.0
185.0
29. 228 0
\\H‘ uh” ML il Lo \

T T
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Cyclopentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.880 3.67 ng 282467  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 1-Heneicosanol 312 C21H440 015594-90-8 83
3 n-Tetracosanol-1 354 C24H500 000506-51-4 83
4 n-Nonadecanol-1 284 C19H400 001454-84-8 83

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83

Abundance Scan 2004 (13.880 min): BF141976.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
230.1
97.1
5000
— —
“ M | 283.0 13.50 14.00
oy L, h“ “Muum : I e A m/z 43.10 80.28%
m/z--> 50 100 150 2 250 300
Abundance #87654: Cyclopentadecane
55.0
5000 97.0 — —
13.50 14.00
m/z 230.10 74.19%
L Lo 200
\\\‘\\ \\"\\\\\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— T
13.50 14.00
5000 m/z 55.10 68.24%
9.0
lg-¢ \‘\ il ‘ \ \“ {k \h L 1820 224.0 266.0 J\/\JM
T B e e e e T L R o
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ T
57.0 97.0 13.50 14.00
m/z 83.10 64.08%
5000
9.0
19m \‘\ ‘ ‘ \H\ \ \‘\ h :!'810 2220 264.0 308.0
TR “ il i S e — ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.504 5.23 ng 402656  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexacosane 366 C26H54 000630-01-3 93
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2110 (14.504 min): BF141976.D\data.ms (-2106) (- m/z 57.10 100.00%
57.1

=

5000
9.1 —— |
L o™ |
o bl T 201 | 20013410 397. . g1 19 72.28%
m/z--> 0 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —— |
14.50
m/z 43.10 61.24%
9.0
1\5.\d\ ‘\L“‘\ ‘!‘ \“‘\ ““ \“ \]W\4i‘]-;‘()\]‘-\8\:‘3\.(‘)\ \2\4’10"()\ LI ‘ L ‘ T T 1T 1
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T 1
14.50
5000 m/Z 85.10 54.28%

9.0
| L | || 1 141.0183.0225.0267.0300.0 367.0
AL

m/z--> 0 50 100 150 200 250 300 350

=

Abundance #141055: Octadecane 7
57.0 14.50
m/z 55.10  27.05%
9.0 254.0
15-‘41‘”'0183-0 ‘ —
m/z--> 0 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1,4-Benzenedicarboxylic aci... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.663 2.00 ng 154309  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 64
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 50

Abundance Scan 2137 (14.662 min): BF141976.D\data.ms (-2133) (-} | m/z 70.10 100.00%

70.1
149.0
261.1
5000

T —
14.50 15.00

L ] 1980 e m/z 149.00  71.81%

h‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0

5000 67.0 T T LN
14.50 15.00

m/z 261.10  61.56%

2\9‘\% T "“\ T \‘ T } e \2(’)7\\0\ ™ \‘ T L 3\)0‘4\(\) T \3‘6\1\0\ ™
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

T T
112.0 14.50 15.00

5000 261.0 m/z 112.10 51.28%

67.0
P9.
ﬁﬂ ‘ \h ‘“L‘ | ‘ 207.0 1304.0347.0
ALy L L 2070 ] 1304.0347.0
m/z--> 50 100 150 200 250 300 350

Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester —— —
1. 14.50 15.00

261.0
700 1120 m/z 57.18  38.53%
5000
167.0
o | e
miz--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12

Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Heneicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.810 5.34 ng 312998 Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2162 (14.810 min): BF141976.D\data.ms (-2157) (- m/z 57.10 100.00%
57.1
o M
14‘56 iS‘Od
41.0 183, 1 256.1 : :
ob— u‘u w‘h‘ L “ | 1101831 2 o 2093 3501 sz 71010 72.70%
mi/z--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
67.0
5000 — ——
14.50 15.00
m/z 43.10 59.70%
141.0 296.0
]-\8\.%‘ “‘h‘ \‘h\h‘ \H‘\‘\ “ “\]‘\-8\‘3\?\22\5\0\‘ L \“ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
14.50 15.00
5000 m/z 85.10 55.38%
‘ \L\ L Hh\ \h\ \“ h‘ ?‘-4%.\0 ]\-83.0 225.0 267'0 309'0 367'(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane T T
57.0 14.50 15.00
m/z 55.10 24.68%
41.0
oo sme T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 trans-Farnesol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.892 2.95 ng 173007 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 50
2 Cyclopropanecarboxylic acid, sil... 192 C4H5Ag02 075112-77-5 38
3 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 38
4 Pentanoic acid, 3,7-dimethyl-2,6... 238 C15H2602 010402-47-8 37

5 8-Chloro-1-octanol, benzyldimeth... 312 C17H29C10Si 1000375-56-9 37

Abundance Scan 2176 (14.892 min): BF141976.D\data.ms (-2172) (- m/z 69.10 100.00%
69.1
254.1
— —
149.0 14.50 15.00
S ‘\‘L‘ ‘ mw‘ ‘\\Mu\‘i \M‘\“ \“M‘ ‘H\‘ wh‘i “\‘1‘8\‘9";‘ ! ‘.‘Hu“ b ‘ \L\‘ ' \‘\3‘0}‘1‘3‘4}‘2‘ — m/Z 81.10 A47.22%
m/z--> 50 100 150 200 250 300 350
Abundance #101946: trans-Farneso
69.0
5000 — ——
14.50 15.00
m/z 57.10 40.34%
29. 136.0
T \“\ U ‘m\ ‘HW \“““H\ ‘\M‘\‘h‘\ T \‘1\7\9\0‘2\2\2\0\ LA L L B B
m/z--> 50 100 150 200 250 300 350
Abundance  #67072: Cyclopropanecarboxylic acid, silver(1+) salt
69.0
— —
14.50 15.00
5000 ITI/Z 41.10 28.36%
301.0
270, | | 126, 216.0257,0 "] 345.0386.( M
T A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #139888: 2-propenamide, 2-methyl-N-[4-[(methylsulfonyl P e
69.0 14.50 15.00
m/z 254.05 28.26%
5000 175.0
254.0
27.0 | 1330
T I S e e I o e — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.157 7.53 ng 441573  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2221 (15.157 min): BF141976.D\data.ms (-2216) (- m/z 57.10 100.00%

57.1
5000

-
15.00 15.50
41.0183.2 268.1

0 ‘HM‘ﬁMMW‘Wﬁ“‘u“‘??QZ 309385183920 0 71,10 71.11%

m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 — e
15.00 15.50

m/z 43.10 59.03%

9.0
\“\ ‘\L “\ \“‘\ ““ \“ \]“-\4.\‘]-‘(‘)\].\8\3\0‘2\2\5\(\)‘2\6§ \0\ ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T
15.00 15.50
m/z 85.10 55.06%

5000
Ll H d141018302250 281.0 337.0 394.
AL AL Ly s ss s cen) 2810 3370 394
m/z--> 50 100 150 200 250 300 350

Abundance #340844: Octacosane, 1-iodo- T —
57.0 15.00 15.50

m/z 55.10  25.25%

5000
9.0

1
JL k“”\ \\5??1970239028103230 393

T T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.380 4.42 ng 259323  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
Abundance Scan 2259 (15.380 min): BF141976.D\data.ms (-2255) (- m/z 252.10 100.00%
252.1
- M
- T
5712 1251 , 15.00 15.50
Ol 2000, | 2041 3410 ./ 25610  29.54%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 o RN
15.00 15.50
m/z 253.10 21.77%
125.0
39.0 83.0 | |
\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0
— —
15.00 15.50
5000 m/z 125.05 12.42%
126.0
50.0 87.0 | \H 198.0 . |
e
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 9.68%
5000
126.0
87.0 | \H 200.0,
— e e F ‘
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.986 7.43 ng 435669  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 2362 (15.986 min): BF141976.D\data.ms (-2357) (- m/z 57.10 100.00%
57.1
16.00
41. 1183.2 :
ol ““ " ‘L e 562251 28113232 8193 n/z 71.10  73.93%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 T
16.00
0.0 m/z 43.10 58.16%
\\‘ “\ \\ H‘ ‘ \4-\1 \017830 2540
\\\\‘ \Y\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—
16.00
5000 m/z 85.10 55.27%
N “\\ H | 141.0183.0225.0267.0309.0 365.0
A e T e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 16.00
m/z 55.10 23.69%
41.
150 || w\ (W01m0ms0 2060 o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.039 5.59 ng 327382  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 81
2 (E)-Dodec-2-enyl (E)-2-methylbut... 266 C17H3002 1010373-71-6 46
3 2-Aziridinone, 1-tert-butyl-3-(1... 223 C14H25NO 026944-18-3 46
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 41
5 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 38
Abundance Scan 2371 (16.039 min): BF141976.D\data.ms (-2367) (- m/z 83.10 100.00%
83.1
‘ 157.1 T T \
278.1 16.00
- ““‘,“M‘ “H“““Jﬂ‘?#}l‘t “‘w LA95128L1 || 13270 /7 97.18 73.15%
miz--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — :
97.0 16.00
m/z 69.10 65.61%
\‘ L ‘\‘ 1390 1810 2520
\\\’\ \\‘\\\\\\\\‘\\\\\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #155800: (E)-Dodec-2-enyl (E)-2-methylbut-2-enoate
83.0
T \
16.00
5000 m/z 55.10 57.83%
41.0 125.0
- .0 266.0
bt | 1660 2210 BT
m/z--> 50 100 150 200 250 300 350
Abundance #103120: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohept —— ‘
55.0 16.00
m/z 57.10 57.45%
97.0
- L/J\u\
| b d J 14001800 2030 2
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 16 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.504 4.75 ng 278442  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2450 (16.504 min): BF141976.D\data.ms (-2444) (-] ' 'm/z 57.10 100.00%
57.1
2000 kj\d\
9.0 1 ]
41.1 16.50
197.1
- u‘u | w“w“‘f LI 19712382 3081 3654 ., 7116 71.79%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 ——
16.50
9.0 m/z 43.10 57.28%
L) L4 1410183.0225.0267.0309.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
T
16.50
5000 m/z 85.10 56.30%
9.0
L] 14101830995 006703000 3650
A e T e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 |
57.0 16.50
m/z 55.10 22.02%
5000
9.0
15.0 ‘L || 14101830250 2060
A ——
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Benzo[b]triphenylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.804 3.06 ng 179468 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 50
2 Picene 278 C22H14 000213-46-7 45
3 Pentacene 278 C22H14 000135-48-8 38
4 Benzo[a]naphthacene 278 C22H14 000226-88-0 30
5 Naphtho[1,2-a]anthracene 278 C22H14 000195-06-2 30
Abundance Scan 2501 (16.804 min): BF141976.D\data.ms (-2497) (- m/z 278.10 100.00%
278.1
57.1
5000
— ——
1 \H L \W H\ j 1ra02181, | | 3421 418 T
HHHHMH il h \“m\m“ \“\ W ““\H‘\‘HH"\H m/Z 57.10 66.58"0
mlz--> 100 150 200 250 300 350 400
Abundance #171328: BenzomhnphenWene
78.0
5000 — ——
16.50 17.00
1390 m/z 43.10 51.01%
\:3\9\’\\\\‘\\“\“‘\‘\\\\‘2\2\4.\9‘\\‘\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171317: Picene
278.0
— ——
16.50 17.00
5000 m/z 82.10 46.12%
139.0
0 920 .| 2240 |
B e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #171320: Pentacene “ ——
278.0 16.50 17.00
m/z 96.10  45.64%
5000
139.0
39.0 920 2240 |
e e e — ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF1
17
: RC/
: Q15

: 5

41976.D
Mar 2025 11:12
Ju
49-01
Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031725\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 18 Dotriacontane, 1-iodo- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.109 4.11 ng 240914  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2553 (17.109 min): BF141976.D\data.ms (-2548) (-} | m/z 57.10 100.00%
57.1
1700 1750
m“u “‘ﬁ‘ MH 18322381 30413551 L/ 7110 72.30%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 —r ——
17.00 17.50
m/z 85.10 56.45%
\\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
—— —
17.00 17.50
5000 m/z 43.10 52.98%
3.0
\‘ | “\ ”\ J\ I‘ L 169 0 225.0 296.0
s o e AR R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 17.00 17.50
m/z 55.10 22.79%
o AJU/\/VM
1 ‘L | ]ﬂ | 1690 2250 2810 3650
‘H“‘““‘H,"H““w“‘w“‘w““_“‘w —— ——
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.621 4.56 ng 267425  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
3 (E)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-18-2 64
4 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 62
5 .beta.-Sitosterol 414 C29H500 000083-46-5 50
Abundance Scan 2640 (17.621 min): BF141976.D\data.ms (-2633) (- m/z 43.10 100.00%
431  10f.1
218.2
61.1
5000 3033 396.4
—— —
‘ 17.50 18.00
L m/z 107.10  97.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 —r —
160.0 17.50 18.00
m/z 105.10  97.85%
T "Mh‘\““! h‘ \h“’ ‘\ \“‘h\ H] ‘\ \H T “\‘ ’ \h\ T ’ L ’ L ’ L ’ T
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
17.50 18.00
5000 5.0 m/z 81.18  91.66%
145.0 414.(
213.0 303.0
‘\“ | ’\h‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #96845: (E)-2-((8R,8aS)-8,8a-Dimethyl-3,4,6,7,8,8a-hexg P ——
218.0 17.50 18.00
161.0 m/z 79.05 89.75%
50001 41.0
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31725\
Data File : BF141976.D

Acqg On : 17 Mar 2025 11:12
Operator : RC/JU

Sample : Q1549-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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... 2.163 36.4 ng 1628400 1 6.881 895546 20.0
Camphene 6.334 2.8 ng 125648 1 6.881 895546 20.0
Benzophenone 10.622 4.0 ng 215113 3 9.910 1083760 20.0
n-Hexadecanoic ... 11.922 15.4 ng 742153 4 11.398 962752 20.0
4-Bromothiophen... 12.010 2.6 ng 127575 4 11.398 962752 20.0
Octadecanoic acid 12.704 4.7 ng 225526 4 11.398 962752 20.0
Cyclopentadecane 13.880 3.7 ng 282467 5 14.033 1540080 20.0
Heptadecane 14.504 5.2 ng 402656 5 14.033 1540080 20.0
1,4-Benzenedica... 14.663 2.0 ng 154309 5 14.033 1540080 20.0
Heneicosane 14.810 5.3 ng 312998 6 15.509 1172080 20.0
trans-Farnesol 14.892 3.0 ng 173007 6 15.509 1172080 20.0
Nonadecane 15.157 7.5 ng 441573 6 15.509 1172080 20.0
Benzo[e]pyrene 15.380 4.4 ng 259323 6 15.509 1172080 20.0
Octadecane 15.986 7.4 ng 435669 6 15.509 1172080 20.0
5-Octadecene, (E)- 16.039 5.6 ng 327382 6 15.509 1172080 20.0
Hexacosane 16.504 4.8 ng 278442 6 15.509 1172080 20.0
Benzo[b]triphen... 16.804 3.1 ng 179468 6 15.509 1172080 20.0
Dotriacontane, ... 17.109 4.1 ng 240914 6 15.509 1172080 20.0
5-Bromo-4-oxo0-4... 17.621 4.6 ng 267425 6 15.509 1172080 20.0
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