LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc . RO-CHRT-24801

ALS vial : 6 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134077.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 7 15 27 rVB 1060712 1416986 37.65% 4.629%
2 2.287 30 34 41 rVB2 25406 41031 1.09% 0.134%
3 5.104 503 513 521 rBV 120245 183478 4.87%  0.599%
4 5.487 573 578 582 rBV 2870852 3105945 82.52% 10.146%
5 6.486 743 748 751 rBV 2854300 3156446 83.86% 10.310%

6 6.845 805 809 818 rBV 1010814 814099 21.63%
7 7.410 900 905 908 rBV 2078856 2086215 55.43%
8 8.128 1023 1027 1030 rBV 1218711 1037129 27.55%
9 9.204 1206 1210 1213 rBV 4237692 3763967 100.00% 12.

9.886 1322 1326 1329 rBV 1277529 1088513 28.92%
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11 10.598 1444 1447 1455 rBV ~ 488757 445437 11.83%
12 10.680 1456 1461 1473 rVV 1732328 1690599 44.92%
13 10.910 1497 1500 1504 rVB 81301 66039 1.75%
14 11.380 1576 1580 1582 rBV 1216791 1036539 27.54%

o wo vk
N
=
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S

15 11.404 1582 1584 1587 rVB 260275 211847  5.63% 692%
16 11.486 1595 1598 1601 rVB 46463 41490 1.10% 0.136%
17 11.616 1613 1620 1626 rBV 22482 45845 1.22% ©.150%
18 11.910 1660 1670 1681 rBV 611140 802141 21.31% 2.620%
19 11.992 1681 1684 1687 rBV 65553 63811 1.70% ©0.208%
20 12.598 1784 1787 1790 rBV 584379 550542 14.63%  1.798%
21 12.704 1799 1805 1817 rVV 684399 842375 22.38% 2.752%
22 12.833 1821 1827 1832 rVV 439902 553825 14.71%  1.809%
23 12.880 1832 1835 1839 rVB3 31380 45771 1.22% 0.150%
24 12.980 1847 1852 1855 rBV 3246258 3030211 80.51% 9.898%
25 13.163 1881 1883 1886 rVB 62246 49058 1.30% 0.160%
26 13.551 1947 1949 1958 rVB3 29621 41000 1.09% 134%
27 13.674 1967 1970 1974 rVB 41018 43051 1.14% 141%

28 13.898 2003 2008 2016 rBV5 177338 391154 10.39%
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29 14.039 2025 2032 2035 rBV2 886502 1031860 27.41% 371%
30 14.062 2035 2036 2044 rVB 205086 167539  4.45% 547%
31 14.509 2109 2112 2114 rBV2 61635 58496 1.55% ©.191%
32 14.545 2114 2118 2127 rVB5 138205 321644  8.55% 1.051%
33 14.974 2188 2191 2201 rBV 261834 298150 7.92%  0.974%
34 15.098 2208 2212 2216 rBV 158363 245476  6.52% ©.802%
35 15.180 2222 2226 2229 rBV 87577 105674 2.81% ©.345%

36 15.227 2230 2234 2248 rVB3 216627 562201 14.94% 1.836%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc . RO-CHRT-24801

ALS vial : 6 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.409 2263 2265 2270 rVB 75994 93064 2.47% .304%

39 15.545 2283 2288 2292 rBV 445089 588465 15.63% .922%

0
38 15.480 2273 2277 2283 rBV 108266 161464 4.29% ©.527%
1
40 15.786 2327 2329 2335 rVB4 = 72888 105213 2.80% ©.344%

41 16.039 2367 2372 2377 rVB 140568 230189 6.12% ©.752%

Sum of corrected areas: 30613979
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 05 Jul 2023 20:59
¢ CG\JU
: 03483-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070523\
BF134077.D

RO-CHRT-24801

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\

Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.175 34.81 ng 1416990 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 15 (2.175 min): BF134077.D\data.ms (-7) (-) m/z 73.05 100.00%
3.0
5000 43.0
‘ 2.202.302.402.502.60
Obpre e L L2082 2071 o 43,00 45.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T [T T T T[T 11T
43.0 2.202.302.402.502.60
‘ ‘ m/z 54.95 30.75%
O‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

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

—

Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
(e
2.202.302.402.502.60
5000 41.0 ITI/Z 87.10 25.81%
0 “ 97.0 1290
“H“_“w“u,‘H“H“_“w“u
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307:qu{Noxmane,Z—methyL e
73.0 2.202.302.402.502.60
m/z 41.05 14.94%
5000 43.0 L
0 ‘u““u_H“_HW‘HWHH_m,ww_m_m_m ZA8 WAV S —
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.51 ng 183478 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Octanol 130 C8H180 000589-98-0 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 513 (5.104 min): BF134077.D\data.ms (-503) (-) m/z 43.00 100.00%

3.0
59.0
5000
1010 T[T T T[T rirrprror|
831 4.80 5.00 5.20 5.40
ot S m/z 59.00 52.66%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL B R IR R |
4.80 5.00 5.20 5.40
590 m/z 101.00  17.88%
27.0 83.0 101.0
O\\\‘\“\H\\“H}\\‘i‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #15663: 3-Octanol
59.0
R R R
4.80 5.00 5.20 5.40
5000 83.0 m/z 57.95 14.23%
41.0 101.0
o‘1‘5‘-?“;”‘hw‘mm”;H‘M:m_m,””,”
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e A NEEERREE Y
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.48%
5000 41.0
126.0 142 0
o"w‘H‘MmM‘!H_H“Hw,mw,” B L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

arch Compound Report

RO-CHRT-24801

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 3 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.598 8.18 ng 445437  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 50
3 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 50
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 50
Abundance Scan 1447 (10.598 min): BF134077.D\data.ms (-1444) (-} ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
—— —
10.50 11.00
151.9
bt b 3280 T m/z 76.95  68.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 et -
10.50 11.00
510 m/z 182.10  47.44%
RECH 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 31.92%
51.0
0 29.0 ‘ ‘ W 135.0 164.0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63252: .alpha.,.alpha.-Dichloroacetophenone —— Ay
105.0 10.50 11.00
m/z 50.00 10.24%
77.0
5000
51.0
0 27.0 . | il wll | 12?0 154.0 A
L B —— A
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@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.910 15.48 ng 802141  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1670 (11.910 min): BF134077.D\data.ms (-1660) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0 192.1
—
157.1
b S, e
Obrrrprrretlb ALl Al d ot b b 202 L Tmyz 73.000 97.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 59.95 90.00%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 =
12.00
5000 129.0 m/z 41.10  82.74%
185.0
|
o??RWW‘NHMJHM%HM MH_Hmmﬂ_‘m_uwwu_uw‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92068: Tridecanoic acid —
43.0 73.0 12.00
' m/z 55.00 77 .67%
5000
129.0
H ‘ 171.0 214.0
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@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc . RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.704 16.25 ng 842375  Phenanthrene-di10 11.380
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1805 (12.704 min): BF134077.D\data.ms (-1799) (- m/z 43.10 100.00%
1

43.
5000
531 129.0

1852  241.2 DRI
‘ 284.3 12.50 13.00
b

- w ”“\M“M et ‘ bk 3260 73,00 84.08Y%

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

5000 = e
129.0 12.50 13.00
29. 1850  ,4; 5 284.0 m/z 60.00 77.92%
0 H}M‘\“‘l \“‘\ \‘ \“\ “ e \“‘ T \L\ R
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
== =
12.50 13.00
5000 129.0 m/z 57.10 75.33%
29.
199.0 242.0
ok M_,lmt “;M‘\‘M “‘\}$‘340; “‘ L e
m/z--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid T — T
73.0 12.50 13.00
m/z 55.00 74.19%
5000 129.0
29. 171.0
IO
1 “H‘w‘ \\‘H“\ {‘H\‘h} “ ‘n‘ ‘ ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cycloeicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.898 7.58 ng 391154  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 98
2 1-Docosene 308 C22H44 001599-67-3 97
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
4 1-Tetracosene 336 C24H48 010192-32-2 95
5 Cyclotetracosane 336 C24H48 000297-03-0 95

Abundance Scan 2008 (13.898 min): BF134077.D\data.ms (-2003) (- m/z 57.10 100.00%

57.1
5000
— ——
‘ H 392 1g,1 2301 3021 3561 13.50 14.00
ol “ i \“M rduad “““'i . e m/z 43.10 96.09%
mi/z--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
7.0
5000 T

T
13.50 14.00
m/z 55.05 90.19%

O “ H \ \‘L \ h (u) 182 0 224 0 280 0
L ‘ \ T ‘ T ‘ L ‘ L ‘ L \ T ’ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene

55.0

— 7
97.0 13.50 14.00
5000 m/z 83.05 82.02%
pea L1 mome s
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate “ ——
57.0 13.50 14.00
7.0 m/z 97.10 71.71%
B /\“J\WI\/\V
294.0
ol LLLL R0 1m20020 200 0a0g et
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclotetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.545 6.23 ng 321644  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 96
3 1-Docosene 308 C22H44 001599-67-3 95
4 1-Nonadecene 266 C19H38 018435-45-5 95
5 1-Pentadecanethiol 244 C15H32S 025276-70-4 95
Abundance Scan 2118 (14.545 min): BF134077.D\data.ms (-2114) (-} ' m/z 57.10 100.00%
57.1
5000 M
111.1
LN \
14.50
2 2441 308.3358.1 :
0t— ‘ dw h‘NWW,\w\\pﬂﬁm‘\\\gfg\\\‘4§9\ m/z 55.00 96.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 LN \
14.50
m/z 43.05 89.10%
39.0
H L)y, 1e50 2790 |
O\\“\\‘\\‘\\“ ‘“““\m\\“\“’“\m\l\il\‘\‘\\“\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155962: Z-5-Nonadecene
55.0
LN \
14.50
5000 111.0 m/z 97.10 82.49%
266.0
410
oLt e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209740: 1-Docosene T
57.0 14.50
m/z 83.05 82.45%
5000 11.0
308.0
0 ]1, —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Docosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.974 10.13 ng 298150  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanal 324 C22H440 057402-36-5 94
2 Oleyl alcohol, methyl ether 282 C19H380 1010352-68-0 93
3 Heptacosanal 394 C27H540 072934-03-3 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2191 (14.974 min): BF134077.D\data.ms (-2188) (-] | m/z 57.10 100.00%
57.1
9.1 —r—
“ 15.00
- N!‘ Allyieel 2861 3232 38024343 .. 43,10 91.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #229611: Docosanal
82.0
5000 IR
15.00
m/z 82.05 75.01%
29. m137.o 306.0
O\\‘\‘\“‘\\‘\“\“\“\h\‘“\\\\‘\\\2\5(‘)\()\”\“\\\\‘\\\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #176360: Oleyl alcohol, methyl ether
82.0
—
15.00
5000 m/z 55.00 74.21%
250.0
0 ! 11572 1300 | m
m/z--> 100 150 200 250 300 350 400
Abundance #298411: Heptacosanal —
82.0 15.00
m/z 41.00 47.83%
5000
376.0
m “ 222.0 320.0
oHWu ““m“m‘_uw‘mwmJWMWH ‘ e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

RO-CHRT-24801

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Heptacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.180 3.59 ng 105674  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tetracosane 338 C24H50 000646-31-1 93
5 Nonacosane 408 C29H60 000630-03-5 89

Abundance Scan 2226 (15.180 min): BF134077.D\data.ms (-2222) (- m/z 57.05 100.00%

57.0
5000
268.1 e R
. 15.00 15.50
183.1 340.0
0brr ‘ “ LpLi, 283 | 3400 40824604 "3 6 g9 57
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287976: Heptacosane
57.0
5000 — —
15.00 15.50
m/z 71.10 65.94%
0 i‘ wL\ n‘\ u\w \ \1 I w\llelg \0l2||25 0281.0 380.0
\\\\[\\!!]T!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 50.22%
\ ‘ ‘ \1301690 254.0
0 Hh‘yud“” R N NN R RN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane T —
57.0 15.00 15.50
m/z 41.10 26.41%
- ﬂMW
ol 301600 2680
A A e e e e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc . RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 10 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.227 19.11 ng 562201 Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 98
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2234 (15.227 min): BF134077.D\data.ms (-2230) (- m/z 57.00 100.00%

5000 1111 MML/\A
y

o
1500 1550

1811

ol ARLLL | A, R0 82l 4013 u; 55.10 96.38%

m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0

5000 336.0 T T
15.00 15.50

m/z 43.10 95.03%

29, 0
1\ H H\M 50 2790
O“‘““’H\‘\‘\‘\I"\I‘H‘\l‘m‘\‘i\‘\‘\‘““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
43.0 970

15f00 15f50
5000 m/z 83.05 82.35%
0“\““_\ L3530 2100 a0 WJ\NJ\W
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene P e
57.0 15.00 15.50
m/z 69.05 77.90%

- | Mvw“ﬁwWwAF\uxmewww
378.0

‘H\ \\‘\ e ﬁ |67 0 2220 |

T T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.409 3.16 ng 93064  Perylene-di12 15.545
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 89
3 Benzo[a]pyrene 252 C20H12 000050-32-8 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 68
Abundance Scan 2265 (15.409 min): BF134077.D\data.ms (-2263) (| m/z 252.10 100.00%
252.1
- M
125.1 LN
44.0 \5 196.0 305.1353.2 15:50
ol b AR00 L SNe393.2 4364 m/z 250.10  28.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10  22.51%
125.0
ol 740 | 200.0. |
\\’\\\\’\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138550: Perylene
252.0
—
15.50
5000 m/z 125.10 16.54%
126.0
ol 770 ] 200.0, |
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene 7
252.0 15.50
m/z 251.10  10.32%
5000
126.0
ol 740 | 200.0 |
e e
m/z--> 50 100 150 200 250 300 350 400 450 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Neronine, 4.beta.,5-dihydro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.786 3.58 ng 105213  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neronine, 4.beta.,5-dihydro- 347 C18H21NO6 019483-30-8 64
2 Heptacosanal 394 C27H540 072934-03-3 62
3 E-11(13-Methyl)tetradecen-1-0l 226 C15H300 1000130-80-3 58
4 E-11(13-Methyl)tetradecen-1-0l a... 268 C17H3202 1000130-80-4 58
5 13-Methyl-12-tetradecen-1-0l ace... 268 C17H3202 099798-78-4 55
Abundance Scan 2329 (15.786 min): BF134077.D\data.ms (-2327) (- m/z 57.00 100.00%
57.0
5000 W\‘J\A
109.1 — —r
“ ‘ 180.2 23512871 3790 480, 15.50 16.00
ol 4l m/z 43.00 87.72%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #256404: Neronine, 4.beta.,5-dihydro-
83.0
5000 —r ——
15.50 16.00
m/z 82.00 66.43%
‘ ‘ 2210 347.0
T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298411: Heptacosanal
82.0
—— —
15.50 16.00
5000 ITI/Z 83.05 54.03%
376.0
137.0
Po. ” ﬁ 2220 3200
oL e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107168: E-11(13-Methyl)tetradecen-1-ol T —
82.0 15.50 16.00
m/z 96.05 52.67%
5000
208.0
il
oL~ HH”‘p‘ML$M:W¥“W‘“w“u“‘u“u“‘u‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59

Operator : CG\JU

Sample : 03483-01

Misc RO-CHRT-24801

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Eicosane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.039 7.82 ng 230189  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 3-methyl- 296 C21H44 006418-46-8 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Octacosane 394 (C28H58 000630-02-4 89
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2372 (16.039 min): BF134077.D\data.ms (-2367) (-} | m/z 57.10 100.00%
57.1
16.00 |
113.1 .
169.1
0 \‘ u‘m“”‘ Lo iwofn 3300 8281 8942 . m/z 43.10 57.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194592: Eicosane, 3-methyl-
57.0
5000 —— :
16.00
m/z 71.10 55.96%
267.0
O \\\‘\‘\!1“:“”}!?‘9\%?\9\.0\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
T 1 \
16.00
5000 m/z 85.10 43.46%
ol LLLL ﬂ J ) ‘1‘6‘902250 309.0365.0 436.0
A A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane T ‘
57.0 16.00
m/z 55.00 27.54%
o Mw/kf\www
0 ] } ” 13111”3 \0{1‘6‘9 :0225.0281.0337.0393.0449.0 506.(
A A A e T T e e T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70523\
Data File : BF134077.D

Acqg On : 05 Jul 2023 20:59
Operator : CG\JU

Sample : 03483-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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

.845

814099
814099

.886 1088510
.380 1036540
.380 1036540
.039 1031860

.039 1031860

.545
.545
.545
.545
.545
.545

588465
588465
588465
588465
588465
588465

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

[OIOROEOE R GE R R RO RN

RO-CHRT-24801

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 2.175 34.8 ng 1416990 1
2-Pentanone, 4-... 5.104 4.5 ng 183478 1
Benzophenone 10.598 8.2 ng 445437 3
n-Hexadecanoic ... 11.910 15.5 ng 802141 4
Octadecanoic acid 12.704 16.3 ng 842375 4
Cycloeicosane 13.898 7.6 ng 391154 5
Cyclotetracosane 14.545 6.2 ng 321644 5
Docosanal 14.974 10.1 ng 298150 6
Heptacosane 15.180 3.6 ng 105674 6
1-Tetracosene 15.227 19.1 ng 562201 6
Benzo[e]pyrene 15.409 3.2 ng 93064 6
Neronine, 4.bet... 15.786 3.6 ng 105213 6
Eicosane, 3-met... 16.039 7.8 ng 230189 6
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