LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53
Operator : MA/JU

Sample : PB159773BL

Misc :

ALS vial : 3  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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44765.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.857 296 301 312 rVB 191051 278791  2.29% 0.444%
2 5.304 370 377 391 rBV 4992543 7161269 58.82% 11.409%
3 6.875 635 644 658 rBV 4495346 7202461 59.16% 11.474%
4 7.687 775 782 790 rVB 887332 1399433 11.49% 2.229%
5 8.851 972 980 995 rBV 2665906 4549306 37.36% 7.248%

6 10.469 1246 1255 1266 rBV 1119691 1895236 15.57% 3.019%
7 12.957 1670 1678 1688 rBV 5750802 8973117 73.70% 14.295%
8 14.339 1906 1913 1924 rBV 1495969 2298450 18.88% 3.662%
9 15.839 2161 2168 2186 rBV 4743998 6951884 57.10% 11.075%
10 17.092 2374 2381 2392 rBV 1800305 2693528 22.12% 4.291%

11 18.004 2530 2536 2553 rBV 720205 1079650  8.87%
12 19.292 2750 2755 2766 rBV 326984 510473 4.19%
13 19.439 2777 2780 2787 rVB 235155 277814  2.28%
14 19.739 2825 2831 2837 rBV 9178587 12175487 100.00% 19.
15 20.492 2956 2959 2964 rBV 193831 230920 1.90%
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16 21.297 3091 3096 3103 rBV 1910740 2537798 20.84% 4.043%
17 22.886 3363 3366 3374 rVB 214055 296202  2.43%
18 23.544 3473 3478 3488 rVB 1163467 2257868 18.54%  3.597%

©
N
N
N
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Sum of corrected areas: 62769687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Mar 2024 12:53
: MA/JU
: PB159773BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
BM044765.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM044765.D\data.ms
8000000
6000000
5.304
6.875
4000000
8.851
2000000
7687 10.469
4.857
0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM044765.D\data.ms
19.739
8000000
6000000 12.957
15.839
4000000
2000000 14.339 17.092
18.004 19% 20.49
O T L o o L e e L o e A A sy S BB A e T e
Time--> 12.00 12,50 13.00 13,50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM044765.D\data.ms
8000000
6000000
4000000
21.297
2000000 23.544
22.886
S Y, G
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53
Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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.
4.857 3.98 ng 278791 1,4-Dichlorobenzene-d4 7.687

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 301 (4.857 min): BM044765.D\data.ms (-296) (-) m/z 43.00 100.00%
43.0
5000
101.0 T T T T T T
‘ ‘ 4.60 4.80 5.00 5.20
ol il 1468 1928 2820 /7 59.00  56.86%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L A BN NN B
4.60 4.80 5.00 5.20
m/z 101.00  18.93%
‘ 101.0
01:\3“\0‘”\‘ ‘fh‘ ‘ ‘\ T \‘ T “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4970: 3-Hexano
59.0
A ma RN RaaRE
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.42%
270
AN T S
m/iz--> 50 100 150 200 250
Abundance #4528 2,3-Butanedione, monooxime R EENE LR e N RR
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.02%
5000
101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53
Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.004 8.02 ng 1079650  Phenanthrene-d10 17.092
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 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2536 (18.004 min): BM044765.D\data.ms (-2530) (- | m/z 73.00 100.00%
73.0
5000
129.0 JK\wNA
213.1 1 ]
‘ ‘71]‘. ‘ 256.1 a5, 18.00
0 b L L b 894 s 59,95 91.41%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00
171.0 213.0 256.0 m/z 43.00 89.81%
0! \‘\\h“‘\ ‘H“‘h‘\ ‘\ ‘ ‘ ‘ S - “\‘ I I
miz--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
R
18.00
5000 129.0 m/Z 41.00 73.77%
29. 171.0
‘ 214.0
0 “ dm‘m\u\\\“ h‘ H““‘w”“””“”“‘
m/z--> lOO 150 200 250 300 350
Abundance #126199 Pentadecanoic acid =
18.00
m/z 55.00 73.03%
5000 129.0
‘ 199.0 2420
oL g o Lo L
m/z--> 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53
Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.292 4.02 ng 510473  Chrysene-d12 21.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
Abundance Scan 2755 (19.292 min): BM044765.D\data.ms (-2750) (- | m/z 73.00 100.00%
73.0
5000 1290 Ju
185.1 2411 T T
‘ ‘ ‘ 284.1 19.00 19.50
oL SO st g L L 3289 s 43010 97.29%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 = s
1850 54y o 2240 m/z 60.00  89.59%
0! m}‘ﬂh“w w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . Eamanae e
miz--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
—— =
19.00 19.50
5000 129.0 m/z 56.95 72.95%
29. 171.0
‘ 214.0
ok “M wm‘“ 7 B ‘ S —
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid s —
73.0 19.00 19.50
m/z 55.00 69.64%
5000 129.0
29.
199.0 242.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53

Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.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 Hexadecanoic acid, 2-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.439  2.19ng 277814 Chrysene-d12 21.297

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 87
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 72
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 72
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15C1F202 1010376-27-1 35

Abundance Scan 2780 (19.439 min): BM044765.D\data.ms (-2777) (+ | m/z 56.05 100.00%
56.0
129.0 257.1 P
19.50
170.9 213.1 ‘
0 Al BT T | Ao 31223487 4. 57,05  59.67%
miz--> 50 100 150 200 250 300 350
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0
5000 1
257.0 19.50
m/z 41.00 49.33%
129.0
\H | | 17102130 ‘ 312.0
0- h\“\m\“““‘ ‘\H“‘\‘\ \“‘\ T T \‘\ 1 “\ T T T
miz--> 50 100 150 200 250 300 350
Abundance #214942: Hexadecanoic acid, butyl ester
56.0
—r
19.50
5000 ITI/Z 43.05 48.33%
129.0 257.0 t120
12.
ol by il 180 1 R
m/z--> 50 100 150 200 250 300 350
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester e
56.0 19.50
m/z 55.00 35.49%
5000
129.0 257.0
L 230 smo B0
0\w‘w‘\“w“\‘“\“‘\“““‘w”“w“?\“‘\\w‘\’w‘\\‘?“\w\\’\‘ww\‘w L —
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53

Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

Concentration Rank 4

5 Docosane, 11-butyl-

R.T. EstConc Area Relative to ISTD R.T.
22.88 2.62ng 206202 Perylene-di2 23.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 Co6Hs4 013475-76-8 90

2 Octacosane 394 C28H58 000630-02-4 86
3 Tricosane 324 C23H48 000638-67-5 81
4 Nonadecane 268 C19H40 000629-92-5 81
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 74
Abundance Scan 3366 (22.886 min): BM044765.D\data.ms (-3363) (- | m/z 57.10 100.00%
57.1
5000 WL
22%6 éde
113.1 207.0 . .
ow‘_l!m\_“wf*wmm‘%7‘2;‘1‘“?"5‘9"9““1“‘3:2‘_”59912‘“ m/z 71.10  56.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — —
22.50 23.00
m/z 43.00 54.42%
113.0
0\\\ ‘\!\J\[‘l\d\‘}\\Hl\‘\\z\]{?\“(\)\‘\\\3\0‘\9\?\:3‘6\6\\0\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
— ——
22.50 23.00
5000 ITI/Z 85.10 45.72%
o ““ [113-0169.0225.0281.0337.0394.0
“H“H‘_“w“u‘u“_“w‘H“H“_‘H“H“H‘w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229645: Tricosane “ —
57.0 22.50 23.00
m/z 55.00 22.39%
5000 MMMMWWMwwaAMMNNW¢wWWMW
L[ ae00z250 3240
) SRR R O D E— — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32624\
Data File : BM@44765.D

Acqg On : 26 Mar 2024 12:53
Operator : MA/JU

Sample : PB159773BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-... 4.857 4.0 ng 278791 1 7.687 1399430 20.0
n-Hexadecanoic ... 18.004 8.0 ng 1079650 4 17.092 2693530 20.0
Octadecanoic acid 19.292 4.0 ng 510473 5 21.297 2537800 20.0
Hexadecanoic ac... 19.439 2.2 ng 277814 5 21.297 2537800 20.0
Docosane, 11-bu... 22.886 2.6 ng 296202 6 23.544 2257870 20.0
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