LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc :

ALS Vvial : 15 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: BF137238.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.187 12 17 23 rVB 16027 21211 1.51% 0.218%
2 3.304 205 207 216 rBV 13745 31337 2.24% 0.322%
3 5.028 496 500 507 rVB 29622 36344 2.59% 0.373%
4 5.422 563 567 581 rBV 1252489 1232525 87.91% 12.653%
5 6.422 733 737 751 rBV 1231822 1214500 86.62% 12.468%
6 6.792 796 800 808 rBV 376101 343085 24.47%  3.522%
7 7.351 891 895 908 rBV 849086 781672 55.75% 8.024%
8 8.069 1013 1017 1025 rBV 517664 445701 31.79%  4.575%
9 8.386 1067 1071 1079 rBV 29403 35004 2.50% 0.359%
10 9.145 1196 1200 1203 rBV 1740498 1402089 100.00% 14.393%
11  9.822 1309 1315 1320 rBV 630820 536039 38.23% 5.503%
12 9.927 1329 1333 1336 rVB3 19056 23665 1.69% 0.243%
13 10.233 1382 1385 1388 rBV3 20597 21719 1.55% 0.223%
14 10.386 1405 1411 1414 rBV6 13541 30191 2.15% ©0.310%
15 10.486 1421 1428 1431 rBV 46341 63778 4.55% 0.655%

16 10.610 1446 1449 1457 rBV 865372 810129 57.78%

8.
17 10.751 1468 1473 1480 rBV 85617 105058 7.49% 1.078%
18 11.222 1550 1553 1556 rVB 102266 94052 6.71% 0.965%
19 11.316 1565 1569 1577 rBV 431477 428373 30.55% 4.397%
20 11.574 1610 1613 1616 rBvV2 27800 26851 1.92% 0.276%
21 11.857 1658 1661 1665 rBV 72836 72735 5.19% 0.747%
22 12.527 1772 1775 1778 rBV2 27405 26465 1.89% 0.272%
23 12.757 1812 1814 1818 rVB 18462 18084 1.29% 0.186%
24 12.910 1836 1840 1855 rVB 1207344 1095475 78.13% 11.246%
25 13.821 1992 1995 2013 rVB4 51037 97967 6.99% 1.006%
26 13.963 2015 2019 2028 rVB 373485 385119 27.47% 3.953%
27 14.845 2166 2169 2174 rBV3 17328 17823 1.27% 0.183%
28 15.445 2266 2271 2280 rBV 263962 326698 23.30% 3.354%
29 16.033 2367 2371 2376 rBVe6 8696 17618 1.26% 0.181%
Sum of corrected areas: 9741307
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Feb 2024 18:23
¢ CG\JU
¢ P1311-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
BF137238.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: 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\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.12 ng 36344 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 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 45
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 25
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 500 (5.028 min): BF137238.D\data.ms (-496) (-) m/z 43.05 100.00%
43.0
50.1
5000
101.0 ““‘86”6‘0‘”‘2‘0‘”‘6‘
4.80 5.00 5.20 5.4
i 83.0 :
O ey el e e e m/z 59.18  57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e
4.80 5.00 5.20 5.40
59.0 m/z 101.00  18.82%
101.
O 27.O!f83.000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
B ARREEEEEE
4.80 5.00 5.20 5.40
5000 50.0 m/z 58.05 16.69%
101.0
15.0 ‘
O brrrprter ety e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16436: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.95%
43.0
5000
o‘Wﬁﬁﬁw‘w‘\mwH‘mﬂ-p_??‘-?"_‘H‘%%?;?Hl‘ﬁs‘;?_ o A 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 Sulfurous acid, butyl dodec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.486 2.38 ng 63778  Acenaphthene-di0 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78
2 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 72
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
Abundance Scan 1428 (10.486 min): BF137238.D\data.ms (-1421) (- m/z 57.10 100.00%
57.1
5000
85.1
——
113 1 10.50
7139.1 169.1  207.2
0 m/z 71.05 43.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 1
85.0 10.50
m/z 43.05 38.97%
29.0 113.0 169.0
0\\\\‘\‘\‘\\‘1\\!‘1\“\\“‘WH\H‘\\‘\‘\‘\\]_\?\’?\(\)\\‘\1\\‘\\\\‘\\2\\2‘]-\\()\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90199: Tetradecane, 3-methyl-
57.0
——
10.50
5000 m/z 85.10 29.90%
85.0
183.0
113.0
Otk L M0 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 10.50
m/z 41.05 26.19%
o W
29.0
bt 10 01600 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.751 4.90 ng 105058  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 87
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80

Abundance Scan 1473 (10.751 min): BF137238.D\data.ms (-1468) (- m/z 57.10 100.00%

57.1
5000
85.0

.
‘ ‘ 113.1 10.50 11.00

1410 18322142 ' RS
m_m‘uH‘un:“wuwuw“_WWWWww?"’(““?w m/z 71.85 68.85%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

5000 T ——
85.0 10.50 11.00
29.0 : 113.0 o ITI/Z 43.10 54.65%
ol ‘ oLy 150" 500630
\H‘HH[\H‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59036: Undecane, 6-ethyl-
57.0
— —
10.50 11.00
5000 m/z 41.10 28.20%
29.0 85.0
154.0
1138.0
o""‘h“w‘“!u‘J‘:‘“w“‘J"‘ﬁ""_H“Wlﬁ““?wwW_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33083: Decane, 2-methyl- T —
57.0 10.50 11.00
m/z 85.05 25.40%

5000
20.0 85.0
L
) \‘\ 141.0

M - ——
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.222 4.39 ng 94052  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1553 (11.222 min): BF137238.D\data.ms (-1550) (- m/z 57.10 100.00%
57.1

-

99.1 11.00 11.50
a11 1972 ' '

- ,‘“u ba Lo 1972 2as0 m/z 71.10  70.97%

m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0

5000

m/z 43.05 43.73%

99.0
o L Ll LT, 1410 1e20 2400
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 ITI/Z 85.10 37.29%
99.0
oL A ALy JAD 1830 2300 206
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — ——
57.0 11.00 11.50
m/z 41.10 28.07%
- ﬁvwﬁﬁmﬂwmwﬂMMVM”wﬁwww
113.0
183.0
ol LT 0 e
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.40 ng 72735  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 1661 (11.857 min): BF137238.D\data.ms (-1658) (- m/z 73.00 100.00%

43.1 73.0
5000

| 1150 12.00
[ — m/z 43.10  91.28%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance 143510: n-Hexadecanoic acid
60.

5000 129.0

O #

“ T
11.50 12.00
m/z 60.00  84.35%

157-0185.0213'0 256.0

0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109284: Tetradecanoic acid
73.0
SN R
129.0 11.50 12.00
5000 43.0 m/z 55.05 66.97%
185.0 228.0
1Q1.0
o b AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid “ ‘ ‘
43.0 73.0 11.50 12.00
m/z 41.10 66.93%
5000 129.0
199.0
ol s ) s T
oW\m\_wAMmu‘um_m_‘H_AH_\WH_‘H_W‘ -
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\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample : P1311-01

Misc

ALS vial : 15 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 6 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 5.09 ng 97967  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Cyclopentadecane 210 C15H30 000295-48-7 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 83
Abundance Scan 1995 (13.821 min): BF137238.D\data.ms (-1992) (- m/z 55.00 100.00%
58.0
97.0
5000
— ——
137.0 179 216.1 302.1 13.50 14.00
ol b o A 2 7 L m/z 57.18 96.52%
miz-> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — e
13.50 14.00
25.0 m/z 43.10 89.36%
L \ i ‘ 168.0 238.0
04 — ‘\“H\ T \H’ ‘1‘\“‘\‘“ "“\“\ [ 7 T T T T T
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
— ——
13.50 14.00
5000 97.0 m/z 69.18  89.33%
L e o0
WL N 0 O N T I A
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 “ T
57.0 97.0 13.50 14.00
m/z 83.05 82.46%
5000
39.0
o100 | L |11 | [T 18102220 oag 3080 T e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020124\
Data File : BF137238.D

Acqg On : 01 Feb 2024 18:23
Operator : CG\JU

Sample ¢ P1311-01

Misc

ALS Vvial : 15 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|
2-Pentanone, 4-... 5.028 2.1 ng 36344 1 6.792 343085 20.0
Sulfurous acid,... 10.486 2.4 ng 63778 3 9.822 536039 20.0
Pentadecane, 2,... 10.751 4.9 ng 105058 4 11.316 428373 20.0
Heptadecane 11.222 4.4 ng 94052 4 11.316 428373 20.0
n-Hexadecanoic ... 11.857 3.4 ng 72735 4 11.316 428373 20.0
n-Nonadecanol-1 13.821 5.1 ng 97967 5 13.963 385119 20.0
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