LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : 09 Jun 2023 17:56
Operator : CG\JU

Sample : 03039-06

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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133681.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.051 500 504 511 rVB 34538 39419 2.05% 0.291%
2 5.451 567 572 575 rBvV 1988224 1790852 93.09% 13.236%
3 6.463 739 744 747 rBV 1753833 1823075 94.76% 13.474%
4 6.834 804 807 811 rBV 687734 628005 32.64% 4.642%
5 7.398 899 903 906 rBV 1219028 1125735 58.52%  8.320%
6 8.122 1022 1026 1029 rBV 980835 757452 39.37%  5.598%
7 9.198 1205 1209 1212 rBV 2387210 1923838 100.00% 14.219%
8 9.875 1321 1324 1328 rBV 800468 682791 35.49% 5.047%
9 10.592 1442 1446 1449 rBV 242322 202754 10.54% 1.499%
10 10.669 1455 1459 1462 rBV 994481 932695 48.48% 6.894%
11 11.369 1574 1578 1581 rBV 697905 595947 30.98% 4.405%
12 11.892 1658 1667 1672 rBV2 118655 146029 7.59% 1.079%
13 12.469 1760 1765 1770 rBV9 9106 22754 1.18% 0.168%
14 12.580 1781 1784 1790 rBV 34691 37110 1.93% 0.274%

0

15 12.957 1844 1848 1851 rBV 1636115 1395028 72.51% 16@.

16 14.010 2024 2027 2031 rBV 455655 428842 22.29%
17 14.645 2131 2135 2142 rBV 452108 446711 23.22%
18 14.933 2182 2184 2189 rBV5 54948 82129 4.27%
19 15.480 2273 2277 2281 rBV 273865 341876 17.77%
20 15.957 2353 2358 2363 rBvV4 58078 126883 6.60%
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Sum of corrected areas: 13529925
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Jun 2023 17:56
¢ CG\JU
: 03039-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
BF133681.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF133681.D\data.ms

5.451
6.463

7.398

6.834

5.051

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: BF133681.D\data.ms
9.198

12.957

8.122 10.669

9.875
11.369

0
Time-->

10.592
11.892
| 1248480

‘ ‘
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF133681.D\data.ms

14.010 14.645

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : @09 Jun 2023 17:56
Operator : CG\JU

Sample : 03039-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.592 5.94 ng 202754  Acenaphthene-di10 9.875
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 49
3 Benzoic acid, ethyl ester 150 C9H1e02 000093-89-0 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1446 (10.592 min): BF133681.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
RN T
10.50
152.0
Ol il e 2280 T m/z 77.00 61.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  52.05%
27.0 A | 126.0 152.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
RN T
10.50
5000 7.0 m/z 50.95  26.33%
51.0
15.0 | ‘ | 136.0 164.0
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28315: Benzoic acid, ethyl ester Py ‘
105.0 10.50
m/z 181.10 8.60%
5000 7m0
51.0 150.0
27.0
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : @09 Jun 2023 17:56
Operator : CG\JU

Sample : 03039-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.90 ng 146029  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1667 (11.892 min): BF133681.D\data.ms (-1658) (- m/z 43.10 100.00%

5000

-

11.50 12.00
m/z 73.00 94.27%

mi/z--> 50 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add
5000 129.0 T R
11.50 12.00
1710 213.0 256.0 m/z 60.00 87.35%
\\\\M‘ ﬁ‘\ ‘H‘\ M‘ \\\‘\‘[ \“r‘\\“‘\\\\‘\\\
mi/z--> 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
— e
11.50 12.00
5000 129.0 m/Z 41.05 84.61%
171.0
‘ m ‘ 214.0
‘ H‘ ‘H‘\‘\HM‘\‘ ‘\“““““““““
m/z--> 100 150 200 250 300
Abundance #126199:Pentadecanok:add — —
11.50 12.00

m/z 57.10 76.18%

5000 129.0
199.0 2420
Ly \\h” ‘\H H\ ‘ 630 ‘ ‘

m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : @09 Jun 2023 17:56

Operator : CG\JU

Sample : 03039-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1,4-Benzenedicarboxylic aci... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.645 20.83 ng 446711 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 80
2 Terephthalic acid, 3-methoxyphen... 384 C23H2805 1000415-82-4 46

3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 43
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 38
Abundance Scan 2135 (14.645 min): BF133681.D\data.ms (-2131) (. m/z 70.10 100.00%
70.1
149.0
261.1
5000
—— —
‘} ' l‘ 14.50 15.00
MM‘ iy L4 2071 | 81203622 4323 149.00  80.39%
miz--> 100 150 200 250 300 350 400 450
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 1450 1500
261.0 .
m/z 261.15 62.35%
‘ l‘JJ \‘\\’\\\\"\\\\’\\\\’\
m/z--> 100 150 200 250 300 350 400 450
Abundance #290826: Terephthalic acid, 3-methoxyphenyl octyl ester
261.0
s =
14.50 15.00
5000 57.10 44 .32%
149.0
650 | | ‘ 3830
T R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
0.0 261.0 1450 1500
’ m/z 112.05 44 ,32%
5000
149.0 JL
m/z--> 50 100 150 200 250 300 350 400 450 1450 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
BF133681.D

: 09 Jun 2023 17:56
¢ CG\JU
: 03039-06

: 9

hod
le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 9-Tricosene, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.933 4.80 ng 82129  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 53
2 Pentacosanal 366 C25H500 058196-28-4 52
3 1,16-Hexadecanediol 258 C16H3402 007735-42-4 49
4 Tetradecanal 212 C14H280 000124-25-4 43
5 E-11(13-Methyl)tetradecen-1-0l a... 268 C17H3202 1000130-80-4 43

Abundance Scan 2184 (14.933 min): BF133681.D\data.ms (-2182) (| m/z 57.10 100.00%
57.1
302.1
5000
151.0 S
‘ n | “ 382.1 4513504, 15.00
AR VLI " m/z 43.10  94.43%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #227236: 9-Tricosene, (2)-
55.0
111.0
5000 T
15.00
m/z 82.10 84.87%
‘ } 322.0
\“\\\“\“\\\f“”\h\‘l].ﬂﬁz'fo\‘212\4\.\()[\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275519: Pentacosana
82.0
——
15.00
5000 ITI/Z 55.00 64 .85%
29. 138.0 348.0
\‘ \| ‘I ‘ “\ L 2360 2920\ \
A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146033: 1,16-Hexadecanediol —
55.0 15.00
m/z 302.10 59.46%
5000
Il
UL ase0220 .
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : @09 Jun 2023 17:56
Operator : CG\JU

Sample : 03039-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Dotriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.957 7.42 ng 126883  Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane 451 C32H66 000544-85-4 50
2 Eicosane 282 C20H42 000112-95-8 46
3 Decyl .alpha.-d-glucoside, 3-ace... 434 C25H3806 1000211-42-9 46
4 Pentatriacontane 493 C35H72 000630-07-9 43
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 41

Abundance Scan 2358 (15.957 min): BF133681.D\data.ms (-2353) (- m/z 57.00 100.00%
57.0

5000
111.1
316.1 LT
‘ ‘“ H “ 207.0 263.1 370.3 4342 492. 16.00
‘ﬂm;gym m/z 43.10 68.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325753: Dotriacontane
57.0
5000

—
16.00
71.106  49.77%

LT 269022502810 337 0 35,0 4500

\\f‘\\\\‘\\\\‘\\\‘\‘}\\\‘\\\\‘N\‘\‘\“\‘\%\‘\T\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176385: Eicosane

57.0

—
16.00
5000 85.10 44.74%

Lregzes W
LB B Wi e —
miz-> 50 100 150 200 250 300 350 400 450

Abundance #319715: Decyl .alpha.-d-glucoside, 3-acetyl-4,6-O-benzy 7
43.0 16.00
m/z 55.10  41.40%

5000
05.0

‘ ‘ # (2250 2850
M‘ ‘H I i ﬂ‘ l 374.0 434 0

7
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060923\
Data File : BF133681.D

Acqg On : 09 Jun 2023 17:56
Operator : CG\JU

Sample : 03039-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Benzophenone 10.592 5.9 ng 202754 3 9.875 682791 20.0
n-Hexadecanoic ... 11.892 4.9 ng 146029 4 11.369 595947 20.0
1,4-Benzenedica... 14.645 20.8 ng 446711 5 14.010 428842 20.0
9-Tricosene, (Z)-  14.933 4.8 ng 82129 6 15.480 341876 20.0
Dotriacontane 15.957 7.4 ng 126883 6 15.480 341876 20.0
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