LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc :

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132995.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.740 278 281 288 rVB 55223 74981 1.26% 0.219%
2 4.934 474 484 487 rBV 1194571 1328672 22.26% 3.875%
3 5.351 551 555 559 rBV 1960742 1693247 28.36% 4.938%
4 6.375 725 729 732 rBV 1322491 1019781 17.08% 2.974%
5 6.745 788 792 795 rBV 1603801 1286292 21.55% 3.751%

6 6.8106 800 803 814 rBV 714686 637633 10.68% 1.860%
7 7.310 882 888 891 rBV 3937515 3725299 62.40% 10.864%
8 8.028 1006 1010 1013 rBV 2197839 1745799 29.24% 5.091%
9 9.110 1188 1194 1197 rBV 6552615 5969943 100.00% 17.410%

9.781 1304 1308 1311 rBV 2443236 1945943 32.60% 5.675%

11 10.198 1376 1379 1382 rBV 316750 234947 3.94%
12 10.492 1424 1429 1432 rBV 176988 139653 2.34%
13 10.569 1437 1442 1445 rBV 3029438 2551612 42.74%
14 11.263 1556 1560 1563 rBV 2512911 1945114 32.58%
15 11.798 1647 1651 1665 rBvV2 380796 430341 7.21%

R UUNO®O®
IN
B
=
B

16 12.586 1781 1785 1795 rBV 183045 202074  3.38%
17 12.857 1826 1831 1834 rBV 5813681 5834967 97.74% 1
18 13.786 1982 1989 1999 rBV3 117380 255350  4.28%
19 13.898 2004 2008 2012 rBV 1686947 1441724 24.15%
20 13.992 2020 2024 2031 rBV 99787 128217 2.15%

oOhONO®
N
N
U
R

21 14.757 2150 2154 2158 rVB 533039 489265 8.20%
22 15.321 2245 2250 2256 rBV 1086182 1208946 20.25% 3.526%

[y
N
N
N
I

Sum of corrected areas: 34289800
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042423\

BF132995.D
: 24 Apr 2023 15:06
: CG\JU
: 02469-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.934 20.66 ng 1328670 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 484 (4.934 min): BF132995.D\data.ms (-474) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1 T T T T T T
4.60 4.80 5.00 5.20
ol 830 ;
-y m/z 59.05 52.21%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L e e
59.0 4.60 4.80 5.00 5.20
m/z 101.10 18.69%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R A
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 15.29%
126.0
b L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate ““‘H““‘W““‘HAW
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.96%
5000
15.0 | 7%-0 100.0
O v o REmaa TR e aEY
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
0.000 0.00 ng 637633 1,4-Dichlorobenzene-d4 6.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 59
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 56
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

Abundance Scan 803 (6.810 min): BF132995.D\data.ms (-800) (-) m/z 57.05 100.00%

57.0
5000
R RS RREE
830 2.20 2.40 2.60 2.80 3.00
L1 2 ;
0t m/z 41.05 39.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 I L L B R
26.0 2.20 2.40 2.60 2.80 3.00
83.0 m/z 43.05 32.84%
-
O\\\\‘\ ‘\\‘\\"\\\\‘\\}\’\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160
Abundance #127949.0xchadd,Sobuwlhepwleﬁer
57.0
R RS RREE
2.20 2.40 2.60 2.80 3.00
5000 m/z 55.05 25.26%
29.0
| ‘ 98.0 143.0
o"H‘m‘M,M‘m‘wh‘,‘m_m,‘m_m_m
miz--> 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- R RS RREE
57.0 2.20 2.40 2.60 2.80 3.00
m/z 56.05 20.40%
5000
‘ 97.0
SR Y R =7 NS V. B
m/z--> 20 40 60 80 100 120 140 160 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.798 4.42 ng 430341  Phenanthrene-d10 11.263
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35
Abundance Scan 1651 (11.798 min): BF132995.D\data.ms (-1647) (| m/z 43.10 100.00%
43.1 73.0
5000
S —
11.50 12.00
0“wu‘ﬁw‘ m/z 73.00 94.73%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — T DN
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 89.06%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
—— —
11.50 12.00
5000 129.0 m/z 41.10 74.61%
171.0
214.0
0150?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add e T
73.0 11.50 12.00
43.0 m/z 57.05 72.71%
5000 129.0
185.0
|
o??RWﬂMNwwﬁNM%LWMmuwuu_ﬂ‘_uwu‘wwu_u‘_ e TS
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.586 2.80 ng 202074  Chrysene-di12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1785 (12.586 min): BF132995.D\data.ms (-1781) (- m/z 43.05 100.00%
43.0 73.0
5000
R \
12.50
0! m/z 73.00 96.71%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
2
43.0 5.0
5000 et :
129.0 1250
m/z 57.05 82.27%
‘ 1850 5410 284
ok, ‘\“ \“\ M\ \‘H“‘MH‘L ‘1‘”“\‘“1 i - . S ‘L - ““
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T \
12.50
5000 129.0 m/z 59.95 81.24%
‘ 199.0 2420
oL— ‘\‘ W‘H‘M h!\ “HM\‘\‘ Hhu\ M‘u} “‘ ‘]"‘Bﬂ‘q“ ‘i S “\ P
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid =
3 3
43.0 73.0 256.0 12.50
m/z 55.00 75.79%
5000
129.0
213.0
a1
ol N ‘“H‘ M‘ w‘\\““‘\hh“\ ‘1‘”“\““1 o | “ “ “‘u\‘ - “‘ - —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.786 3.54 ng 255350  Chrysene-di2 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Heneicosyl acetate 354 C23H4602 1000351-77-3 94
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 1989 (13.786 min): BF132995.D\data.ms (-1982) (- m/z 43.05 100.00%
831
5000
i s oo
ol ‘ u“\ A H‘M “,1‘671 2?‘71 ! %?’f'? ————— m/z 55.85 95.43%
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — —
13.50 14.00
25.0 m/z 57.05 92.60%
0 T \“\‘ ‘\“ ““\ ‘\‘ \‘ \““ ‘H‘ \“‘L\ ‘h\ ’%\GZ.(\) \2‘1\().\()\ T ‘ \2\89.\()‘ L
miz--> 50 100 150 200 250 300
Abundance #261457: Heptadecyl trifluoroacetate
57.0
—— —
9.0 13.50 14.00
5000 m/z 83.10 77 .53%
o LU 190 1m0 20 2990 s
miz--> 50 100 150 200 250 300
Abundance #264166: Heneicosyl acetate T —
43.0 13.50 14.00
m/z 69.05 72.93%
83.0
5000
25.0
0 Ll ‘H \H\ J‘u \‘\ AL :!'670 210.0 266.0 339.!
R s B e S RS SRama B —— ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.757 8.09 ng 489265  Perylene-di12 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
3 Farnesol isomer a 222 C15H260 1000108-92-4 64
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
Abundance Scan 2154 (14.757 min): BF132995.D\data.ms (-2150) (- m/z 69.05 100.00%
69.0
5000
— —
‘ 137.2 2032 14.50 15.00
ob it bl ddy, 2032 257129013414 4100 ./, g1 g5 52.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.05 27.36%
137.0
020 4l | 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
— —
14.50 15.00
5000 m/z 95.10 14.19%
J 136.0
1 LUl 200 o320
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a T —
69.0 14.50 15.00
m/z 68.05 11.47%
5000 ”L
121.0
BN e S S
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42423\
Data File : BF132995.D

Acqg On : 24 Apr 2023 15:06
Operator : CG\JU

Sample : 02469-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
2-Pentanone, 4-... 4.934 20.7 ng 1328670 1 6.745 1286290 20.0
1-Hexanol, 2-et... 0.000 0.0 ng 637633 1 6.745 1286290 20.0
n-Hexadecanoic ... 11.798 4.4 ng 430341 4 11.263 1945110 20.0
Octadecanoic acid 12.586 2.8 ng 202074 5 13.898 1441720 20.0
Behenic alcohol 13.786 3.5 ng 255350 5 13.898 1441720 20.0
Supraene 14.757 8.1 ng 489265 6 15.321 1208950 20.0
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