LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acg On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140053.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 5.134 509 517 523 rVB2 24996 51062 1.29% 0.168%
2 5.510 574 581 586 rBV 2497234 3452893 87.48% 11.351%
3 5.628 596 601 609 rvB 61871 96037 2.43% 0.316%
4 5.993 658 663 672 rVB 192589 287140  7.27%  0.944%
5 6.128 676 686 695 rBV3 45784 97443 2.47% 0.320%
6 6.269 706 710 711 rBV 82448 97435 2.47% 0.320%
7 6.287 711 713 718 rVB 114805 137179  3.48% 0.451%
8 6.510 744 751 756 rBV 2385783 3557141 90.12% 11.694%
9 6.887 810 815 820 rBV 732838 900914 22.82%  2.962%
10 7.445 903 910 916 rBV 1648187 2321070 58.80% 7.631%
11 7.698 948 953 959 rvB 31899 40320 1.02% 0.133%
12 8.169 1027 1033 1038 rBV 954476 1210766 30.67%  3.980%
13 9.245 1209 1216 1221 rBV 2957560 3947096 100.00% 12.976%
14 9.922 1325 1331 1344 rBV 1080730 1422240 36.03% 4.676%
15 10.639 1446 1453 1459 rBV 364977 467232 11.84%  1.536%
16 10.710 1459 1465 1481 rBV 1990426 2782984 70.51% 9.149%
17 11.410 1579 1584 1590 rBV 1139075 1428828 36.20% 4.697%
18 11.933 1662 1673 1689 rBV 475299 832944 21.10% 2.738%
19 12.716 1799 1806 1818 rVV 152227 269463 6.83% 0.886%
20 12.904 1829 1838 1848 rVB2 73186 179895 4.56% 0.591%
21 12.998 1848 1854 1859 rBV 2745959 3587166 90.88% 11.793%
22 13.604 1952 1957 1967 rVB 88849 166805 4.23% 0.548%
23 13.892 2001 2006 2018 rBV 154427 314571  7.97%  1.034%
24 14.051 2027 2033 2038 rVB 590863 780008 19.76%  2.564%
25 14.163 2046 2052 2057 rBV 108885 181871 4.61% 0.598%
26 14.210 2057 2060 2073 rVB2 26835 49485  1.25%  0.163%
27 14.516 2108 2112 2124 rVB 27948 50972 1.29% 0.168%
28 14.645 2128 2134 2143 rBV 100936 179538 4.55%  0.590%
29 14.810 2157 2162 2170 rBv4 41902 102332 2.59% 0.336%
30 15.151 2213 2220 2227 rBV 79415 203617 5.16% 0.669%
31 15.527 2278 2284 2296 rVB 487467 807228 20.45%  2.654%
32 15.715 2309 2316 2322 rBV 64147 129483 3.28% 0.426%
33 16.368 2421 2427 2436 rVB 40403 93429 2.37% 0.307%
34 17.133 2550 2557 2567 rVB 35516 94259 2.39% 0.310%
35 17.527 2618 2624 2637 rVB2 34241 97272  2.46%  0.320%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acg On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

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 : 0 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-BF101824 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 30418118
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

-5

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\

BF140053.D
I 26 Oct 2024 12:06
: RC/JU
: P4508-09
Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_F\Methods\8270-BF101824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF140053.D\data.ms
2500000 5.510 6.510
2000000
7.445
1500000
1000000
6.887
500000
5.993
0 5.134 628 ) 6.18% 76
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF140053.D\data.ms
9.245 12.998
2500000
2000000 10.710
1500000
9.922 11.410
1000000 8.169
500000 10,656 11.933
12.716, 4L
9
0——7— —r— k\ j\TL’“A‘J\‘
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: BF140053.D\data.ms
2500000
2000000
1500000
1000000
14.051 15,57
500000
13.604 13:89214. 45 15.151 15.715
- 145%0 143842810 15 715 16368 17133 17.527
0 T ‘ T T ‘ T T \/—\?T T T T ‘ T T 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\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 unknown5.628 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

5628 2.13ng 96037 1,4-Dichlorobenzene-dd  6.837
Hit# of 5 Tentative ID MW MolForm CAS# Qual

exene, 2,4-dimethyl- 112 C8H16 082085-14-1 46
exene, 2,3-dimethyl- 112 C8H16 007145-20-2 45
-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 43
eptene 2-methyl-, (E)- 112 C8H16 000692-96-6 43
exene, 3,4-dimethyl- 112 C8H16 030951-95-2 43

abdwWwN -
wwmmw
II'UII

Abundance Scan 601 (5.628 min): BF140053.D\data.ms (-596) (-) m/z 69.10 100.00%

550 691 83.1
41.0
5000 j\ j\
97.1 1121 VAV

SN AU A AV A
‘ C ‘ ‘ 5.40 5.60 5.80 6.00
| |

H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘mjuumwu‘_‘w‘w‘w‘w‘_ n/z 83.10  94.54%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7578: 3-Hexene, 2,4-dimethyl-
55.0
83.0
5000 41.0

5.40 5.60 5.80 6.00
27.0 69.0 m/z 55.05 84.88%

‘ : 97.0 112.0
\\‘]-\4\.r\0\‘\\i‘}“\\\}}M\\\i‘\‘\!\‘\\‘\‘\’\\\\‘H\\‘\\\‘\‘\\\\‘!\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7593: 2-Hexene, 2,3-dimethyl-
55.0
83.0

5.40 5.60 5.80 6.00

o

o

5000 41.0 m/z 41.05 65.16%
69.0 112.0
27.0 ‘ ‘
97.0
ob 280l M alh ol S0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1700: 2-Pentene, 3-methyl-, (E)- TR e
41.0 69.0 5.40 5.60 5.80 6.00

m/z 57.05 63.32%

5000 55.0
84.0
27.0
0"_‘H_‘whH‘wh‘qﬂw‘wuhy‘u‘uu‘u‘wu‘W‘H‘_

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 2-Pentenal, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.993 6.37 ng 287140 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentenal, (E)- 84 C5H80 001576-87-0 59
2 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 53
3 1H-Imidazole, 4,5-dihydro-2-methyl- 84 C4H8N2 000534-26-9 50
4 4,4,6-Trimethyl-cyclohex-2-en-1-ol 140 C9H160 1000144-64-7 43
5 3-Hexene 84 C6H12 000592-47-2 43
Abundance Scan 663 (5.993 min): BF140053.D\data.ms (-658) (-) m/z 84.05 100.00%
57.0 84.0
41.0
5000
T T TR T
‘ | ‘ L 109.1125.11402 5.60 5.80 6.00 6.20 6.40
R PN R i BN R m/z 57.05 99.07%
m/z--> 20 40 60 80 100 120 140
Abundance #1589: 2-Pentenal, (E)-
55.0 84.0
5000 290
5.60 5.80 6.00 6.20 6.40
m/z 55.05 77.23%
0\4\3.\0‘ \‘! T \“}Hi \‘H1H“ \“r‘\ T ‘\ LB L I
miz-> 20 40 60 80 100 120 140
Abundance #1598: 2-Butenal, 3-methyl-
84.0
55.0
5.60 5.80 6.00 6.20 6.40
5000 39,0 m/z 69.05 70.60%
0 e — J\
miz--> 20 40 60 80 100 120 140
Abundance #1550: 1H-Imidazole, 4,5-dihydro-2-methyl- /\ /‘\‘ ‘/‘\‘ A A ‘Am B
55.0 5.60 5.80 6.00 6.20 6.40
m/z 41.05 65.35%
5000 84.0
28.0 ‘
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 3 (8)-(+)-5-Methyl-1-heptanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.128 2.16 ng 97443 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 64
2 2,3,3-Trimethyl-1-hexene 126 C9H18 1000113-52-1 58
3 1-Pentene, 3-ethyl-3-methyl- 112 C8H16 006196-60-7 43
4 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 38
5 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 38

Abundance Scan 686 (6.128 min): BF140053.D\data.ms (-676) (-) m/z 55.05 100.00%

58.0 83.1
410 69.1
5000
“ | ‘ ‘ “ 96.0 111.1 5.80 6.00 6.20 6.40
0"_‘H‘H‘w‘m“m‘w‘m:_wu‘uuq‘u‘_‘u‘u‘W‘H‘_ m/z 83.10 86.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol
55.0
83.0 \
5000 UL L B R I R B |
41.0 5.80 6.00 6.20 6.40
29.0 m/z 69.10  67.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13219: 2,3,3-Trimethyl-1-hexene
55.0 83.0
69.0 5.80 6.00 6.20 6.40
41.0 :
5000 m/z 41.05 63.57%
27.0
N VR Y O 2.2
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7638: 1-Pentene, 3-ethyl-3-methyl-
55.0 5.80 6.00 6.20 6.40
m/z 84.05 60.10%
83.0
5000
41.0
27.0 67.0
2 T O O . B N W A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Pentane, 2,3,4-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.269 2.16 ng 97435 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 78
3 Pyrrolidine 71 C4HON 000123-75-1 72
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64
Abundance Scan 710 (6.269 min): BF140053.D\data.ms (-706) (-) m/z 43.05 100.00%
3.0
71.1
5000
| o951 1111 1402 6.00 6.20 6.40 6.60
bl il S92 S m/z 71.100 76.35%
m/z--> 20 40 60 80 100 120 140
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 UL L N B B B B
6.00 6.20 6.40 6.60
27.0 m/z 70.10 76.11%
O \\\‘\‘}‘\\‘i‘}\\‘H‘\\}\’\\\\‘\]\-%4:.0‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #35489: Propanoic acid, 2-methyl-, 3-methylbutyl ester
43.0
70.0
6.00 6.20 6.40 6.60
m/z 55.10 39.68%
5000 27.0
89.0
‘ ‘ 115.0
O i T T e S AR
miz--> 20 40 60 80 100 120 140
Abundance #692: Pyrrolidine
43.0 6.00 6.20 6.40 6.60
m/z 41.05 37.21%
70.0
5000
28.0
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Sulfurous acid, cyclohexylm... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.287 3.05 ng 137179 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 74
2 Cyclopropane, 3-chloro-1,1,2,2-t... 132 C7H13CI 014123-41-2 72
3 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 64
4 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 64
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1010309-22-7 59

Abundance Scan 713 (6.287 min): BF140053.D\data.ms (-711) (-) m/z 97.10 100.00%

97.1
55.1
5000
6,00 6.20 6.40 6.60
39,1 81.1 : : : .
) il m“ b 1892 sy 85,10 62.65%
m/z--> 20 40 60 80 100 120 140
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
5000 55.0
6.00 6.20 6.40 6.60
0
710 m/z 57.10 16.66%
290 JL Al 127.0
0\\\‘\‘\‘\\‘\\\‘1‘\‘\‘\\“\\\‘H‘\\\\‘\‘\\\’\\
m/z--> 20 40 80 100 120 140
Abundance  #16525: Cyclopropane, 3-chloro-1,1,2,2-tetramethyl-
55.0 97.0
6.00 6.20 6.40 6.60
5000 m/z 41.10 10.46%
39.0 81.0
R ‘H Mt 27020
miz--> 80 100 120 140
Abundance #3329: Oxazole, 4,5-dimethyl-
43.0 97.0 6.00 6.20 6.40 6.60
m/z 69.10 10.06%
5000
28.0
0 ,
m/z--> 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.639 6.57 ng 467232  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 acetic acid, 2-bromo-, 2-0x0-2-p... 256 C10H9BrO3 1000401-50-0 47
Abundance Scan 1453 (10.639 min): BF140053.D\data.ms (-1446) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0
— —
10.50 11.00
152.1
Ol et b A28 R m/z 77.10 0 65.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.10  55.67%
27.0 | I 126.0 152.0 I
0 ‘\‘\\\“\\\\‘\\\“\‘\\\\‘\\\\’\\\\‘\\}‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

105.0
—— ——
77.0 10.50 11.00
5000 m/z 51.00 27.31%
51.0
IS N N s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- —— I
105.0 10.50 11.00
m/z 181.10 8.87%
5000 77.0
o0 178.0
0 210 L | 133.0152.0 L
e e e e P P
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\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.933 11.66 ng 832944  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53
Abundance Scan 1673 (11.933 min): BF140053.D\data.ms (-1662) (- m/z 43.05 100.00%
43.0 ,73.0
5000 JL
—r=
‘ 12.00
N m/z 73.05 95.84%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 60.00 93.08%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁl‘o\\‘l\ HH\H\M\‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘HH‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/z 57.05 91.83%
171.0
‘ 214.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 78.11%
5000 129.0
199.0 2420
MY swl WA
oWwww‘1H“‘HHwl‘M‘H‘HH‘HHwwmwww s
IR
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00

8270-BF101824 .M Mon Oct 28 08:42:38 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Octadecanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.716 3.77 ng 269463  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602
2 n-Hexadecanoic acid 256 C16H3202
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404
4 n-Decanoic acid 172 C10H2002
5 Tetradecanoic acid 228 C14H2802

000057-11-4 99
000057-10-3 94
000106-11-6 86
000334-48-5 83
000544-63-8 74

Abundance Scan 1806 (12.716 min): BF140053.D\data.ms (-1799) (- m/z 43.10 100.00%
4’2
5000
s JL
1852 241.2 — —
‘ 284.3 12.50 13.00
ob “ ‘Wﬂw “‘ﬂu‘\w‘h‘qu e m/z 73.05 90.32%
miz--> 150 200 250 300 350
Abundance #179089 Octadecanoic acid
5000 —— —=
129.0 12.50 13.00
0,
1850 541 o 2840 m/z 57.05 85.49%
| gt Ll . |
O H \“\\‘\‘\‘\\\\“\\\‘\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
_— —
12.50 13.00
5000 129.0 m/z 60.00 85.25%
H‘ ‘ 171.0 213.0 256.0
oL~ ‘ Hm\h‘\ \u‘\ u \ “ ““‘\ ““\‘ , “\‘ P
m/z--> 5 lOO 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e =
43.0 12.50 13.00
m/z 55.10 77.32%
5000 284.0
3.0 1290
1850 2410
0l \JJ wvwwsw‘hJﬂ‘uﬂ‘ui““ﬁ“““azg' i —
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF101824 .M Mon Oct 28 08:42:40 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.904 4.61 ng 179895 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 1838 (12.904 min): BF140053.D\data.ms (-1829) (- m/z 57.05 100.00%
57.0

=

5000
13.00
141 1
ol u‘w J mH‘ J“‘ S i8sl 2892 n/z 43.10  60.46%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 IR

13.00
m/z 71.10 59.35%

9.0
\L F | 141.0183.0225.0267.0  338.0

\\‘\\\x‘\\\\‘r\\\‘\\\\‘\\\\|\\\\

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
(&1 j‘
| L
o

13.00
5000 m/z 85.05 45.96%

9.0
| ‘L h‘ F | 1 141.0183.0225.0 281.0 337.0 394.

o

Ot H‘HH‘HH_H“HH‘HH,HH‘
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0 13.00
m/z 55.05 24..72%
B AJ\J\\/M
e e —
m/z--> 50 100 150 200 250 300 350 13.00

8270-BF101824 .M Mon Oct 28 08:42:41 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.604 4.28 ng 166805 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
3 Docosane 310 C22H46 000629-97-0 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
5 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 83
Abundance Scan 1957 (13.604 min): BF140053.D\data.ms (-1952) (- m/z 57.10 100.00%
57.1
o JL\J\_‘/L
13.1 1350  14.00
169.2 : :
0 m‘u“m‘lww L2292 . m/z 71.10  64.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 = —
13.50 14.00
m/z 43.10 57.59%
0 | H\ ‘h h‘ ‘ | \6\9 0 225 0 281.0 337.0 422(
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287350: Octadecane, 1-iodo-
57.0
e e
13.50 14.00
5000 m/z 85.10 50.31%
13.0 253.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane T ——
57.0 13.50 14.00
m/z 55.05 21.42%
h JM/L/\«
0 ‘ L ‘ L hl?(\) i 1\690 225.0 310.0
I e AL AR o — —r—
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF101824 .M Mon Oct 28 08:42:42 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 11 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.802 807 ng 314571 Chrysene-diz 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91

Abundance Scan 2006 (13.892 min): BF140053.D\data.ms (-2001) (. m/z 57.05 100.00%

57.0
5000

‘ FSi 1350 14b0
ol AL 2962 2801 m/z 43.05 80.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester w
57.0
5000 — ——
13.50 14.00

m/z 55.05 69.35%

| h,” 2520 3600 648,
HH‘HH‘HH \H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0

——
13.50 14.00
5000 m/z 83.05 56.58%

5.0
““““““‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance : i

#339188: Heneicosyl heptafluorobutyrate [ —
57.0 13.50 14.00

m/z 97.05 50.76%

o

o

5000

-

5.0
UL ass0 2000 490.0

owwwwm L BN 4SS
miz--> 50 100 150 200 250 300 350 400 450 500 550 600650 1350 14.00

8270-BF101824 .M Mon Oct 28 08:42:43 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.163 4.66 ng 181871  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dotriacontane, 1l-iodo- 576 C32H65I1 1000406-32-4 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2052 (14.163 min): BF140053.D\data.ms (-2046) (-] | m/z 57.05 100.00%
57.0
- M
e F
‘ ‘ ﬂ 1692 9392 14.00 14.50
ol A bhbdLi 1892 2802 0wz 71.10 60.00%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 —r e~
14.00 14.50
m/z 43.10 58.33%
13.
0 T ‘\ f ‘ T h‘ \h‘\l“ \I‘ \“\ \‘]’_\6\9\()\ ‘2\2\53 \0‘ T \2!9\5‘ \()\ T \3‘6\7\ \()\ ‘ TTTT ’ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
P e
14.00 14.50
5000 m/z 85.10 46.21%
3.0
“‘w““‘w“ D R R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- 7 T
57.0 14.00 14.50
m/z 55.05 23.46%
B J\\Ju
ol il ) ‘L W LI 10002250 2050 3510 4491 e
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50

8270-BF101824 .M Mon Oct 28 08:42:44 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 13 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.645 4.60 ng 179538  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2134 (14.645 min): BF140053.D\data.ms (-2128) (- m/z 57.10 100.00%
57.1
1450 1500
obbd ‘MJ ; “1“59‘2"“‘2‘5‘3“1”_”“””“”‘ m/z 71.10 57.81%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 s m—
14.50 15.00
m/z 43.10 55.55%
ol | “\\ | 771690 2250 2810 3650
\\\‘\ T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
P o
14.50 15.00
5000 m/z 85.10 41 .66%
o LLITD 90 2250 3090 seso
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T —
57.0 14.50 15.00
m/z 55.05 22.30%
- M\M
oL ‘L | 1130 160.0 2250 281.0 337.0 394.0
R **\***w****\*‘*w****\****w***\**** —r —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF101824 .M Mon Oct 28 08:42:45 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 14 9-Octadecenamide, (Z)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.810 2.54 ng 102332  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 9-Octadecenamide, (2)-

2 Palmitoleamide

3 7-Nonenamide

4 Tetradecanamide

5 Pentadecanamide, 15-bromo-

281 C18H35NO
253 C16H31NO
155 C9H17NO
227 C14H29NO
319 C15H30BrNO

000301-02-0 72
106010-22-4 72
090949-53-4 64
000638-58-4 59
1000163-86-1 53

Abundance Scan 2162 (14.810 min): BF140053.D\data.ms (-2157) (- m/z 59.00 100.00%
59.0
5000 JL
97.1 LRI mﬂj¥
123116101920 2491 283 14.50 15.00
0! Ay 2 S m/z 55.05 0 67.96%
mfz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — e
14.50 15.00
m/z 72.10 64.44%
290 98.0 |
o L tPE0280 a0 z3mo 2ma
m/z--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0 /\
o A
14.50 15.00
5000 m/z 43.05 52.56%
126.0
29-0‘\\ ] 950 T 1560 2100 2530
o) ‘M‘ \M \‘W‘MH AT it it s .
miz--> 50 100 150 200 250
Abundance #32728: 7-Nonenamide “ —
59.0 14.50 15.00
m/z 57.05 49.69%
5000
29.0” ‘ 98.0 155.0
S ) o A S = ——
m/z--> 50 100 150 200 250 14.50 15.00

8270-BF101824 .M Mon Oct 28 08:42:46 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 15 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.151 5.04 ng 203617  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 91

Abundance Scan 2220 (15.151 min): BF140053.D\data.ms (-2213) (-] ' m/z 57.10 100.00%
57.1

-

5000
1500 1550
7.1 : :
0‘H‘J‘M“WL““‘}?75‘2“2?‘7(:‘["‘H“""m“uu“m‘uu‘m m/z 71.05 56.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 — —
15.00 15.50
m/z 43.10 55.11%
ol ‘ |1 #27.0197.0 281.0 394.0
‘\H\‘HH‘H\!‘\H\’HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
— —
15.00 15.50
5000 m/z 85.05 45.13%

1 llEremsmomme s

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — T
57.0 15.00 15.50
m/z 55.10 22.07%
. \fj\vbbﬂ\j\kqmﬁijkA
o H‘ij%ﬂ91910261033104010 491.0562.0
o b e e R R R e R e S e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50

8270-BF101824 .M Mon Oct 28 08:42:48 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 16 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.715 3.21 ng 129483  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2316 (15.715 min): BF140053.D\data.ms (-2309) (- m/z 57.10 100.00%
57.1
13.1 1550  16.00
169 1 ’ .
0 H\“““\h‘ M P22, 2870 3850 n/z 71.10  62.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —— —
15.50 16.00
m/z 43.10 54.28%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
P o
15.50 16.00
5000 m/z 85.10 47 .13%
0 L0 \‘h h‘ ‘ \ 169 0 225 0 281.0 337.0 422 (
R U S e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane T —
57.0 15.50 16.00
m/z 55.05 21.53%
o MJ\N]W
0 ‘ ‘ “\ I 1? ? i 1\69 0 225.0 310.0
B e R i —r —
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\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 17 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.368 2.31 ng 93429  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
5 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2427 (16.368 min): BF140053.D\data.ms (-2421) (- m/z 57.10 100.00%
57.1
13.1 16‘00‘ EI.G‘S(S
169.1 ’ :
0 “h‘]ﬂ‘ b2l 2870 m/z 71.10 57.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — e
16.00 16.50
m/z 43.10 50.24%
13.0
O uh\ h %‘ J\ h‘ \ 6\9 \0 I 2\2\5 o 309 o 365 O 437 !
\\\‘\ f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
P P
16.00 16.50
5000 m/z 85.05 44 .73%
‘ 1D 169.0
ol Ll 1T 1690 2250 281.0 337.0 3940
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane — —
57.0 16.00 16.50
m/z 55.05 20.68%
- W
0 ‘ h\ h\ | u‘ \\ | 1\8‘\? 0 239 0 2950 352'0
e R — —r
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 18 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.133 2.34 ng 94259  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2557 (17.133 min): BF140053.D\data.ms (-2550) (- m/z 57.05 100.00%
57.0
13.1 ifod ifsd
69.1 : !
0 m‘u i “]'ﬂ““u““”‘ e 2800 m/z 71.05  62.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — e
17.00 17.50
m/z 43.05 53.63%
ol LY 1690 2250 2810 3650
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
P e
17.00 17.50
5000 m/z 85.10 45 .84%
0 “ \‘\ Hh\ \h\ h‘ I‘ \‘ 1 \ P L 225 0 281 0 337 0 394 0
el ‘ R R CR RS TR O
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T —
57.0 17.00 17.50
m/z 55.10 23.29%
o J*Jm\vvwd/\/vkﬂ\//\ﬂ
]1 0 1600
ol LLLITL 190 2250 3090 3650 43, S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acq On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 19 unknownl7.527 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.527 2.41 ng 97272  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrimido[1,6-a]indole, 1,2,3,4-t... 216 C13H16N20 038349-09-6 43
2 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 38
3 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-8 37
4 1-(2-Chloro-benzoyl)-3-(2-methyl... 329 C16H12CIN303  1000296-21-4 35
5 1(2H)-quinolinepropanenitrile, 6... 214 C13H14N20 1000396-18-9 35

Abundance Scan 2624 (17.527 min): BF140053.D\data.ms (-2618) (-] ' m/z 174.10 100.00%

174.1
5000
43.0
91.0 “

269.1 410
134.0 2271 | 17 50
0! m/z 161.10 32.61%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94340: Pyrimido[1,6-ajindole, 1,2,3,4-tetrahydro-7-meth
174.0
2160 o TV A i

5000
17.50

m/z 43.05 31.31%

131.0
O\\5‘5‘\0\\\‘\‘\“\h“‘\\‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0

1750
5000 131.0 m/z 187.10  29.47%
77.0
OMHHH
m/z--> 50 100 150 200 250 300 350 400
Abundance #63904: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl
174.0 1750
m/z 410.40 24.61%
5000
79.0 1320‘
m/z--> 50 100 150 200 250 300 350 400 17.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140053.D

Acg On : 26 Oct 2024 12:06
Operator : RC/JU

Sample : P4508-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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]
unknown5.628 5.628 2.1 ng 96037 1 6.887 900914 20.0
2-Pentenal, (E)- 5.993 6.4 ng 287140 1 6.887 900914 20.0
(8)-(#)-5-Methy... 6.128 2.2 ng 97443 1 6.887 900914 20.0
Pentane, 2,3,4-... 6.269 2.2 ng 97435 1 6.887 900914 20.0
Sulfurous acid,... 6.287 3.0 ng 137179 1 6.887 900914 20.0
Benzophenone 10.639 6.6 ng 467232 3 9.922 1422240 20.0
n-Hexadecanoic ... 11.933 11.7 ng 832944 4 11.410 1428830 20.0
Octadecanoic acid 12.716 3.8 ng 269463 4 11.410 1428830 20.0
Tetracosane 12.904 4.6 ng 179895 5 14.051 780008 20.0
Triacontane 13.604 4.3 ng 166805 5 14.051 780008 20.0
Pentadecafluoro... 13.892 8.1 ng 314571 5 14.051 780008 20.0
Hexacosane 14.163 4.7 ng 181871 5 14.051 780008 20.0
Octacosane, 2-m... 14.645 4.6 ng 179538 5 14.051 780008 20.0
9-Octadecenamid... 14.810 2.5 ng 102332 6 15.527 807228 20.0
Octacosane 15.151 5.0 ng 203617 6 15.527 807228 20.0
Eicosane 15.715 3.2 ng 129483 6 15.527 807228 20.0
Hentriacontane 16.368 2.3 ng 93429 6 15.527 807228 20.0
Tetratetracontane 17.133 2.3 ng 94259 6 15.527 807228 20.0
unknownl17.527 17.527 2.4 ng 97272 6 15.527 807228 20.0
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