LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134105.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 25 rVB 1135429 1541247 66.70% 8.692%
2 2.281 29 33 43 rVB2 34542 57377 2.48% 0.324%
3 5.087 507 510 522 rVB 115761 156785 6.79%  0.884%
4 5.481 573 577 594 rBV 2134975 2078162 89.94% 11.720%
5 6.481 742 747 750 rBV 2167337 2031064 87.90% 11.454%

6 6.846 805 809 818 rBV 625987 504623 21.84%
7 7.404 900 904 0916 rBV 1372966 1338349 57.92%
8 8.122 1023 1026 1039 rBV 791604 651790 28.21%
9 9.198 1205 1209 1213 rBV 2539143 2310621 100.00% 13.

9.881 1321 1325 1334 rBV 858186 716721 31.02%
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N
o
Y

11 10.598 1443 1447 1456 rBV 343570 279069 12.08%
12 10.675 1456 1460 1473 rBV 1867709 1622253 70.21%
13 10.910 1497 1500 1507 rBV 38195 36605 1.58%
14 11.375 1575 1579 1587 rBV ~ 885281 750074 32.46%

RO VR
N
IS
o
xR

15 11.904 1666 1669 1678 rBv2 163295 177518 7.68% 001%
16 12.622 1785 1791 1795 rBV5 15622 24877 1.08%  0.140%
17 12.698 1801 1804 1814 rBV3 23393 31579 1.37% 0.178%

18 12.975 1846 1851 1854 rBV 2547151 2196142 95.05% 12.385%
19 13.922 2007 2012 2025 rBV4 54794 178326 7.72% 1.006%
20 14.033 2027 2031 2041 rVB 624277 591504 25.60%  3.336%

21 15.539 2282 2287 2298 rBV 337220 457634 19.81%  2.581%

Sum of corrected areas: 17732320
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Jul 2023 19:28
¢ CG\JU
. 03486-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
BF134105.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF134105.D\data.ms
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TIC: BF134105.D\data.ms
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Time-->

TIC: BF134105.D\data.ms

14.033
15.539

13.92

T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF062623.M Fri Jul 07 12:49:44 2023 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.169 61.09 ng 1541250 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 14 (2.169 min): BF134105.D\data.ms (-8) (-) m/z 73.05 100.00%

73.0
5000 43.0
87.0

Ll soo 2.202.302.402.502.60
et e e m/z 43.00 44.33%

\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-

o

73.0

5000 AANEERRR RN ERRRRRRERE RRR
43.0 2.202.302.402.502.60
87.0 m/z 55.00 30.81%
h\ \‘ 90 I
O \\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L ———
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 25.48%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HV‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- e

73.0 2.202.302.402.502.60
m/z 41.05 14.33%

5000
55.0
\M T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown2.281 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.281 2.27 ng 57377 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 40
2 Glycine 75 C2H5NO2 000056-40-6 9
3 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Glycolaldehyde dimethyl acetal 106 C4H1e03 030934-97-5 9

Abundance  Scan 33 (2.281 min): BF134105.D\data.ms (-29) (-) m/z 75.00 100.00%

75.0
5000 45.1
Ao oo e
‘ 57.1 220 240 260
Ol et el m/z 73.05  67.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 L L L R B B
220 240 260
m/z 45.10  48.32%
N [ g
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1004: Glycine
30.0
e
220 240 260
5000 m/z 41.00 28.72%
75.0
I e ol C NN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5552: Aminoacetaldehyde dimethyl acetal e EN Ao

75.0 220 240 260
m/z 46.95 26.55%

5000
30.0 47.0
15.0 u‘\ H\ 59.0 ‘ 88.0  106.0

Ot e et el 280 1080 T
miz--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 6.21 ng 156785 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 510 (5.087 min): BF134105.D\data.ms (-507) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 83.0 4.80 5.00 5.20 5.40
Ol et S L m/z 59.05  53.82%
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 R B I B LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.00%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
AmmEE L e
57.0 4.80 5.00 5.20 5.40
5000 m/z 57.95 13.70%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- EER R RN R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.08%
5000 41.0
29.
‘ ‘ 87.0
L . . N
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\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.598 7.79 ng 279069  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 78
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 58
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 50
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 50
Abundance Scan 1447 (10.598 min): BF134105.D\data.ms (-1443) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
bl sl e 2280 PR myz 77.00 63.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 ok -
10.50 11.00
510 m/z 182.10  46.44%
B0 || 10 1820
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 T T
10.50 11.00
5000 m/z 51.00 29.36%
51.0
210 | | | e |
O L L e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile — S
105.0 10.50 11.00
m/z 50.00 9.29%
77.0
5000
51.0
Ot ! T 280 124.0 1?ﬁ0
e e T — —
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\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.904 4.73 ng 177518  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 25
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 15
Abundance Scan 1669 (11.904 min): BF134105.D\data.ms (-1666) (- m/z 73.00 100.00%
43.0 73.0
5000
=
‘ 12.00
I W m/z 43.05 99.58%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 60.00 85.59%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ T \H\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
ey
43.0 12.00
5000 129.0 m/Z 41.05 79.55%
171.0
‘ 214.0
Ll y \ il W]
AT o OV T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.05 75.65%
5000
129.0
185.0 228.0
1
0?7 s
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28

Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6 Octacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.922 6.03 ng 178326  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 83
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 76

5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 76

Abundance Scan 2012 (13.922 min): BF134105.D\data.ms (-2007) (- m/z 55.00 100.00%
55.0
——
d } 193.0 2500 342.1 14.00
ol il “MNM“'“N‘JN‘_J“ “‘w“‘ﬂ“u‘,““ m/z 43.05 91.38%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 LN
14.00
m/z 57.05 83.42%
0 \‘\ | H h ‘\ i \‘\ h 70 222.0 292.0 392.0
\\\‘ \\‘f\\ \\f\‘\\\\‘\\\\‘ \\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #321407: Heptacosyl acetate
43.0
97.0 —
14.00
5000 ITI z 83.05 69.80%
oLt \\ ! H > 2090 264.0 3200 37804240
il “‘ e LA e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate ol iy
57.0 1400
m/z 97.10 62.91%
5000
11.0
169.0
oL ‘x Lt 2800 a3l
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134105.D

Acqg On : 06 Jul 2023 19:28
Operator : CG\JU

Sample : 03486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.169 61.1 ng 1541250 1 6.846 504623 20.0
unknown2.281 2.281 2.3 ng 57377 1 6.846 504623 20.0
2-Pentanone, 4-... 5.087 6.2 ng 156785 1 6.846 504623 20.0
Benzophenone 10.598 7.8 ng 279069 3 9.881 716721 20.0
n-Hexadecanoic ... 11.904 4.7 ng 177518 4 11.375 750074 20.0
Octacosanol 13.922 6.0 ng 178326 5 14.033 591504 20.0
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