LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc :

ALS vial : 4 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135858.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.957 485 488 502 rBV 414914 603904 28.77% 3.887%
2 5.375 556 559 582 rBV 1469266 1789421 85.25% 11.516%
3 6.393 729 732 759 rBV 1922848 2037686 97.08% 13.114%
4 6.616 767 770 777 rBV5 8841 23449 1.12% 0.151%
5 6.740 787 791 802 rVB 541420 498822 23.76%  3.210%

6 7.304 884 887 901 rBV 1226752 1279364 60.95%  8.234%
7 8.016 1005 1008 1025 rVB 703741 656641 31.28% 4.226%
8 9.098 1188 1192 1195 rBV 2258466 2098994 100.00% 13.509%
9 9.210 1208 1211 1228 rVB 292788 311418 14.84%  2.004%

9.775 1303 1307 1319 rBV 846174 704955 33.59%  4.537%

11 10.575 1439 1443 1458 rBV 1293841 1315524 62.67%
12 11.269 1558 1561 1571 rBV 760866 745287 35.51%
13 11.804 1649 1652 1664 rBV2 131560 172027 8.20%

OO Rr bho
=
(]
~N
B

14 12.375 1741 1749 1751 rBV2 32148 39839 1.90% 256%
15 12.598 1784 1787 1797 rBV3 22703 41448 1.97% 267%
16 12.869 1829 1833 1836 rBV 2135156 1864293 88.82% 11.998%
17 13.092 1867 1871 1874 rBV 27513 23685 1.13% 0.152%
18 13.439 1926 1930 1933 rBV 43753 43731 2.08% 0.281%
19 13.769 1982 1986 1992 rBV 45167 42855 2.04% 0.276%
20 13.869 1992 2003 2006 rBV7 20275 60589 2.89% 0.390%
21 13.939 2011 2015 2026 rVV 494466 514266 24.50% 3.310%
22 14.027 2027 2030 2037 rVB 25975 30466 1.45% 0.196%
23 14.086 2037 2040 2044 rBV 36067 35371 1.69% 0.228%
24 14.398 2089 2093 2096 rBV 33859 32344 1.54% 0.208%
25 14.698 2141 2144 2147 rBV 30241 27258 1.30% 0.175%
26 14.768 2153 2156 2161 rVB 64097 65292 3.11% 0.420%
27 15.033 2198 2201 2206 rVB3 23427 24785 1.18% 0.160%
28 15.415 2261 2266 2278 rBV 296915 432007 20.58% 2.780%
29 15.839 2333 2338 2343 rBV7 13259 22308 1.06% 0.144%
Sum of corrected areas: 15538029
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\

BF135858.D
: 18 Oct 2023 20:54
: CG\JU
: 04895-03
: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF135858.D\data.ms

6.393

5.375

7.304

6.740
4.957

6.61

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

2000000

1500000

1000000

500000

TIC: BF135858.D\data.ms

9.098 12.869

10.575

9.775

8.016 11.269

11.804

/L_‘ 12.3732.598 || 13.092

0
Time-->

10.00 10.50 11.00 11.50 12.00 12.50

— A
13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF135858.D\data.ms

13.939
15.415

8.439

0986 14.398 146898815033

Time-->

13.]/?:1_,5_
T ‘ T T T T
13.50

15.839
T T T ‘ T T ‘ T T ‘ T
16.00 16.50 17.00

T T T T T ‘ T
14.00 14.50 15.00 15.50 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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.
4.957 24.21 ng 603904 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 488 (4.957 min): BF135858.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
o AREEEALEEEEEEEE
83.0 1011 4.60 4.80 5.00 5.20
ol 708 200 m/z 59.e8 57.81%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B B BN I
59.0 4.60 4.80 5.00 5.20
m/z 101.10 15.93%
O\\‘\\\‘:}3“]‘-\0\\\“w\\\‘\\\\’\\\\’\\\\‘8\3\(\)\‘\\\]-\0“]\-\()\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
 RAmmat e A
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.98%
41.0
29.0 101.0
0 73.0 86.0
L e A e L AREmmEEae
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol ‘w“‘w“‘w“‘w“‘\
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.20%
5000 31.0 43.0 73.0
A TN B U (S
m/z--> 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\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.210 8.84 ng 311418  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 80
2 Metacetamol 151 C8H9NO2 000621-42-1 49
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 43
5 Pyridine, 2-butyl-, 1-oxide 151 CSH13NO 031396-32-4 42
Abundance Scan 1211 (9.210 min): BF135858.D\data.ms (-1208) (-) m/z 43.00 100.00%
43.0
109.1
5000
1511
RERREmEmasEEEES R
‘ 85.1 8.80 9.00 9.20 9.40 9.60
Ol g Ml L1987 169,10 60.52%
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 ‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 35.55%
O \1\5\9\ \‘\ \"‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ T \ \ ‘ TT 1 T ‘ T \‘\ T ‘J\-\g\z\‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
R A R o
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.10 20.03%
43.0
80.0
15.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) ERRRAREENE SRS
109.0 8.80 9.00 9.20 9.40 9.60
43.0
m/z 57.10 11.98%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF101323.M Thu Oct 19 ©8:01:54 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 4.62 ng 172027  Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octanoic acid 144 C8H1602 000124-07-2 45

Abundance Scan 1652 (11.804 min): BF135858.D\data.ms (-1649) (- m/z 43.10 100.00%

43.1 |73.0
5000
129.1
P F
‘ 11.50 12.00
- m/z 60.00 96.00%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 1570 155 02130 256.0 m/z 73.00  91.59%
0 ‘\\\\“}‘\\H\H \H‘\\‘H\\\‘1“““\\‘”‘1‘\“\‘\\‘\\\\‘\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
o P
129.0 11.50 12.00
5000 m/z 57.05 82.12%
43.0
101.0 172.0
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid = ]
43.0 73.0 11.50 12.00
m/z 41.05 74.27%
5000 129.0
199.0 242.0
s Bl
o_‘m‘i‘:w“1M‘Hw‘w‘:“lm‘w‘M"_‘H‘_‘mww‘_ e _Le
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\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 1,7-Dimethyl-4-(1-methyleth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.868 2.36 ng 60589  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 72
2 1,2-Dodecanediol 202 C12H2602 001119-87-5 59
3 1-Nonadecene 266 C19H38 018435-45-5 38
4 1-Tricosene 322 C23H46 018835-32-0 38
5 1-Tetracosene 336 C24H48 010192-32-2 38

Abundance Scan 2003 (13.869 min): BF135858.D\data.ms (-1992) (- m/z 57.00 100.00%
57.0
97.0
5000
208.0 ' 14
LI R TIE
A MHWHJMHHMHH_H‘MHWHLWHH_‘H_HW‘HWH m/z 55.05 91.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 — —
13.50 14.00
167.0 m/z 69.00  79.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
550 97.0
o P
13.50 14.00
5000 ITI/Z 97.00 75.34%
171.0
015.0 126.0
LT T T [ T e
m/z--> 20 40 60 80 100120140160180200220240260280 WM
Abundance #155961: 1-Nonadecene T T
43.0 97.0 13.50 14.00
m/z 43.00 74.13%
5000
0
bbb 00 1880 2100 2660 il [V )
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.769 3.02 ng 65292  Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 64
3 3,7,11-trimethyldodeca-2,6,10-tr... 460 C31H5602 157501-12-7 64
4 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 56

Abundance Scan 2156 (14.768 min): BF135858.D\data.ms (-2153) (- m/z 69.10 100.00%

69.1
5000

SR
BT 1450  15.00
bbb 4y 920 2821 n/z 81.05  48.75%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0

5000 T
14.50 15.00
m/z 41.10 31.82%

137.0
0 P \\‘ ] J\‘\ 191.0 273.0 341.0 410.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0

—T
14.50 15.00

o

5000 m/z 68.05 15.51%
136.0
189.0
0 335.0 404.0

T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329213: 3,7,11-trimethyldodeca-2,6,10-trien-1-yl palmite ﬂk‘ ; W ‘M‘mﬁm‘

69.0 14.50 15.00

m/z 95.05 13.47%

5000
136.0
189.0
ol M HH\\. \M \d\‘ ], 2390  3230376.0  460.(

\\\‘\ \‘\\\\‘\l\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\ ‘\

7 \
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135858.D

Acqg On : 18 Oct 2023 20:54
Operator : CG\JU

Sample : 04895-03

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.957 24.2 ng 603904 1 6.740 498822 20.0
2,4,7,9-Tetrame... 9.210 8.8 ng 311418 3 9.775 704955 20.0
n-Hexadecanoic ... 11.804 4.6 ng 172027 4 11.269 745287 20.0
1,7-Dimethyl-4-... 13.868 2.4 ng 60589 5 13.939 514266 20.0
Supraene 14.769 3.0 ng 65292 6 15.416 432007 20.0
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