LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

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 M\Methods\8270-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@47408.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.558 275 284 294 rBV 413194 588010 8.47% 1.310%
2 5.005 354 360 377 rBV 2309046 3536136 50.96% 7.876%
3 6.569 619 626 655 rBV 2162337 3769400 54.32% 8.396%
4 7.340 750 757 767 rBV 761728 1246457 17.96% 2.776%
5 8.493 944 953 971 rBV 1488190 2578824 37.17% 5.744%
6 9.081 1046 1053 1069 rBV3 52167 135451 1.95% 0.302%
7 10.099 1216 1226 1243 rBV 930891 1649762 23.78% 3.675%
8 10.687 1321 1326 1339 rBV5 27021 71400 1.03% 0.159%
9 12.610 1646 1653 1674 rBV 3562207 5539804 79.84% 12.339%
10 13.934 1870 1878 1884 rBv4 25666 72722 1.05% 0.162%

11 14.004 1884 1890 1899 rBV 1456779 2221530 32.02%
12 15.392 2119 2126 2141 rBV 1329523 1947210 28.06%
13 15.522 2141 2148 2167 rVV 2560334 4048694 58.35%
14 15.957 2214 2222 2228 rBV 173219 251218 3.62%
15 16.775 2355 2361 2367 rBV 1758516 2564189 36.96%
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16 17.710 2515 2520 2532 rBV 539059 957686 13.
17 18.539 2653 2661 2665 rBV3 59602 122809 1
18 18.857 2710 2715 2722 rBV 172708 295452  4.26%
19 18.933 2725 2728 2735 rVV5 78259 157192 2
20 19.010 2737 2741 2753 rVV2 238994 425742 6
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21 19.222 2773 2777 2783 rVB 175486 223313
22 19.439 2809 2814 2826 rVB 5743040 6938664 100.00% 15.
23 20.745 3032 3036 3044 rBV 522156 743824 10.72%
24 21.021 3077 3083 3088 rBV 1670122 2454496 35.37%
25 23.721 3535 3542 3555 rVB 990176 2357537 33.98%
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Sum of corrected areas: 44897522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047408.D\data.ms
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Time--> 3.00 350 400 450 500 550 6.00 650 700 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047408.D\data.ms
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Abundance TIC: BM047408.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\

BMO47408.D
: 30 Aug 2024 16:20
: RC/JU
: P3799-01
: 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.558 9.43 ng 588010 1,4-Dichlorobenzene-d4 7.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 181 C4H7NO2 016504-58-8 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 284 (4.558 min): BM047408.D\data.ms (-275) (-) m/z 43.10 100.00%
43.1
5000 A\
101.1
PP T
4.20 4.40 4.60 4.80
Ot 3L 1849 1651 1929 m/z 59.10  63.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L N B LA LN B
4.20 4.40 4.60 4.80
101.0 m/z 101.10 26.06%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
LT
4.20 4.40 4.60 4.80
5000 m/z 58.05 15.35%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone ARARRNEEEEEERENS ane
43.0 4.20 4.40 4.60 4.80
m/z 41.05 8.52%
5000 101.0
700
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.392 15.19 ng 1947210  Phenanthrene-d10 16.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 2126 (15.392 min): BM047408.D\data.ms (-2119) (- | m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0 o
15.00 15 50
152.0
OFrrrrrrrrrrdbr e el L2070 sz 77,05 66.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 15.00 15.50
510 m/z 182.05 58.86%
o280 L | 12701520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—
77.0 15.00 15 50
5000 m/z 51.05 21.74%
51.0
ol 280 “ A | 1340 165.0
R B e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32010: Acetophenone, 2-chloro-
105.0 1500 1550
m/z 181.10 9.49%
77.0
5000
51.0
0 270 \‘ Ll | ‘ 127 0 1540
R R e B P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 1550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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.
17.710 7.47 ng 957686  Phenanthrene-d10 16.775
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 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2520 (17 710 min): BM047408.D\data.ms (-2515) (- | m/z 73.10 100.00%

129.1 //L
213.2 -

171.1 ‘ 256.1 1750 18.00
I

w‘h‘“ ks ‘u “‘ M‘ Lo | 8021 385 . cp.10  78.24%

5000

0

m/z-->
Abundance

#143510: n-Hexadecanoic acid

100 150 200 250 300 350
#92069: Tridecanoic acid

m/z-->
Abundance

17.50 18.00

100 150 200 250 300 350 /L
5000 129.0 — —
17.50 18.00
‘ 1710 213.0 256.0 m/z 43.10 71.17%
0! » \\‘H\ ‘H‘\ al ‘ ‘\ 1 \“ “ \‘w - ‘ “‘ LA B e e i\

5000 129.0 m/Z 57.10 64.12%
171.0
‘ 214.0
0 dh”\ \\\H | “ ‘n — ‘ ™ “\ LA e e s
m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid S B
73.0 17.50 18.00

m/z 55.05 59.69%

5000
129.0
29. 185.0 228.0
HM‘ h” M‘\ i} ‘ ! ‘\ l ‘\ ;

0 A e = R
miz--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.010 3.47 ng 425742  Chrysene-d12 21.022
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2741 (19.010 min): BM047408.D\data.ms (-2737) (- m/z 73.10 100.00%
73.1

5000

=

241.2

185.1

284.3

19.00
m/z 43.10  79.53%

0,
m/z--> 50 100 150 200 250 300 350

Abundance #179093: Octadecanoic acid
73.0

129.0 284.0

1850 2410 19.00
‘ m/z 60.05 75.29%
NJWMM\‘ \L

m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid

73.0
e
19.00
5000 129.0 m/z 55.10 70.43%
50

-

50007 28.0

0 L1 ‘

%

‘ 199.0 242 0

ok ‘ \\H“\uh\\\\n‘m‘\‘\‘\“ H‘HH’HH“

m/z--> 100 150 200 250 300 350

Abundance #143510: n-Hexadecanoic acid T ‘

19.00
m/z 57.10 68.97%

5000 129.0

171.0 213.0 256.0

— W VIS S
miz--> 50 100 150 200 250 300 350 19.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 6 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.745 6.06 ng 743824  Chrysene-di12 21.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 3036 (20.745 min): BM047408.D\data.ms (-3032) (- | m/z 57.10 100.00%

57.1

T
20.50 21.00

168.1 229.1
oLk ‘H““w““w‘l““m‘“u“m“2‘8‘2(}‘3‘2911,””‘4‘3;'( m/z 83.10  92.40%
miz--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 T

1
20.50 21.00
m/z 55.10  86.48%

29. ‘ J.{39.0
T \“\‘ l\“‘\ L “ ‘1‘ \‘H‘\ ‘h “h\ I\ ]\-9\6‘.\()\ T ‘ \2\89.\()‘ TTTT ’ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0

T
20.50 21.00

o

5000 11.0 m/z 69.10 84.20%
350.0
ST AURVEC I oo
mlz--> 50 100 150 200 250 300 350 400
Abundance #286432: Heptacos-1-ene T —
57. 20.50 21.00

m/z 43.10  83.65%

h I J«/\J
1670 2220 378.0

m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83024\
Data File : BM0@47408.D

Acqg On : 30 Aug 2024 16:20
Operator : RC/JU

Sample : P3799-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@82624.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-... 4.558 9.4 ng 588010 1 7.346 1246460 20.0
Benzophenone 15.392 15.2 ng 1947210 4 16.775 2564190 20.0
n-Hexadecanoic ... 17.710 7.5 ng 957686 4 16.775 2564190 20.0
Octadecanoic acid 19.010 3.5 ng 425742 5 21.022 2454500 20.0
Behenic alcohol 20.745 6.1 ng 743824 5 21.022 2454500 20.0
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