LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135611.D

Acqg On : 05 Oct 2023 21:19

Operator : CG\JU

Sample : 04714-04

Misc

ALS Vvial : 15 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135611.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.793 114 120 130 rBV 45194 77485 < 2.48% 0.341%
2 4.340 379 383 397 rBvV 160861 231588 7.43% 1.018%
3 4.969 485 490 507 rBV 1437767 1931048 61.92% 8.490%
4 5.381 556 560 587 rBV 3095838 3118402 100.00% 13.711%
5 5.763 621 625 637 rVB 50640 55204 1.77% 0.243%
6 6.392 728 732 754 rBV 2697307 3034727 97.32% 13.343%
7 6.598 763 767 778 rBV 17583 45396 1.46% ©0.200%
8 6.739 787 791 802 rVB 886574 777576 24.94% 3.419%
9 7.304 883 887 890 rBV 2164279 1864642 59.79% 8.198%
10 8.016 1004 1008 1023 rBV 1182002 986959 31.65% 4.339%
11  9.092 1187 1191 1195 rBV 3398367 3023951 96.97% 13.295%
12 9.210 1207 1211 1221 rVB 222107 226672 7.27% 0.997%
13 9.769 1303 1306 1310 rBV 1065034 937546 30.06% 4.122%
14 10.569 1438 1442 1459 rBV 1523226 1519311 48.72% 6.680%
15 11.263 1557 1560 1568 rBV 847295 745327 23.90%  3.277%
16 11.798 1648 1651 1663 rBV2 100680 163596 5.25% 0.719%
17 12.592 1784 1786 1794 rBV6 19929 40716 1.31% 0.179%
18 12.857 1827 1831 1835 rBV 2148727 2108059 67.60% 9.269%
19 13.821 1988 1995 2003 rBV8 36729 124090 3.98% 0.546%
20 13.921 2009 2012 2023 rVB 758893 748858 24.01% 3.293%
21 14.698 2141 2144 2148 rVB3 29332 32588 1.05% 0.143%
22 15.027 2197 2200 2206 rVB 62252 72121 2.31% 0.317%
23 15.392 2257 2262 2273 rBV 589964 809749 25.97% 3.560%
24 15.833 2334 2337 2344 rVB 43864 68618 2.20% ©0.302%

Sum of corrected areas: 22744229
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Oct 2023 21:19
¢ CG\JU
. 04714-04

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
BF135611.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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\BF100523\
Data File : BF135611.D

Acqg On : @05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.340 5.96 ng 231588 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72
Abundance Scan 383 (4.340 min): BF135611.D\data.ms (-379) (-) m/z 55.10 100.00%

55.1 831
5000

T T T T
4.00 4.20 4.40 4.60
207.1

H“_"WMNh‘m‘um"w“w‘u“_“w“w‘u“_‘:‘ m/z 83.10 88.47%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0

5000 N e
29.0 4.00 4.20 4.40 4.60

m/z 43.00 41.70%

‘ - H“ | | 1
\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #3553: 3-Hexen-2-one
55.0
83.0

o

o

29.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.27%
0 SSAAMARN RSN IR S SAASRRAR SN AR S S RARSENARS k
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- e EEmaRREEEs ST,
55.0 83.0 4.00 4.20 4.40 4.60

m/z 39.00 31.34%

5000 L
27.0
0 ‘ u‘ | \\M H\ o !

m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135611.D

Acqg On : @05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.969 49.67 ng 1931050 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 490 (4.969 min): BF135611.D\data.ms (-485) (-) m/z 43.00 100.00%
59.1
5000
T
‘ 83.0 101.1 4.60 4.80 5.00 5.20
Ol bl AL S m/z 59.16 56.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L NN B R R I
4.60 4.80 5.00 5.20
59.0 m/z 101.1@  16.37%
101.0
27.0 ‘
O\\‘\\\\‘\\H\“‘\\\\“w}\\‘\\w\‘\\\7\0“9\\?%\-0\\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
e ARRRmEES S
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.72%
410 101.0
27.0 '
ol 180 Tl Ll 7io 830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e ARAREEEEEEE o
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.08%
5000 41.0
29.
87.0
o 80 Ll e [eo L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135611.D

Acqg On : @05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3
R.T. EstConc Area Relative to ISTD R.T.
9.210 4.84 ng 226672  Acenaphthene-die 9.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 47
5 Metacetamol 151 C8HO9NO2 000621-42-1 47
Abundance Scan 1211 (9.210 min): BF135611.D\data.ms (-1207) (-) m/z 42.95 100.00%
43.0
109.1
5000
151.1
REEmEEEEEEEE R
‘ 85.0 8.80 9.00 9.20 9.40 9.60
Ol ettt e b m/z 109.18 53.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 I LR R B L
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 31.19%
0 ?-:5\(‘)\ ‘\‘\ \““V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“iM\ "\ — \" T 1 T \‘\ T ’]\-?\2\.(’)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R A RERaREE
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 19.16%
32.0 79.0 “ L L |
(O e L O L L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline
109.0 8.80 9.00 9.20 9.40 9.60
m/z 84.95 11.25%
5000
151.0
80.0
o180 A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135611.D

Acqg On : @05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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.
11.798 4.39 ng 163596  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1651 (11.798 min): BF135611.D\data.ms (-1648) (- m/z 43.05 100.00%
3.0
73.0
5000
129.0
P —
\‘\ 101.0 1711 2131 oy 11.50 12.00
Obrrrrrrrfie m/z 60.00 89.22%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1 1
11.50 12.00
157.01g5 02130  256.0 m/z 72.95 82.79%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
o —
11.50 12.00
5000 129.0 m/z 57.10 75.92%
171.0
O
o%ﬁgkaﬂﬂWWWMNwwuwmwhmHum_Hw‘ﬂwuuw‘H_
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #60689: Undecanoic acid TRy —
60.0 11.50 12.00
m/z 55.10 73.43%
5000
29.0 87.0 129.0
i \ﬂ | ‘ 1570209
0m‘\m‘\‘u“\‘HM“‘1\HH“H‘H‘U‘m‘mu“uu‘\m‘\m‘\m‘uu‘\ P —
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\BF100523\
Data File : BF135611.D

Acqg On : @05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.821 3.31 ng 124090  Chrysene-di12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 87
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 86
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 64
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 52
Abundance Scan 1995 (13.821 min): BF135611.D\data.ms (-1988) (- m/z 55.00 100.00%
43.0y 83.0
5000
25.2 03 50 14.00
‘ ‘ . 193.1 %32_9 300.1 13.50 14.00
0 — W‘NNWUWW”N‘UW1WH‘1JU‘ Al b m/z 83.00 100.00%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — ——
13.50 14.00
m/z 57.05 94.83%
‘ *390
O]\-g\.q ‘\“ “‘ T \‘ ‘\ “ ‘H‘ \‘H‘\ ‘h‘ “h T %8\‘1.\0‘ 2\2\2.\0\ ‘26\4\.0\ \3?8\.9\ T
miz--> 50 100 150 200 250 300
Abundance #222189: Acetic acid, chloro-, hexadecyl ester
69.0
— ——
13.50 14.00
5000 m/z 43.00 87.36%
11.0
. 224.0
oLl [sste 220 a0
miz--> 50 100 150 200 250 300
Abundance #271371: Bromoacetic acid, hexadecyl ester — —
43.0 13.50 14.00
83.0 m/z 69.05 81.28%
5000
Ts.o
196.0
ULy 00 amg et T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135611.D

Acqg On : 05 Oct 2023 21:19
Operator : CG\JU

Sample : 04714-04

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
3-Penten-2-one,... 4.340 6.0 ng 231588 1 6.739 777576 20.0
2-Pentanone, 4-... 4.969 49.7 ng 1931050 1 6.739 777576 20.0
2,4,7,9-Tetrame... 9.210 4.8 ng 226672 3 9.769 937546 20.0
n-Hexadecanoic ... 11.798 4.4 ng 163596 4 11.263 745327 20.0
n-Tetracosanol-1 13.821 3.3 ng 124090 5 13.921 748858 20.0
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