LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133568.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 6 13 19 rBV 31530 45044  1.84% 0.246%
2 5.034 497 501 508 rBvV 85476 99342 4.06% 0.542%
3 5.440 565 570 573 rBV 2275124 2227952 91.00% 12.163%
4 6.457 737 743 746 rBV 2161541 2249538 91.88% 12.281%
5 6.834 803 807 810 rBV 1102552 899988 36.76% 4.913%

6 7.392 898 902 905 rBV 1682369 1379971 56.36%  7.534%
7 8.116 1021 1025 1028 rBV 1434752 1110798 45.37%  6.064%
8 9.192 1204 1208 1211 rBV 3125106 2448433 100.00% 13.366%
9 9.869 1320 1323 1327 rBV 1328963 1062534 43.40% 5.801%
10 10.586 1441 1445 1447 rBV 138792 123080 5.03% 0.672%

11 10.657 1453 1457 1460 rBV 1584229 1317336 53.80% 7.192%
12 10.780 1472 1478 1479 rBV2 28563 45299 1.85% 0.247%
13 11.357 1572 1576 1579 rBV 1302364 1043065 42.60% 5.694%
14 11.380 1579 1580 1583 rVB 79902 43657 1.78% ©.238%
15 11.886 1663 1666 1671 rBV 328486 309482 12.64% 1.690%
16 12.568 1779 1782 1785 rBV 176003 164398 6.71% 0.897%
17 12.674 1797 1800 1804 rBV2 104464 110784 4.52% ©.605%
18 12.798 1818 1821 1824 rBV 148303 121057 4.94% ©0.661%
19 12.951 1842 1847 1850 rBV 2188929 2084296 85.13% 11.379%
20 13.180 1884 1886 1890 rBv4 50328 67593 2.76%  ©.369%

21 13.998 2021 2025 2028 rBV2 740795 814796 33.28% 4.448%
22 15.462 2270 2274 2277 rBV 454084 549271 22.43%  2.999%

Sum of corrected areas: 18317714
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Jun 2023 16:28
¢ CG\JU
: 02998-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
BF133568.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M

Quant Title

TIC Library

: 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\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.034 2.21 ng 99342  1,4-Dichlorobenzene-d4 6.834

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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 501 (5.034 min): BF133568.D\data.ms (-497) (-) m/z 43.00 100.00%

43.0
5000 59.0
61 101.1 4.80 5.00 5.20 5.40
ol el S m/z 59.00 51.33%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L L LN I
59.0 4.80 5.00 5.20 5.40
m/z 58.00 16.71%
15.0 101.0
‘ " | 83.0 !
0\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
S BARRREE N R
4.80 5.00 5.20 5.40
5000 410 m/z 101.10 15.47%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e ERaEEIE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000
15.0 72.0 100.0
o
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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.
10.586 2.32 ng 123080  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
3 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 47
4 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1445 (10.586 min): BF133568.D\data.ms (-1441) (- m/z 104.95 100.00%
105.0
77.0 182.1
5000 '
LN \
50.0 152.1 10.50
0 brrprrrrprderpreth e bbb e M/z 77.08 58.20%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #56922: Benzophenone
105.0
77.0
5000 e :
182.0 10.50
m/z 182.10  50.83%
0l18.0 (ﬁ A 1520
H\‘H\\‘H\\‘HH‘\H\‘H\\‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
RN T
77.0 183.0 10.50
5000 m/z 50.95 25.09%
50.0
0 ‘\ m‘ ‘ 154.0 |
R R R R RAaAEaaRasaEa
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #142407: acetic acid, 2-bromo-, 2-oxo-2-phenylethyl este P ‘
105.0 10.50
m/z 181.05 8.56%
5000
77.0
50.0 136.0 169.0 198.0 227.0 256.0 A
Y i AT RV SWE Vi T4
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.886 5.93 ng 309482  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1666 (11.886 min): BF133568.D\data.ms (-1663) (- m/z 43.05 100.00%
43.0
5000
129.1
— —
213.2
\ 17\11\ | 25612921 T 12.00
0! b Ll L1 2923 3300 90,05 88, 55%
mfz--> 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add
5000 129.0 [ T
11.50 12.00
1710 213.0 256.0 m/z 60.00 86.90%
[ Em— ‘M‘ m\h”w u‘\‘m | “ | “‘ \‘ “\‘\‘ . "\‘ e
miz-> 50 100 150 200 250 300
Abundance #126199:Pentadecan0k:acm
— =
11.50 12.00
5000 129.0 m/z 57.05 76.23%
‘ 199.0 2420
miz--> 100 150 200 250 300
Abundance #92063: Tridecanoic acid T —
73.0 11.50 12.00
m/z 41.05 72.52%
5000 129.0
29. 171.0
e
ol u\hmwmmwm,w_m ol T
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.674 2.12 ng 110784  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Eicosanoic acid 312 C20H4002 000506-30-9 60
5 Pentadecanoic acid, 15-bromo- 320 C15H29Bro02 056523-59-2 60

Abundance Scan 1800 (12.674 min): BF133568.D\data.ms (-1797) (- m/z 43.05 100.00%

43.0
5000

31 129.0

185.1 U
241.2 284.1 2332 12.50 13.00
oL dl. : m/z 72.95  72.04%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0

5000 e yrs
3.0 12.50 13.00
’ 284.0 o
185.0 o419 m/z 57.05 71.77%
oL ““ H‘ ‘1‘““0“1 w“‘ ‘ I ‘L “\‘ “ - \‘ “\ ‘\‘ . e
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
— —
12.50 13.00
5000 m/z 59.95 69.73%
129.0
3.0 213.0
Wbl T2,
o] L “ \‘““‘whh“\ ‘1‘““\“” ! | “ “ “‘u\‘ Ll “‘ R B e e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es | it e

43.0 12.50 13.00
m/z 55.00 68.47%

5000 284.0
3.0 129.0

1850 2410

oL Lhidh . RN A ¥ .

T ‘
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133568.D

Acqg On : 05 Jun 2023 16:28
Operator : CG\JU

Sample : 02998-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.034 2.2 ng 99342 1 6.834 899988 20.0
Benzophenone 10.586 2.3 ng 123080 3 9.869 1062530 20.0
n-Hexadecanoic ... 11.886 5.9 ng 309482 4 11.357 1043070 20.0
Octadecanoic acid 12.674 2.1 ng 110784 4 11.357 1043070 20.0
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