LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample : P1117-01

Misc . S1-COMPOSITE

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137051.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 8 14 18 rBV 11456 19322 1.54% 0.224%
2 5.022 495 499 508 rBvV 60347 71676 5.72% 0.830%
3 5.434 565 569 586 rBV 1069223 1047851 83.58% 12.133%
4 6.434 735 739 753 rBV 1180647 1059661 84.52% 12.269%
5 6.781 795 798 802 rBV 411706 339806 27.10%  3.934%

6 7.345 890 894 897 rBV 796295 684144 54.57%  7.921%
7 8.057 1012 1015 1019 rBV 493038 433186 34.55% 5.016%
8 9.139 1194 1199 1202 rBV 1375937 1253779 100.00% 14.517%
9 9.257 1215 1219 1228 rVB2 14632 19491 1.55% 0.226%

9.816 1310 1314 1324 rBV 605781 484274 38.63%
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11 10.610 1446 1449 1462 rBV 717852 715717 57.08%
12 11.310 1564 1568 1571 rBV 564684 450729 35.95%
13 11.845 1656 1659 1662 rBV 148997 148495 11.84%

O ® B U1
~N
[ty
o)
IS

14 12.533 1773 1776 1779 rBV 36252 35667 2.84% 413%
15 12.633 1790 1793 1805 rBV 32805 49279 3.93% 571%
16 12.763 1810 1815 1820 rVB 32982 35024 2.79%  0.406%
17 12.904 1835 1839 1842 rBV 1079157 891988 71.14% 10.328%
18 13.886 2000 2006 2011 rBV7 17519 47561 3.79% ©.551%
19 13.969 2016 2020 2024 rBV 360101 322495 25.72%  3.734%
20 14.433 2096 2099 2103 rBVS5 12393 13102 1.e5% 0.152%
21 14.592 2123 2126 2131 rVB 32610 35293 2.81% ©.409%
22 15.021 2196 2199 2203 rBV 21511 37477 2.99% 0.434%
23 15.086 2207 2210 2213 rVB5 11594 15873 1.27% 0.184%
24 15.333 2249 2252 2257 rVB 12865 18527 1.48% 0.215%
25 15.392 2259 2262 2268 rVB2 19767 27958 2.23% ©0.324%

26 15.463 2268 2274 2282 rBV 270476 378253 30.17%  4.380%

Sum of corrected areas: 8636628
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Jan 2024 16:28
: CG\JU
. P1117-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
BF137051.D

S1-COMPOSITE

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample : P1117-01

Misc S1-COMPOSITE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.022 4.22 ng 71676  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
3 Acetone 58 C3H60 000067-64-1 9
4 Pentane, 2-methoxy- 102 C6H140 006795-88-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 499 (5.022 min): BF137051.D\data.ms (-495) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 (T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
0 H‘_"w‘H“H‘MM:H‘Hl‘p‘H“H‘_ﬁ‘w“m“u‘_ m/z 59.00 61.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L RN RN
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10  20.74%
O \\\‘\!‘flf‘\\!‘3!“?1\.\0\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5058: Propane, 2-ethoxy-2-methyl-
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.17%
87.0
20.0 41.0
B T .
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #236: Acetone ey
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.93%
5000
58.0
15"0 270
o e we T LT R N 1 A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample : P1117-01

Misc S1-COMPOSITE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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.
11.845 6.59 ng 148495  Phenanthrene-di10 11.310
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1659 (11.845 min): BF137051.D\data.ms (-1656) (- m/z 73.00 100.00%
43.1 73.0
5000 1291
213.1
— Pt
157.2185.1 3 1150 12.00
[ m/z 43.10  99.49%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
157.01g5 02130  256.0 m/z 59.95 81.97%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— S
11.50 12.00
5000 129.0 m/z 57.05 72.03%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid e ]
73.0 11.50 12.00
m/z 41.05 71.58%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR = g
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample : P1117-01

Misc S1-COMPOSITE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.633 2.19 ng 49279  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 53
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 1793 (12.633 min): BF137051.D\data.ms (-1790) (- m/z 73.00 100.00%
43.1 73.0

5000 129.1
185.1 241.2
‘ ‘ H ‘ ‘ 284.: 12.50 13.00
0l h”‘ JM‘ 1 TR N L m/z 43.10 93.07%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0 M
0

-

5000 129.0 T
12.50 13.00

m/z 57.05 88.18%

‘ 1850 o410 284l
0L \“ \“\‘ W \‘H““M”‘L \M ] - . S ‘L - ““
m/z--> 5 100 150 200 250
Abundance #126203: Pentadecanoic acid

43.0 73.0

7 7
12.50 13.00
5000 129.0 m/z 55.00 76.59%
199.0 2420
0 H\\ ‘H‘u‘ UM H;M‘\HM} “‘\ ‘1‘15‘3-“0; “‘ TR
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T ——
73.0 12.50 13.00
m/z 41.00 73.47%
43.0
5000
129.0
1710 5140
ot ‘\“ UJ ‘u‘n‘ ‘um‘ ‘\““L ‘m“‘ o “\ ‘\‘ ‘ “\‘ — — —
m/z--> 50 100 150 200 250 12.50 13.00
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Data Path : Z:\
Data File : BF1

Acqg On 12
Operator : CG\
Sample . P11
Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_F\Data\BF011224\
37051.D

Jan 2024 16:28

Ju

17-01

Sample Multiplier: 1

: C:\Database\NIST20.L

S1-COMPOSITE

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 5 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.95 ng 47561 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 72
2 17-Pentatriacontene 491 C35H70 006971-40-0 68
3 1-Tricosene 322 C23H46 018835-32-0 64
4 1-Hexadecanesulfonyl chloride 324 C16H33Clo2S 038775-38-1 49
5 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 49
Abundance Scan 2006 (13.886 min): BF137051.D\data.ms (-2000) (- m/z 57.00 100.00%
51.0
5000 111.0 WW‘/\/MNM
207.0
— —
L e e
oL LA I m/z 55.05  99.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
5000 — —
13.50 14.00
m/z 43.00 94.76%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— —
13.50 14.00
m/z 83.00 94.61%
5000 97.0
0 J‘ | ) 1153.0 210.0 267.0321.0 490.(
e L A T o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene “ —
43.0
97.0 13.50 14.00
m/z 69.00 93.06%
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample : P1117-01

Misc . S1-COMPOSITE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.592 2.19 ng 35293  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 72
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
3 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 32
4 9-(2',2'-Dimethylpropanoilhydraz... 576 C30H42C12N403 1000111-04-6 22
5 Mono(2-ethylhexyl) phthalate 278 C16H2204 004376-20-9 16

Abundance Scan 2126 (14.592 min): BF137051.D\data.ms (-2123) (| m/z 70.10 100.00%
70.1
149.0
5000 261.1
T \
207.0 302.1 14.50
0! m/z 149.00 54.42%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 T \
14.50
67.0 m/z 112.10 52.74%
0 29#’ ‘“ \L \‘\ } \“\ Tt ‘2:\1_?\0\ T \‘ T ‘13\0‘4\9\347‘\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
14.50
5000 67.0 m/Z 57.05 45.18%
o 2L L s | lsoso s MJMWW
m/z--> 50 100 150 200 250 300 350
Abundance #73673: 2-Propenoic acid, 2-methyl-, octyl ester T ‘
70.0 14.50
m/z 83.10 41.10%
5000 112.0 Ww
gl
oLl a0 .
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137051.D

Acqg On : 12 Jan 2024 16:28

Operator : CG\JU

Sample . P1117-01

Misc . S1-COMPOSITE

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-... 5.022 4.2 ng 71676 1 6.781 339806 20.0
n-Hexadecanoic ... 11.845 6.6 ng 148495 4 11.310 450729 20.0
Octadecanoic acid 12.633 2.2 ng 49279 4 11.310 450729 20.0
2- Chloropropio... 13.886 3.0 ng 47561 5 13.969 322495 20.0
1,3-Benzenedica... 14.592 2.2 ng 35293 5 13.969 322495 20.0
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