LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On ¢ 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc . OR-345-COMP-02

ALS vial : 9 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135021.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 6 11 17 rBV2 40678 63904 2.55% 0.280%
2 5.004 492 496 504 rVB 87989 108174 4.32% 0.474%
3 5.404 559 564 567 rBV 2484760 2460176 98.22% 10.781%
4 6.410 730 735 738 rBV 2463495 2453535 97.96% 10.752%
5 6.598 765 767 773 rBV 123707 118543 4.73% 0.520%
6 6.769 793 796 800 rBV 1005370 784124 31.31%  3.436%
7 7.334 887 892 895 rBV 1670892 1546987 61.76% 6.779%
8 8.051 1009 1014 1017 rBV 1243444 1053715 42.07% 4.618%
9 9.128 1192 1197 1200 rBV 2867504 2504647 100.00% 10.976%
10 9.251 1213 1218 1221 rBV 844107 735316 29.36% 3.222%
11  9.810 1308 1313 1316 rBV 1223560 1111899 44.39% 4.873%
12 10.598 1443 1447 1450 rBV 1742136 1430721 57.12% 6.270%
13 10.886 1493 1496 1502 rBV 25336 35392 1.41% 0.155%
14 10.969 1508 1510 1520 rVB2 73109 68427 2.73% 0.300%
15 11.298 1562 1566 1569 rBV 1214051 1048410 41.86% 4.595%
16 11.322 1569 1570 1573 rVB 148534 84954 3.39% 0.372%
17 11.410 1582 1585 1589 rBV 48845 47884 1.91% ©0.210%
18 11.704 1632 1635 1639 rVB 45812 39406 1.57% 0.173%
19 11.757 1641 1644 1649 rBV 86856 104360 4.17% 0.457%
20 11.839 1654 1658 1668 rVV2 574789 564845 22.55%  2.475%
21 11.916 1668 1671 1673 rVV 33106 28370 1.13% 0.124%
22 12.392 1749 1752 1753 rBV2 35237 29379 1.17% 0.129%
23 12.416 1753 1756 1758 rVB2 129697 106122 4.24% 0.465%
24 12.516 1768 1773 1776 rBV 291290 279374 11.15%  1.224%
25 12.551 1776 1779 1788 rVV6 67216 122929 4.91% 0.539%

26 12.627 1788 1792 1805 rVB3 123751 163559  6.53%
27 12.745 1806 1812 1815 rBV 236831 243134  9.71%
28 12.898 1834 1838 1841 rBV 1994451 1677285 66.97%
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29 13.080 1867 1869 1873 rVB 35473 28533 1.14% 125%
30 13.139 1876 1879 1882 rVB2 36209 40691 1.62% 178%
31 13.180 1882 1886 1889 rBV3 27431 37492 1.50% ©.164%
32 13.480 1931 1937 1940 rBV7 21034 33865 1.35% 0.148%
33 13.592 1953 1956 1962 rVB 26174 30418 1.21% 0.133%
34 13.704 1971 1975 1978 rBV3 27569 37560 1.50% ©.165%
35 13.810 1989 1993 2000 rBvV2 131425 182970 7.31% ©.802%

36 13.957 2010 2018 2020 rBvV2 723851 836743 33.41% 3.667%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On ¢ 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc . OR-345-COMP-02

ALS vial : 9 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.980 2020 2022 2025 rVB 130161 99703 3.98% 0.437%
38 14.451 2097 2102 2107 rBV5 44850 104903 4.19% 0.460%
39 14.821 2161 2165 2172 rBV 463118 449106 17.93% 1.968%
40 14.898 2174 2178 2182 rBV2 65021 70693 2.82% 0.310%
41 14.992 2190 2194 2198 rBV 148911 229234 9.15% 1.005%
42 15.092 2208 2211 2214 rBV2 41211 58196 2.32% 0.255%
43 15.121 2214 2216 2223 rVB4 41534 58147 2.32% 0.255%
44 15.298 2242 2246 2252 rVB 90590 114652 4.58% 0.502%
45 15.357 2252 2256 2262 rBV 118839 141968 5.67% ©0.622%
46 15.421 2262 2267 2271 rBV 561168 712158 28.43% 3.121%
47 15.680 2308 2311 2317 rVB7 19778 31983 1.28% 0.140%
48 15.921 2347 2352 2357 rBV2 47969 79989 3.19% ©.351%
49 15.986 2358 2363 2368 rVWW7 24287 48324 1.93% 0.212%
50 16.321 2415 2420 2430 rVBS 70525 144441 5.77% 0.633%
51 16.898 2512 2518 2529 rVB2 47061 102524 4.09%  ©.449%
52 17.074 2541 2548 2555 rBvV2 21438 57547 2.30% 0.252%
53 17.339 2588 2593 2599 rBvV2 31411 71205 2.84% 0.312%
Sum of corrected areas: 22818616
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

BF135021.D
: 31 Aug 2023 00:16
: CG\JU
: 04196-08
OR-345-COMP-02
9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF135021.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc . OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.76 ng 108174 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 496 (5.004 min): BF135021.D\data.ms (-492) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T e
83.0 4.60 4.80 5.00 5.20 5.40
OFrrrrrrr b el e | M/Z 59.00 57.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR B B e
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.60  19.95%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
R ARREE R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.41%
58.0
ol 20 2ro | T30 1000
e A a T o A RARR o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3639: 4-Penten-2-one, 4-methyl- R AREE SR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.34%
5000
290 1 550 830 980
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\

Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.598 3.02 ng 118543  1,4-Dichlorobenzene-d4 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 38
4 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 38
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 38
Abundance Scan 767 (6.598 min): BF135021.D\data.ms (-765) (-) m/z 45.00 100.00%
45.0
5000
721 EpShptpen
88.9 104.0 . : : . e
0 HwWwmw“!‘ww}W!Mw_m_Wwwww m/z 59.00  32.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘uu{\uu‘uu‘uu,u
6.20 6.40 6.60 6.80 7.00
2910 72.0 m/z 72.10  18.52%
0 \\"]ﬂ.r\q\‘H\H“H\\‘\‘f‘\\‘H\\‘\H\‘!‘\‘\\‘\?\9‘9\\1‘(\)\4.\\(?\\\\‘\\\\1‘:\3\5\\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
R RRRRRE
6.20 6.40 6.60 6.80 7.00
5000 3.0 m/z 43.00 13.52%
27.
bl il 8901080
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- Ramas e R
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 10.37%
5000
29.0
90.0
600 750
0 "‘H"‘Hw"‘H"‘mw"‘“""m‘wWWWHWW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.251 13.23 ng 735316  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 35
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 27
Abundance Scan 1218 (9.251 min): BF135021.D\data.ms (-1213) (-) m/z 42.95 100.00%
43.0
109.1
5000 151.1
AR RN
‘ 85.0 9.00 9.20 9.40 9.60
Ot e L1982 ) 100,10 70.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 108.0
151.0
5000 R R e
9.00 9.20 9.40 9.60
69.0 m/z 151.05 41.46%
0 \1\5\.‘0\ ‘\‘\ \"“V\‘\“\‘H‘ \“‘\“\ \H“‘\‘\‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘1\\9\2\‘0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R R RARAR
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.84%
I A L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol T T T
109.0 9.00 9.20 9.40 9.60
m/z 85.00 12.15%
5000 151.0
43.0 80.0
0 ‘1‘5"9‘Hu,“n:‘wm‘Mum,m‘u‘mWm_m‘mwm‘ e
miz--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 10.78 ng 564845  Phenanthrene-d10 11.298
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1658 (11.839 min): BF135021.D\data.ms (-1654) (- m/z 73.00 100.00%
431 73.0
5000 129.0 k
213.2 b e
| H‘ 15711851 ‘ 256.1 11.50 12.00
0 Ww“‘:‘mh Al m“m‘:“: mmuwH_MJ_www‘_ m/z 43.10  97.21%
miz--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ! T
11.50 12.00
157.01g5,02130  256.0 m/z 60.00 90.70%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 A RN
’ 11.50 12.00
5000 129.0 m/z 57.05 75.23%
171.0
Ll
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 41.05 72.81%
5000 129.0
199.0
s ) s T
O??'R‘m‘i:‘u“ﬂ"W‘”ww““u‘:‘l‘MM“‘H“_“H_‘m‘uu‘uwmw — et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.416 2.02 ng 106122  Phenanthrene-die 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 87
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 83
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 83
Abundance Scan 1756 (12.416 min): BF135021.D\data.ms (-1753) (-] ' m/z 55.05 100.00%
55.0
——
HH 2222 265.1 12.50
0Lb— “‘“ i m/z 41.00 68.45%
m/z--> 50 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r-0 —
12.50
‘ B0 o i m/z 69.05 54.69%
o= “\‘ “‘d“ s \n‘“\ ‘M“ ‘1 e 1“ -‘ — ‘H‘ ‘2‘9\6’(
m/z--> 50 100 150 200 250
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
——
12.50
5000 m/z 74.00 52.60%
41. 264.0
0 10.0
‘H ‘ H 152.0 222.0 ‘
0L— ‘\h‘\“‘ ‘! ‘H H ‘w\“H‘M“H\‘\‘ ‘\\\\\‘1§“5"0‘ L “ T ‘2‘96(
m/z--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0 12.50
m/z 43.00  49.83%
5000
97.0
MH\ \\H 1380 1800 2220 2080500,
O ‘ ‘\“ H I Hm | M ‘M‘\mu‘ \H\‘M - P ‘ “‘ ‘ “" —
mlz--> 1 00 1 50 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.628 3.91 ng 163559  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1792 (12.627 min): BF135021.D\data.ms (-1788) (- m/z 43.05 100.00%
43.0
5000 1291
3.1
185.1 2412 T —
‘ ‘ 2843 12.50 13.00
om‘“ Y1 PYERVEY A VO S B m/z 72.95  89.09%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 28 0 284.0 e e
185.0 241.0 12.50 13.00
m/z 60.00  88.24%
oL HM\ i “‘\‘ ‘L‘\“‘ ‘\“‘ ‘\‘\‘ ——
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
12.50 13.00
m/z 57.00 87.91%
5000 284.0 /
3.0 129.0
i ‘ 1850 241.0
0 \‘\M ‘H‘H M\‘u ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid — T
73.0 12.50 13.00
m/z 41.00  81.45%
5000 129.0
185.0
29. H 2280
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\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.810 4.37 ng 182970  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 1993 (13.810 min): BF135021.D\data.ms (-1989) (- m/z 57.05 100.00%
57.0
— ——
%51 230.03030 13.50 14.00
oMb 3030+ w/z 43.18  85.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299848: 1-Heptacosanol
57.0
5000 — ——
13.50 14.00
5.0 m/z 55.00  72.19%
0\\J\M\“HH‘\\\J\l\“‘\\;]\\‘g\?-\\o\z\‘sﬂ-\(\)‘H\\‘3Z\8\.9H\‘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 83.05 71.16%
5.0
252.0
ok Jﬂmx%g-om'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate - T
57.0 13.50 14.00
m/z 69.00 58.30%
5000
%5.0
ot 280 dsao e e
mlz--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc . OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.451 2.51 ng 104903  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 89
2 1-Pentadecene 210 C15H30 013360-61-7 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Eicosanol 298 C20H420 000629-96-9 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 74
Abundance Scan 2102 (14.451 min): BF135021.D\data.ms (-2097) (- m/z 43.05 100.00%
43.
——
‘ ‘ 1530 256.1 14.50
o) - ‘h “‘IMU\HM uﬂ‘hdHu me‘d ‘lm‘\‘\‘\‘\\\\‘\H\‘\\H‘HH‘ m/z 57.10 97.52%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
5000 T
111.0 14.50
‘ ‘ m/z 55.00  87.70%
224.0
0\\‘\[\‘\\J’\““!‘\“\l}’]‘“e\?-\qj‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #87652: 1-Pentadecene
43.0
——
7.0 14.50
5000 m/z 83.00 81.93%
L ssozos
0t _m B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene T
43.0 14.50
m/z 97.05 61.47%
h I WM
0 M N 1‘153 0210.0 267.0321.0 490.(
e e T e e e e e —
mlz--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.821 12.61 ng 449106  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 89
3 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 78
4 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 2165 (14.821 min): BF135021.D\data.ms (-2161) (- m/z 69.10 100.00%
69.1
5000 k
— —
191.1 2541 14.50 15.00
ol iy “m“‘ \ Ll 299.1299.33413 4100 n; 81,18 51.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.05 25.28%
137.0
0% iyl 1910 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
— T
14.50 15.00
5000 m/z 95.05 13.12%
121.0
0270 1 LiL 11141750 23102730 3410 4104
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222640: (2E,6E,10E)-3,7,11,15-Tetramethylhexadeca-2 — T
69.0 14.50 15.00
m/z 68.00 11.61%
5000
J 136.0
o0 Ll Ly o0 simo L
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc . OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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@ Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.298 3.22 ng 114652  Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 87
Abundance Scan 2246 (15.298 min): BF135021.D\data.ms (-2242) (- m/z 252.10 100.00%
2521
690 12‘5-0 15.00 15.50
obr 890 %0l 3z 250,05 29.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzole]pyrene
252.0
5000 T jk\“
15.00 15. 50
m/z 253.05 0.53%
125.0
0\\3\9\(‘)\\8:\3\0‘ 1 ‘H \‘\\\2\0‘0.\0\“\\h‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene
252.0
15 00 15 50
5000 m/z 124.95 %
126.0
0 830\ H ‘“\ 2000\ HH\
e
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0 15 00 15 50
m/z 126.00 14%
5000
125.0
O17.0 83.0 [ \H 163 0200.0 i
e e e e
mlz--> 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\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.25 ng 79989  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 78
2 Tetratetracontane 619 C44H909 007098-22-8 74
3 Octadecane 254 C18H38 000593-45-3 74
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 72

Abundance Scan 2352 (15.921 min): BF135021.D\data.ms (-2347) (- m/z 57.00 100.00%

57.0
5000
—
I ﬂ127.1 207.0 579 g 16.00
O et b bbb b B2 e M/Z 71,10 59.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

-

57.0
5000 T
16.00
m/z 43.05 54.97%
127.0
0‘HJH‘\j\\J\‘“‘\I\J\%“\’\]?Z\.\O\???\.\O‘HH‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
16.00
5000 m/z 85.10 49.86%
0 /] 1 |1[77:0197.0267.0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141056: Octadecane —
57.0 16.00
m/z 99.00 23.09%
) WJ\”W
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16

Operator : CG\JU

Sample : 04196-08

Misc OR-345-COMP-02

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.321 4.06 ng 144441  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 95
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 87
3 Cholest-5-en-3-0l (3.beta.)-, te... 597 C41H7202 001989-52-2 49
4 Cholest-5-en-3-0l1 (3.beta.)-, pr... 442 C30H5002 000633-31-8 43
5 Cholesta-3,5-diene 368 C27H44 000747-90-0 25
Abundance Scan 2420 (16.321 min): BF135021.D\data.ms (-2415) (- m/z 43.05 100.00%
43.0
5.0 145.0
5000 2131 2751
368.3
— ——
326.2 16.00 16.50
oLkl m/z 55.00  75.65%
m/z--> 50 100 150 200 250 300 350
Abundance #292876: Cholesterol
43
107.0
275.0
5000 59.0 213.0 386.( P ——
16.00 16.50
m/z 145.00 72.92%
‘ 326.0
ok \‘ \H‘ | “ Al
m/z--> 50 100 150 200 250 300 350
Abundance #292861: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0 Mf
— A
16.00 16.50
5000 m/z 57.00 72.73%
105.0
oL— “ \‘u\“‘\‘\ 326.0
m/z--> 50 100 150 200 250 300 350
Abundance #346421: Cholest-5-en-3-ol (3.beta.)-, tetradecanoate — —
43.0 16.00 16.50
m/z 105.00 72.37%
5000 50 147.0
369.0
247.0
199.
ol w\‘\uwhh\d M _L‘um“?»2‘@-9‘\“\1‘”‘ SRR
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16
Operator : CG\JU

Sample : 04196-08

Misc

ALS vial : 9 Sample Multiplier: 1

OR-345-COMP-02

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 13 Dibenzo[def,mno]chrysene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.898 2.88 ng 102524  Perylene-di12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 94
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 93
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 93

4 1H-Indol-2-amine, N,N'-bis(trime... 276 C14H24N2Si2
5 Ethyl 5-pentyl-2-thioxo-1,3-dith... 276 C11H1602S3

1000500-18-2 47
120356-16-3 46

Abundance Scan 2518 (16.898 min): BF135021.D\data.ms (-2512) (-
276.1

5000
138.0
571 1051, | 171.1203.1 2371 M

m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance #168941: Dibenzo[def,mno]chrysene
276.0
5000
0, 30 140 1050°80 1o 270 |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #168932: Benzo[ghi]perylene
276.0
5000
138.0
O280 62.0 91.0 HM 170.0 2220 |
e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280

m/z 276.10 100.00%

=
16.50 17.00

m/z 138.00  22.50%

T L T

\
16.50 17.00

m/z 274.10  21.89%

ol

16.50 17.00

m/z 277.05 19.81%

/\/\}\N«M ol

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #168940: Indeno[1,2,3-cd]pyrene
276.0 1650 1700
m/z 278.10 16.54%
5000
138.0
o500 980 | 1700 2240 I meNﬂ "

1650 1700
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135021.D

Acqg On : 31 Aug 2023 00:16
Operator : CG\JU

Sample : 04196-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

.769
.810
.298
.298
.957
.957
.957
.421
.421
.421
421
.421

784124
784124
1111900
1048410
1048410
836743
836743
836743
712158
712158
712158
712158
712158

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.

[OIOROEEGEGEGE R R RO RN

OR-345-COMP-02

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.004 2.8 ng 108174 1
Ethanol, 2-(2-e... 6.598 3.0 ng 118543 1
2,4,7,9-Tetrame... 9.251 13.2 ng 735316 3
n-Hexadecanoic ... 11.839 10.8 ng 564845 4
9-Octadecenoic ... 12.416 2.0 ng 106122 4
Octadecanoic acid 12.628 3.9 ng 163559 5
1-Heptacosanol 13.810 4.4 ng 182970 5
Cyclohexadecane 14.451 2.5 ng 104903 5
Supraene 14.821 12.6 ng 449106 6
Benzo[e]pyrene 15.298 3.2 ng 114652 6
Hexadecane, 2,6... 15.921 2.3 ng 79989 6
Cholesterol 16.321 4.1 ng 144441 6
Dibenzo[def,mno... 16.898 2.9 ng 102524 6
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