LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc :

ALS Vvial : 20 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_ P\Methods\8270E-BP072723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO16462.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.593 384 392 405 rBV 5670064 8561961 52.22% 7.031%
2 7.216 660 668 689 rBV 5828722 9421845 57.47% 7.737%
3 8.081 808 815 826 rBV 1843599 3001480 18.31% 2.465%
4 9.275 1009 1018 1029 rBV 3554237 5852568 35.70% 4.806%
5 10.910 1288 1296 1312 rBV 2637452 4489525 27.38% 3.687%

6 13.351 1700 1711 1722 rBV 9341713 13549176 82.64% 11.
7 14.181 1847 1852 1860 rVB 416226 568564 3.47%
8 14.340 1873 1879 1899 rBV 1264161 1858643 11.34%
9 14.728 1936 1945 1954 rVB 3775319 5494825 33.52%
10 16.098 2171 2178 2185 rBV 5421821 7314836 44.62%

OMAROPR
(9]
N
o
R

11 16.222 2192 2199 2212 rBV 6396588 9085833 55.42%
12 17.492 2407 2415 2426 rBV 4256420 6283191 38.32%
13 18.016 2499 2504 2512 rBV 143696 253885 1.55%
14 18.339 2553 2559 2571 rBV 1882096 2594840 15.83%
15 19.569 2764 2768 2781 rBV 1030907 1549239  9.45%

RPN UV
N
[
00
B

16 19.781 2800 2804 2808 rVB 168918 190115 1.16% ©0.156%
17 19.904 2820 2825 2839 rBV 1032908 1533513 9.35% 1.259%
18 20.039 2843 2848 2854 rVW 13521663 16394580 100.00% 13.463%
19 20.298 2887 2892 2896 rBV 579518 627928 3.83% 0.516%
20 20.786 2971 2975 2980 rBV 882806 940748 5.74% 0.773%

21 21.245 3049 3053 3064 rBV 1523673 2141533 13.06% 1.759%
22 21.592 3106 3112 3122 rBV 3560333 4763088 29.05% 3.911%
23 21.704 3127 3131 3140 rVB 815342 1051692 6.41% 0.864%
24 22.192 3210 3214 3224 rBV 651450 890518 5.43% 0.731%
25 22.727 3301 3305 3316 rVB 446255 728712  4.44%  0.598%
26 23.339 3404 3409 3414 rBV 321141 512684 3.13% 0.421%
27 24.033 3523 3527 3537 rVB2 197991 384783 2.35% ©.316%
28 24.192 3547 3554 3567 rVB2 1902940 4112206 25.08%  3.377%
29 24.704 3633 3641 3655 rVB 3341236 7625211 46.51% 6.262%

Sum of corrected areas: 121777722
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP016462.D\data.ms

1.2e+07
le+07

8000000

6000000 5.593 7.216

4000000 9.275

10.910
2000000 8.081

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP016462.D\data.ms

20.039
1.2e+07

8000000
16.222
6000000 16.098

17.492
4000000 14.728

18.339

14.340 19.5699.90 420 208
1418} 18016 _ froran7

T i e B F T B i e AR I i I e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 18.00 1850 1900 19.50 20.00
Abundance TIC: BP016462.D\data.ms

2000000

1.2e+07
1e+07
8000000

6000000

4000000 21.592 24.704

21245 24.192
2000000 :
21.704 22192 55 797
: 23.339
24.03 J

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Acqg On 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
BP016462.D

Aug 2023 18:28

Operator : MA/JU

Sample
Misc
ALS vial : 20

Quant Method
Quant Title

TIC Library

: 03715-10

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 1 1-Decene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.340 6.77 ng 1858640  Acenaphthene-d10 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 95
2 Cyclodecane 140 C1eH20 000293-96-9 94
3 1-Undecanol 172 C11H240 000112-42-5 91
4 Carbonochloridic acid, decyl ester 220 C11H21C102 055488-51-2 91
5 1-Dodecanol 186 C12H260 000112-53-8 91

Abundance Scan 1879 (14.340 min): BP016462.D\data.ms (-1873) (- m/z 55.10 100.00%
55.1
5000 JX¥
— ——
‘ ‘ ‘40_0 14.00 14.50
Ol AL, 2049 2809  385.1444.2 5349 m/z 69.05  86.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20642: 1-Decene
55.0
5000 — ——
14.00 14.50
m/z 41.05 83.01%
40.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20643: Cyclodecane
55.0
— =
14.00 14.50
5000 m/z 43.05 78.62%
\ 140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47365: 1-Undecanol — =
69.0 14.00 14.50
m/z 56.05 73.13%
5000 K
o Mg
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP072723.M Wed Aug 02 11:04:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.098 26.62 ng 7314840  Acenaphthene-d10 14.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2178 (16.098 min): BP016462.D\data.ms (-2171) (- | m/z 104.95 100.00%
105.0
182.1
5000
— —
39 16.00 16.50
o bbb L2811 385.1412.3471.95288 /7, 77.00  66.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — —
16.00 16.50
m/z 182.05 51.97%
o9 |
\\‘\‘\\l\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #30106: Benzenecarbothioic acid, S-methyl ester
105.0
— —
16.00 16.50
5000 m/z 51.00 23.53%
8.0
O i R R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- —+ —
105.0 16.00 16.50
m/z 181.05 8.27%
5000
O 2%20\ SRASABAABERARBASREAY
R e R R A RARERRRRERARRE cer T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
BP016462.D

Aug 2023 18:28

: MA/JU
: 03715-10

. 20

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.339 8.26 ng 2594840  Phenanthrene-d10 17.492
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 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2559 (18.339 min): BP016462.D\data.ms (-2553) (- m/z 73.00 100.00%
73.0
5000 k
2132 T ]
HH 18.00 18.50
0 Ml J'uu i) L ‘2_79”3‘3‘2‘7‘?‘ 3989 48205390 /7 59,95  81.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I T
18.00 18.50
H 213.0 m/z 43.05 80.91%
O\\i“ \l\‘i“m‘\“\‘\l\1\\\‘\“\f‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= =
18.00 18.50
5000 m/z 41.05 67 .59%
171.0
I mn
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid = B
73.0 18.00 18.50
m/z 55.10 66.19%
5000
185.0
oh L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

BP016462.D
. 01
: MA/JU

: 03715-10

. 20

Quant Title

TIC Library

Aug 2023 18:28

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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.
19.569 6.51 ng 1549240  Chrysene-d12 21.592
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2768 (19.569 min): BP016462.D\data.ms (-2764) (- m/z 73.00 100.00%
73.0
5000 mwfwjkvvwmmwA
185.1 — :
‘ ’ ’ \ 284.1 19.50
ol ‘M Y R ~ L3420 A289489.5547. ./ 43,05 95.41%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 - ‘
185.0 19.50
’ m/z 59.95 84.61%
Ofl \’\l‘\\”\\u\\‘\\l\\“\‘\L\H‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
=T T
19.50
5000 m/z 57.10 77 .62%
‘ 143.0 242.0
ML)
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ‘
43.0 19.50
m/z 55.00 74.18%
5000 284.0
129.0
20
ol Ml B2 | armo IS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 unknownl19.904 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.904 6.44 ng 1533510  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 254 C12H1406 000959-26-2 46
2 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 43
3 Ethanol, 2-[4-(1,1-dimethylethyl... 208 C13H2002 054934-87-1 42
4 2-Hydroxy-1-isoindolinone 149 C8H7NO2 1000289-12-0 38
5 2-(Propoxycarbonyl)benzoic acid 208 C11H1204 1000373-63-1 32

Abundance Scan 2825 (19.904 min): BP016462.D\data.ms (-2820) (- m/z 192.95 100.00%
192.9

——

5000
104.0 AN
44(ﬂ \ \ 20.00
Ot bbb b b L) 281034113991 474.95334  1/7 148.95  77.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140005: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyeth
193.0
5000 T
20.00
m/z 211.00 36.83%
121.
O‘\\%ﬁio\\\i\\“\\\\\\‘\\l\\\‘\\\255\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67561: 2,4,6-Trimethoxybenzonitrile
193.0
—~
20.00
5000 ITI/Z 104.00 25.38%
69.0
134,

0! BN R R R R R R U B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #85104: Ethanol, 2-[4-(1,1-dimethylethyl)-2-methylpheno e
193.0 20.00

m/z 76.00 20.59%

—

5000

41.0
[o )/ | Mu\‘ |

[E—

L s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP072723.M Wed Aug 02 11:04:30 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16462.D

Acqg On : 01 Aug 2023 18:28

Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 6 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.298 2.64 ng 627928 Chrysene-di2 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2892 (20.298 min): BP016462.D\data.ms (-2887) (- m/z 57.10 100.00%

57.1
5000 A
R ——

‘ Fell 1972 ‘ 20.00 20.50
ol AL LI 497:2 261034104010 4748 549. ;0 7110  74.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
20.00 20.50
m/z 43.05 68.36%
120 10 2960
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
F T
20.00 20.50
5000 ITI/Z 85.05 53.15%
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107225: Tetradecane, 4-ethyl- ““T”TAT ;
43.0 20.00 20.50
m/z 41.05 30.24%
5000
‘ 113.0 197.0
ol e et b e e e e e e I e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP072723.M Wed Aug 02 11:04:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.786 3.95 ng 940748  Chrysene-di12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2975 (20.786 min): BP016462.D\data.ms (-2971) (- m/z 57.05 100.00%
57.0
——

5000 A
T
20.50 21.00

127.1 207.0
LT 2070 2820 398.0415847595350 w7110 71.57%

0 .lm‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000

20.50 21.00
m/z 43.05 66.96%

7.0
J\ 1| Allh L1 1197'0 282.0

\‘l\ - |
RN RN R R R R R RN RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #194590: Heneicosane
57.0
— =
20.50 21.00
5000 ITI/Z 85.10 51.64%
ol LT 1970 2960
A A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- —— =
57.0 20.50 21.00
m/z 41.05 28.82%
5000
183.0
SN T TSN B L SRS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP080123\

Data File : BP@16462.D

Acqg On 01
Operator : MA/
Sample . 037
Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Aug 2023 18:28
Ju
15-10

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 8 Heptadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21245  8.98 ng 2141530 Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecame 240 C17H36 000629-78-7 93

1000382-90-3 91
1000382-54-3 91
1000383-11-5 91
1010309-12-5 91

2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S

Abundance Scan 3053 (21.245 min): BP016462.D\data.ms (-3049) (- m/z 57.05 100.00%

57.0
5000

—
21.00 21.50

)Jﬁffﬁ1 207.0 2851  400.8 477.2535.1

O h ML £907, 285 4008 47725351 ys; 43.10  75.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 — e
21.00 21.50
m/z 71.10 70.02%
P 7.0 240.0
O‘\\“Tg"’lj\‘r‘l\JM‘F\‘H““\‘\\‘\‘\H}‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

o

= =
21.00 21.50
5000 m/z 85.10  49.06%

o

/| ‘JFF?” 196.0 269.0
A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

>

Abundance #277469: Carbonic acid, eicosyl vinyl ester e —=
57.0 21.00 21.50
m/z 55.05 39.11%
) Ub
ol ‘1kff91830 252.0 3250
P S R AT e == s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP@16462.D

Acqg On : 01 Aug 2023 18:28

Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.704 4.42 ng 1051690  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 92
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3131 (21.704 min): BP016462.D\data.ms (-3127) (- | m/z 57.05 100.00%
57.0
5000
e —
‘ 1271 1g7, 21.50 22.00
ol b TL[7, 1972 30933663 428.8488.9549. /7 71 o5 74.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 N ——
21.50 22.00
m/z 43.10 65.37%
oLt Ll 2270 197.0 268.0
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
s =
21.50 22.00
5000 m/z 85.10 53.58%
126.0 3090
bl ‘ 1111, 1830 251.0° ) 3660
A A e e e
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl- — =
43.0 21.50 22.00
m/z 41.05 24.72%
5000
182.0
113.0 309.0
ol LR T B0, S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.192 3.74 ng 890518  Chrysene-di2 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3214 (22.192 min): BP016462.D\data.ms (-3210) (| | m/z 57.85 100.00%

57.0
5000

I
" 2200 2250
207.0
ob H‘ﬂwﬁtuum‘MH‘wgg%?u§ﬁ§94ﬁ+9?2+§‘§4%' m/z 71.10 76.81%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275543: Eicosane, 7-hexyl-

5000 e —y
22.00 22.50

m/z 43.05 66.31%

ik
197.0 2810
O\\ \I\\\‘\F\\\\119‘1\\![\\}l\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0

T
22.00 22.50

14)]
~l
o

5000 m/z 85.05 53.70%
obd \ } ” ﬁ L1970 267.0 337.0  449.0
“W‘H“H“ AR R A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- = =
57.0 22.00 22.50

m/z 41.10 25.72%

5000
1 309.0
\\‘ ’ﬁ\\\lg?o |

0 ‘H““w““_““u““H‘“‘H“‘H““w““_““‘ — -
miz--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\

Library Search Compound Report

Data File : BP@16462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Pentadecane, 8-hexyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.727 3.06 ng 728712  Chrysene-di12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 3305 (22.727 min): BP016462.D\data.ms (-3301) (- m/z 57.05 100.00%

57.0
5000

T
22.50 23.00

1 208.0 \
ouu_["LﬂzmmH‘aH?ﬁ?:q"“355‘19““1‘5‘197‘14-2"5“‘?: m/z 71.10  74.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 = ==
22.50 23.00

m/z 43.10 64.84%

196.0
O\\\J‘\[\\iﬂgl\llT‘\Wf\f\\215‘3\\0f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

T
22.50 23.00

5000 m/z 85.05 55.24%
oL, || A27-0 1970 281.0  394.0
H“_"w"H"H“H“_‘H“H‘,H“_“w“u,‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T =
57.0 22.50 23.00

m/z 55.05 24.70%

- \WV\A\A\AAA
it

1
ol LLLILPPIO 1070 2670 3670

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP080123\

Data File : BP@16462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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 12 Tetracosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.339 2.49 ng 512684  Perylene-d12 24.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Heptadecane 240 C17H36 000629-78-7 94
4 Hexadecane 226 Cl6H34 000544-76-3 93
5 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 90

Abundance Scan 3409 (23.339 min): BP016462.D\data.ms (-3404) (- m/z 57.05 100.00%
57.0

%

5000
1271 207.0 23.00 23.50
0 Hw“' ek 2089 34103990 47515361 v s 7105 73.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 ~ -
23.00 23.50
m/z 43.05 61.79%
1
‘\ if Il \1970 28\20
O \‘\\‘\\\\‘\\\T‘\‘\\‘\‘f\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #246480: Tetracosane
57.0
23.00 23.50
5000 ITI/Z 85.10 51.96%
1 || 1770 197.0 28103380
(OYEEEE  Rt a Hc ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane T T
57.0 23.00 23.50
m/z 55.00 21.60%
“ | 1127 .0 240.0
O — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723 .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 unknown24.704 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.704  37.09 ng 7625210  Perylene-d12 24.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 27
2 Phthalic acid, monoethyl ester 194 C1eH1e04 002306-33-4 22
3 2-Thiazolamine, 4-(4-methoxyphen... 296 C17H16N20S 1010319-57-2 14
4 (2S,7R,Z)-2-Ethyl-1-methyl-3-pen... 325 C20H27N30 1000482-33-2 12
5 3-Ethylideneisobenzofuranone 160 C10H802 004767-63-9 12

Abundance Scan 3641 (24.704 min): BP016462.D\data.ms (-3633) (- m/z 296.10 100.00%

296.1
104.0
5000
2450 2500
1F 9 . .
3b4.1 .
ol 3R Ly ki 42349, | PPI1a1604750 548 /) 104 00 81.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26799: Phthalic anhydride
104.0
5000 — —
24.50 25.00
m/z 76.00 52.09%
38.
O‘\\\l\l‘\\\Ji\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68424: Phthalic acid, monoethyl ester
104.0
—— —
24.50 25.00
5000 ITI/Z 341.05 51.89%
450
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194017: 2-Thiazolamine, 4-(4-methoxyphenyl)-N-(4-met — —
296.0 2450 25.00
m/z 324.05 35.08%

5000

149 0

- —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

E::i:::::::=>

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080123\
Data File : BP016462.D

Acqg On : 01 Aug 2023 18:28
Operator : MA/JU

Sample : 03715-10

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP072723.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|
1-Decene 14.340 6.8 ng 1858640 3 14.728 5494830 20.0
Benzophenone 16.098 26.6 ng 7314840 3 14.728 5494830 20.0
n-Hexadecanoic ... 18.339 8.3 ng 2594840 4 17.492 6283190 20.0
Octadecanoic acid 19.569 6.5 ng 1549240 5 21.592 4763090 20.0
unknown19.904 19.904 6.4 ng 1533510 5 21.592 4763090 20.0
Heptadecane, 2,... 20.298 2.6 ng 627928 5 21.592 4763090 20.0
Eicosane 20.786 4.0 ng 940748 5 21.592 4763090 20.0
Heptadecane 21.245 9.0 ng 2141530 5 21.592 4763090 20.0
Nonadecane 21.704 4.4 ng 1051690 5 21.592 4763090 20.0
Eicosane, 7-hexyl- 22.192 3.7 ng 890518 5 21.592 4763090 20.0
Pentadecane, 8-... 22.727 3.1 ng 728712 5 21.592 4763090 20.0
Tetracosane 23.339 2.5 ng 512684 6 24.192 4112210 20.0
unknown24.704 24.704 37.1 ng 7625210 6 24.192 4112210 20.0
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