LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc :

ALS vial : 6 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131665.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 17 rVB 361747 452331 18.86% 2.737%
2 5.087 505 510 520 rVB 269370 357751 14.91% 2.164%
3 5.498 575 580 583 rBV 1905691 1866192 77.80% 11.291%
4 6.510 747 752 755 rBV 1956641 1905300 79.43% 11.528%
5 6.881 811 815 818 rBV 575922 466348 19.44%  2.822%

6 7.445 906 911 914 rBV 1286558 1224160 51.03% 7.407%
7 8.169 1030 1034 1037 rBV 732552 582129 24.27% 3.522%
8 9.251 1213 1218 1221 rBV 2793161 2299146 95.85% 13.910%
9 9.933 1330 1334 1337 rBV 849556 684418 28.53% 4.141%

10 10.651 1452 1456 1459 rBV 446209 336309 14.02% 2.035%
11 10.727 1464 1469 1472 rBV 1783827 1476890 61.57% 8.936%
12 11.427 1584 1588 1591 rBV 930117 732764 30.55% 4.433%
13 11.957 1675 1678 1681 rBV2 67006 63959 2.67% 0.387%
14 12.204 1717 1720 1723 rBV 225137 170899 7.12% 1.034%
15 12.645 1792 1795 1798 rVB 65805 53589 2.23% 0.324%
16 12.874 1828 1834 1839 rVB2 50201 50121 2.09% 0.303%
17 13.021 1855 1859 1862 rBV 2648878 2398762 100.00% 14.513%
18 13.945 2008 2016 2032 rBV6 60038 275818 11.50% 1.669%
19 14.080 2034 2039 2042 rBV 616738 523860 21.84% 3.170%
20 14.604 2123 2128 2137 rBV 12459 47113 1.96% 0.285%
21 14.939 2181 2185 2189 rBV 41449 41276 1.72% 0.250%
22 15.139 2216 2219 2222 rBV 22748 30191 1.26% 0.183%
23 15.215 2228 2232 2236 rVB 27394 32171 1.34% 0.195%
24 15.586 2289 2295 2304 rBV 329657 426748 17.79% 2.582%
25 16.068 2371 2377 2383 rVB3 17491 29896 1.25% 0.181%
Sum of corrected areas: 16528141
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2022 14:19
¢ CG\JU
: N6@38-15

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\

BF131665.D

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 19.40 ng 452331  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 8 (2.134 min): BF131665.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
570 2.202.302.402.50
e D m/z 43.05  33.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T[T T T[T T T[T T T [ TTTT T
43.0 2.202.302.402.50
' 87.0 m/z 87.10  25.29%
29.0
f%glo
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A
2.202.302.402.50
5000 41.0 55.0 m/z 54.95 24.06%
e,
el lly L 1120 a200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- ERARE R R
73.0 2.202.302.402.50
m/z 71.10 10.72%
5000
45.0
29.0
H_HWpHHNHW‘E%Q‘WHH‘HH‘HHMRHM‘H_H‘_H‘ P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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.
5.087 15.34 ng 357751 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 510 (5.087 min): BF131665.D\data.ms (-505) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 S S ——
| | ‘ 83.0 4.80 5.00 5.20 5.40 .
\\\’\\\\‘\\\\‘\\\\‘\‘\\\‘\\‘\‘\i\\\\‘\\\\‘\‘\\\’\\\}‘\\\\‘\ m/z 59.09 62.710
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L L L BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00  21.63%
31‘..0 0 ‘ 83.0 |
\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A mmm L
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.95%
41.0
29.0 101.0
e bl 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R EEmEEREEEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.12%
5000
101.0
150 310 | %80 505 geo
e e e e e e e
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\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.651 9.83 ng 336309  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 72
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 64
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 53
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 53
Abundance Scan 1456 (10.651 min): BF131665.D\data.ms (-1452) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— —
10.50 11.00
152.0
‘\H\‘H‘i\‘\HW‘HH‘\‘H\%2\6\.9\‘H‘}”\‘HH‘H\H m/Z 77 .00 73.7300
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.00  52.93%
‘\\\\‘\\‘\\‘\\\hl“\\\\‘\\\\112\6\.\()\‘\1\5%'\()‘\\\\‘”\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
717.0
— —
182.0 10.50 11.00
5000 m/z 51.00 27.15%
51.0 105.0
270 ‘ 1280 1020 \
L L e e A m e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — ——
105.0 10.50 11.00
m/z 50.00 9.21%
77.0
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 TIsopropyl palmitate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.204 4.66 ng 170899  Phenanthrene-die 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 58
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 35
5 Methyl 6-0-[1-methylpropyl]-.bet... 250 C11H2206 1010126-15-7 22
Abundance Scan 1720 (12.204 min): BF131665.D\data.ms (-1717) (-} | m/z 43.05 100.00%
43.0
5000 102.0
256.1
= =
JJ 171.0 2131 ‘ 12.00 12.50
S WSSO Ll b m/z ee.e0  58.86%
miz-> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0 k
5000 L e
256.0 12.00 12.50
m/z 41.05 57.16%
1570 2130
T T h‘\ ‘\“ “‘ ‘\H‘\ T \ \ \‘ \‘\ ‘ \ T T ‘ ‘\ T \2\98‘.(
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
=== ==
12.00 12.50
5000 256.0 m/z 57.05 53.33%
129.0
53.0 213.0
‘ ‘ 171.0
““‘ M‘H “H‘\‘H‘\ ‘\\ “““H ‘\‘\““““
miz--> 50 100 150 200 250 300
Abundance #197333: i-Propyl 14-methyl-pentadecanoate e oo gy
57.0 102.0 256.0 12.00 12.50
m/z 55.00 46.88%
5000
213.0
157.0 ‘
“;‘H‘\‘\\‘HNH“n“‘u‘“ “‘ - ‘\“ ‘\‘ : ‘2‘9?'( o ey s
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.945 10.53 ng 275818  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2016 (13.945 min): BF131665.D\data.ms (-2008) (- m/z 55.00 100.00%
55.0
97.1
5000
14.00
" \H\ 91 1020 ' 3
\\\‘“‘H\\H \\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\ m/z 83.09 88.890
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 by ! {
14.00
m/z 57.00 83.18%
]\-Q\.Q ‘\“ “ ‘\ ‘\‘ \‘ \‘ ‘H‘ *‘ ‘h h \]h_\8\]- \O 222\0\ ‘26\4\()\ \398\ \0 T
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
——
14. 00
5000 m/z 69.0 78.67%
25.0
i L 1670 2100 2800
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 e
83.0 14.00
43.0 m/z 43.05 77 .01%
5000
25.0
UL e meo )
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131665.D

Acqg On : 16 Dec 2022 14:19
Operator : CG\JU

Sample : N6038-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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|
Butane, 2-metho... 2.134 19.4 ng 452331 1 6.881 466348 20.0
2-Pentanone, 4-... 5.087 15.3 ng 357751 1 6.881 466348 20.0
Benzophenone 10.651 9.8 ng 336309 3  9.933 684418 20.0
Isopropyl palmi... 12.204 4.7 ng 170899 4 11.427 732764 20.0
n-Tetracosanol-1 13.945 10.5 ng 275818 5 14.080 523860 20.0
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