LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc :

ALS Vvial : 13  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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136475.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.028 496 500 511 rVB 234876 258487 11.40% 1.576%
2 5.440 565 570 573 rBV 1996417 1937438 85.45% 11.816%
3 6.440 735 740 743 rBV 2071209 1918090 84.60% 11.698%
4 6.793 797 800 804 rVB 774832 663447 29.26% 4.046%
5 7.357 890 896 899 rBV 1421907 1220415 53.83% 7.443%
6 8.075 1013 1018 1021 rBV 1003808 873104 38.51% 5.325%
7 9.151 1195 1201 1204 rBV 2858908 2267327 100.00% 13.828%
8 9.828 1312 1316 1319 rBV 1198099 910988 40.18% 5.556%
9 10.622 1446 1451 1454 rBV 1235973 1114980 49.18% 6.800%
10 10.728 1465 1469 1475 rBV 31912 32178 1.42% 0.196%
11 11.322 1566 1570 1572 rBV 831728 763480 33.67% 4.656%
12 11.339 1572 1573 1577 rVB 37525 28585 1.26% 0.174%
13 11.857 1657 1661 1666 rBV 193802 184903 8.16% 1.128%
14 12.533 1773 1776 1781 rBV 91545 84509 3.73% 0.515%
15 12.645 1791 1795 1800 rBV4 37966 45815 2.02% ©0.279%
16 12.763 1809 1815 1818 rBV 70711 84904 3.74% 0.518%
17 12.916 1837 1841 1844 rBV 1917290 1574609 69.45% 9.603%
18 13.898 2003 2008 2012 rBV4 34200 74907 3.30% 0.457%
19 13.969 2016 2020 2024 rBV 649982 697725 30.77% 4.255%
20 14.069 2035 2037 2041 rVB4 29065 31607 1.39% 0.193%
21 14.457 2099 2103 2106 rBVS5 43442 50272 2.22% 0.307%
22 14.616 2126 2130 2135 rBV 644798 615852 27.16% 3.756%
23 14.839 2165 2168 2174 rVB5 40772 64790 2.86% 0.395%
24 14.910 2178 2180 2185 rVB6 33308 40367 1.78% 0.246%
25 15.016 2195 2198 2202 rBV2 34967 56629 2.50% 0.345%
26 15.110 2211 2214 2220 rVB3 40610 49993 2.20% 0.305%
27 15.280 2240 2243 2247 rVB5 29977 34883 1.54% 0.213%
28 15.380 2258 2260 2264 rVB 24727 28862 1.27% 0.176%
29 15.451 2267 2272 2278 rBV 457777 585574 25.83% 3.571%
30 15.710 2314 2316 2320 rVB4 25444 27786 1.23% 0.169%
31 15.951 2353 2357 2364 rBV3 39261 73819 3.26% 0.450%

Sum of corrected areas: 16396325
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136475.D\data.ms
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Abundance TIC: BF136475.D\data.ms
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Abundance TIC: BF136475.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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.
5.028 7.79 ng 258487 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
Abundance Scan 500 (5.028 min): BF136475.D\data.ms (-496) (-) m/z 43.10 100.00%
431
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101.0 SN A W
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- m/z 59.05 63.83%
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Abundance #9477: 3-Hexanol, 4-methyl-
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e B ARREEEEEY
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dso Ly LT
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Abundance #48846: 1,8-Nonanediol, 8-methyl- T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 4.84 ng 184903  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1661 (11.857 min): BF136475.D\data.ms (-1657) (- m/z 73.00 100.00%
73.0
43.0
5000 129.1
1571 213.2 — e
m | +1185.1 ‘ 2561 11.50 12.00
0! ‘JW‘HHNNWEwquuk‘ﬂwﬁww_uu_h‘_ul_ m/z 60.00 90.58%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 43.05 77 .64%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 = e
11.50 12.00
5000 129.0 m/z 55.85 71.41%
185.0
|
RIS 0 T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid = 7
1
43.0 73.0 11.50 12.00
m/z 57.10 70.04%
5000 129.0
171.0
214.0
otsal LIS S
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1-Tetradecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.15 ng 74907  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 64
2 2-Hexyldodecyl acetate 312 C20H4002 1000368-55-9 64
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 58
5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 58
Abundance Scan 2008 (13.898 min): BF136475.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0
971
5000
233.9 302.1 — ——
167.1 339.1 13.50 14.00
0b— L“‘ | m/z 55.85 82.87%
m/z--> 50 100 150 200 250 300 350
Abundance #92362: 1-Tetradecano
83.0
43.0
5000 — —
13.50 14.00
m/z 43.05 68.40%
LT e
0\\“\“\““‘\ “\\““ 1‘\“\‘\‘|\‘\\\2‘\\.\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #214916: 2-Hexyldodecyl acetate
43.0
— ——
13.50 14.00
5000 3.0 m/z 69.10 62.56%
H 26.0 167.0 252.0
ol bl Ly 2000 202000
m/z--> 50 100 150 200 250 300 350
Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 97.10 58.59%
o | waw
39.0
O S Y S B
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.616 17.65 ng 615852  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 87
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 72
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 62
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 43
5 Terephthalic acid, 4-fluoro-2-me... 402 C23H27FO5 1000415-83-4 35
Abundance Scan 2130 (14.616 min): BF136475.D\data.ms (-2126) (- m/z 70.10 100.00%
70.1
149.0
261.1
5000
—= —
h h ‘ H 1801 | 1 14.50 15.00
oty U L 891 ] 1809.1349.9 u/; 149.00  82.52%
m/z--> 100 150 200 250 300 350
Abundance #295785 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 == e
14.50 15.00
m/z 261.10 67.80%
0 L \M‘h‘\”‘ \‘\ "\‘\‘ \‘ T ‘ \‘\ \ \ ’ L ‘ \‘\ 1:3\0‘4\.0\\ \3‘6\1.\0\ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
— —
14.50 15.00
5000 70.0 m/z 112.05 52.32%
149.0
B L A L
m/z--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) — —f
70.0 14.50 15.00
m/z 167.00  40.23%
112.0
5000 261.0
67.0
09 |||
o UL L L sore | Jses0sere I
mlz--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 7 unknownl4.839 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.839  2.21ng 64790 Perylene-di2 15.451

Hit# of 5 Tentative ID MW MolForm CASH# Qual

11,3,5,7,9,11-hexasiloxane, 1,1,3... 542 C20H5405Si6 1000458-50-7 42
2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37

3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 22
4 Tetrazole, 1-(2-fluorophenyl)-5-... 342 C18H19FN4S 1000272-52-4 22
5 1H-Purine-2,6-dione, 3,7-dihydro... 326 C18H22N402 333415-38-6 14
Abundance Scan 2168 (14.839 min): BF136475.D\data.ms (-2165) (- m/z 73.00 100.00%
73.0
147 1
2211
281.1
5000 355.0
429.0 — ——
14.50 15.00
0 ‘H‘MM WWWWW( m/z 147.05 82.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343051: 1,3,5,7,9,11-hexasiloxane, 1,1,3,3,5,5,7,7,9,9,1
2
73.0 147.0 2210
5000 — —
355.0 14.50 15.00
' m/z 221.05 63.73%
0 T rh T i \T“l\hl rU\‘ T \h"m\ \\\ \Jf rhT \l\ T \L\ } }l T \\“4:2\\8\(‘)\4§5\‘9\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119062: Mercaptoacetic acid, 2TMS derivative
73.0
147.0
— —
14.50 15.00
5000 m/z 281.05 45.13%
221.0
L Y S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl- — —
221.0 14.50 15.00
m/z 355.00 37.11%
73.0
5000 147.0
281.0
341.0
ol e sne gy
miz--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 8 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.951 2.52 ng 73819  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Docosane 310 C22H46 000629-97-0 83
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 2357 (15.951 min): BF136475.D\data.ms (-2353) (- m/z 57.10 100.00%
5711
91 16.00
‘ ‘ H 162.9207.0 252.1295.1338.1 382.2 :
0Lty ‘h}\\‘\h\‘u\mi\\\‘“‘m‘ﬂw“AH‘M\‘wh}HH\‘\L;IH‘HHMu‘\lw\‘\m\‘m‘\\I‘ 4 i Ll "“ m/z 71.10 63.57%
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 T
16.00
9.0 m/z 85.10 48.23%
0 L uh\ \‘M \‘\‘ h‘ 1‘4\1.?1\8:\3'0225'0267'0 3380
\\\\‘\\\\‘\\\\‘\‘\\‘\“f‘\‘\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
——
16.00
5000 m/z 43.10 44.76%
9.0
L1010 9000
(N P B i P G
m/z--> 50 100 150 200 250 300 350
Abundance #184136: Octadecane, 1-chloro- T
57.0 16.00
m/z 55.00 21.80%
5000
1?5'01470
01‘5:(# L A Mkl 207189.0231.0 2880 —
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120823\
Data File : BF136475.D

Acqg On : 08 Dec 2023 19:12
Operator : CG\JU

Sample : 05629-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-... 5.028 7.8 ng 258487 1 6.793 663447 20.0
n-Hexadecanoic ... 11.857 4.8 ng 184903 4 11.322 763480 20.0
1-Tetradecanol 13.898 2.1 ng 74907 5 13.974 697725 20.0
1,4-Benzenedica... 14.616 17.6 ng 615852 5 13.974 697725 20.0
unknown14.839 14.839 2.2 ng 64790 6 15.451 585574 20.0
Tetracosane 15.951 2.5 ng 73819 6 15.451 585574 20.0
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