LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc :

ALS vial : 8 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137254.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.693 434 443 450 rBV 34199 39320 1.94% 0.331%
2 5.040 497 502 512 rVB 30379 40929 2.02% 0.344%
3 5.428 563 568 571 rBV 1706766 1583781 78.23% 13.315%
4 6.422 733 737 755 rBV 1464758 1681393 83.05% 14.135%
5 6.792 796 800 814 rBV 340696 347600 17.17%  2.922%

6 7.351 890 895 0914 rBV 1081923 1067897 52.75% 8.978%
7 8.069 1013 1017 1033 rVB 468782 449876 22.22%  3.782%
8 9.145 1196 1200 1211 rBV 2217448 2024551 100.00% 17.020%
9 9.822 1311 1315 1325 rBV 617076 508766 25.13% 4.277%
10 10.616 1446 1450 1467 rBV 1217301 1183466 58.46%  9.949%

11 11.316 1565 1569 1578 rBV 473620 470877 23.26%  3.959%
12 11.857 1656 1661 1672 rBV 76898 129244 6.38% 1.087%
13 12.916 1836 1841 1844 rBV 1748367 1670786 82.53% 14.046%
14 13.963 2016 2019 2030 rBV 356454 383309 18.93%  3.222%

15 14.080 2035 2039 2042 rVB2 20845 21917 1.08% 0.184%

16 14.768 2150 2156 2162 rBV3 16633 27511 1.36% 0.231%

17 15.445 2266 2271 2278 rBV 184366 242559 11.98% 2.039%

18 15.968 2356 2360 2365 rBv4 11989 21330 1.05% 0.179%
Sum of corrected areas: 11895112
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Feb 2024 14:48
¢ CG\JU
: P1337-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
BF137254.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF137254.D\data.ms

5.428

6.422

7.351

6.792

4.693 5.040

Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2000000

1500000

1000000

500000

TIC: BF137254.D\data.ms
9.145

12.916

10.616

9.822
8.069 11.316

L 11.857

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF137254.D\data.ms

13.963
15.445
4.080 14.768 /\A 15.968

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.693 2.26 ng 39320 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 74
3 4-Cyclohexene-1,2-dicarboximide, ... 207 C12H17NO2 028916-00-9 42
4 Anthracene, 9,10-diethyl-9,10-di... 236 C18H20 046868-29-5 40
5 Anthracene, 9-ethyl-9,10-dihydro... 264 C20H24 1000154-57-7 40
Abundance Scan 443 (4.693 min): BF137254.D\data.ms (-434) (-) m/z 207.00 100.00%
207.0
5000
e ARRN RS R
50.9 95.9 133.0 4.40 4.60 4.80 5.00
ol 2 e b e m/z 208.10  23.47%
miz-> 50 100 150 200 250 300
Abundance #102257: Cyclotrisiloxane, hexamethyl-
207.0
5000 L e e e

4.40 4.60 4.80 5.00
m/z 209.00 13.83%

96.0
133.0
150 610 | | . ||
T T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #251605: Arsenous acid, tris(trimethylsilyl) ester
207.0
AR o
4.40 4.60 4.80 5.00
5000 ITI/Z 191.00 9.82%
73.0 133.0
oL3to L | | .167.0 | h 241.0 327.(
e e R
miz--> 50 100 150 200 250 300
Abundance #83846: 4-Cyclohexene-1,2-dicarboximide, N-butyl-, cis- Crp e
80.0 207.0 4.40 4.60 4.80 5.00
' m/z 133.00 8.85%
5000 152.0
28.0
0 VY ] N U N — SR | —
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.35 ng 40929 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 32
3 3-Octanol 130 C8H180 000589-98-0 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
Abundance Scan 502 (5.040 min): BF137254.D\data.ms (-497) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.0 T o e
| 83.1 4.80 5.00 5.20 5.40
O e el e e e m/z 59.10  66.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\\‘\\\\‘\\\\’\\\\‘!\\\\
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.60%
15.0 101.0
0 2%\ Ly | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
 EARamEE
4.80 5.00 5.20 5.40
5000 m/z 57.95 19.90%
43.0 ‘ 101.0
27. ‘ 83.0
0 """‘w"mﬂ”"u“‘Mw‘u::;H""‘H_MH_MW_M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol PR T T AT
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.44%
5000 83.0
41.0 101.0
27.ﬁ
0 ‘H""“"“1‘H‘MMH“"1”iH‘ui‘m‘mu‘mwuwmw \N\Hn‘\uﬁ\m‘\\n\\’\\\\n‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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.
11.857 5.49 ng 129244  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1661 (11.857 min): BF137254.D\data.ms (-1656) (- m/z 72.95 100.00%
43.1 |73.0
5000
129.1
213.2 e
157.1185.0 3 11.50 12.00
0! m/z 60.00 94.69%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — S
11.50 12.00
167.01g5 02130  256.0 m/z 43.10 89.78%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75713: Dodecanoic acid
73.0
43.0 e i ——
11.50 12.00
5000 m/z 57.10 77 .09%
29.0
157.0 200.0
|
0 wa‘luu;““‘!““” ‘ ”M\MHH‘\ S Y S SN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 68.84%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ s —
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\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Carbonic acid, eicosyl viny... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.768 2.27 ng 27511  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72
3 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 53
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 53
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 53

Abundance Scan 2156 (14.768 min): BF137254.D\data.ms (-2150) (- m/z 57.00 100.00%

57.0
5000

. o
‘ ‘ \M ! 7P 281.0 14.50 15.00
b SR m/z 43.65 72.01%

\
; e R
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

5000

o

7
14.50 15.00
m/z 71.10 56.30%

M 4410 1820 252.0 325.1
T \ T ‘ L T L ‘ L ‘ T L
m/z--> 50 100 200 250 300
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0

—
14.50 15.00

o

5000 m/z 85.00 39.74%
9.0 .
ok Ll “L | 180 as0 280 o
miz--> 100 150 200 250 300
Abundance #257561: Sulfurous acid, butyl pentadecyl ester — ——
57.0 14.50 15.00

m/z 55.00 30.06%

o
m/z--> 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137254.D

Acqg On : 02 Feb 2024 14:48
Operator : CG\JU

Sample : P1337-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
Cyclotrisiloxan... 4.693 2.3 ng 39320 1 6.792 347600 20.0
2-Pentanone, 4-... 5.040 2.4 ng 40929 1 6.792 347600 20.0
n-Hexadecanoic ... 11.857 5.5 ng 129244 4 11.316 470877 20.0
Carbonic acid, ... 14.768 2.3 ng 27511 6 15.445 242559 20.0

8270-BF013024.M Mon Feb ©5 10:57:59 2024 Pag 7



