LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56014.D

Acqg On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc :

ALS vial : 7 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_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56014.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.400 14 19 25 rBV 21539 29358 3.51% 0.832%
2 5.409 356 361 368 rBB 14163 21951 2.63% 0.622%
3 5.885 436 442 449 rBB 130097 201553 24.13% 5.710%
4 7.495 709 716 723 rBB 128970 224144 26.83% 6.350%
5 8.370 858 865 871 rBB 32624 53884 6.45% 1.527%

6 9.540 1057 1064 1071 rBB 79812 138935 16.63% 3.936%
7 11.202 1340 1347 1354 rBB 44189 77389  9.26% 2.192%
8 13.606 1749 1756 1762 rBB 276220 424945 50.87% 12.039%
9 14.975 1983 1989 1995 rBB 88514 132513 15.86%  3.754%
10 16.308 2210 2216 2223 rBB 31313 45987 5.51% 1.303%

11 16.449 2234 2240 2247 rBV ~ 359908 523421 62.66% 14.829%

12 17.712 2448 2455 2460 rBV 123659 185664 22.23% 5.260%
13 18.559 2593 2599 2607 rBV 40385 51874 6.21% 1.470%
14 18.982 2667 2671 2674 rBV 14578 15380 1.84% 0.436%
15 19.810 2807 2812 2818 rBV7 13394 19696 2.36% ©.558%
16 20.098 2855 2861 2868 rVB 6117 10459 1.25% 296%
17 20.286 2887 2893 2898 rBV 650215 835353 100.00% 23.666%
18 21.602 3113 3117 3122 rVB2 30175 41104  4.92%

19 22.019 3181 3188 3196 rVB 133106 232759 27.86%
20 25.515 3772 3783 3793 rBV2 83062 263425 31.53%
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Sum of corrected areas: 3529794
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
BGO56014.D

: 19 Dec 2022 15:23
: CG/JU
: N6024-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.400 10.90 ng 29358 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 36
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 9
5 (R)-3-Pyrrolidinol 87 C4H9NO 002799-21-5 9

Abundance  Scan 19 (3.400 min): BG056014.D\data.ms (-14) (-) m/z 73.00 100.00%

73.0
43.0
5000
87.1
T
H L 3.40 360 3.80
0‘H_‘HM‘H_H‘_H‘Nwﬂwuw‘hwu‘HH‘WHH‘HH‘HH_‘H m/z 43.00 54.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 m\‘\\\\\\\\‘\\
43.0 3.40 3.60 3.80
87.0 m/z 55.00  37.39%
h\ \‘ 90 L,
OH\‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15742: 3-Hexanol, 2,4-dimethyl-
73.0
45.0
AW —
3.40 360 3.80
m/z 87.10  32.72%
5000 29.0 87.0
0150,%#105-0128-0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol A R BRAN
73.0 3.40 360 3.80
- m/z 41.10 17.76%
5000
41)0
27.0 /\4
[ 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.409 8.15 ng 21951 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 9
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 Butane 58 C4H1ie 000106-97-8 9

Abundance Scan 361 (5.409 min): BG056014.D\data.ms (-356) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 e e
‘ 5.00 5.20 5.40 5.60 5.80
Ol L m/z s9.00  58.96%
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 DL B R R R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  22.49%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4583: Morpholine, 4-methyl-
43.0
e
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 15.94%
101.0
71.0
15.0 280 ‘
g [T W -1 N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4582: N-(n-Propyl)acetamide Eaaa e Eamman
30.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 12.27%
5000 43.0
190 | seo T2 0 U
O bt e e e e T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.308 6.94 ng 45987  Acenaphthene-d10 14.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 91
2 Azobenzene 182 C12H16N2 000103-33-3 72
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 38
5 Phenacyl thiocyanate 177 C9H7NOS 005399-30-4 38
Abundance Scan 2216 (16.308 min): BG056014.D\data.ms (-2210) (- | m/z 105.00 100.00%
105.0 182.0
77.0
5000 51.0
1600 1650
152.0 . .
126.1
0““"H\“‘w“ﬂw‘m“‘ﬂu“u‘u“uw‘_“‘Jku m/z 182.00  99.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56926: Benzophenone
105.0
5000 77.0 182.0 ‘\ T
16.00 16.50
51.0 m/z 77.00 68.03%
oL 270 L 126.0 152.0 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56775: Azobenzene
71.0
‘ T T A ‘ T
16.00 16.50
5000 m/z 51.00 42 .81%
182.0
510 105.0
et e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30104: Benzenecarbothioic acid, S-methyl ester — e
105.0 16.00 16.50
77.0 m/z 181.00  13.66%
5000 51.0
15.0 152.0
) S PN T N N _ —
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.559 5.59 ng 51874  Phenanthrene-die 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2599 (18.559 min): BG056014.D\data.ms (-2593) (- | m/z 43.00 100.00%
43.0
73.0
213.2
129.1
5000
157.1185.1 256.1
ATRRNERT
YD “ Al wwH‘_mw““”“www m/z 60.00  93.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92063: Tridecanoic acid
430 |30
5000 129.0 —T ! A‘
18.50
171.0 m/z 73.00  85.20%
e | e
O]\-ﬁ.‘o\‘}\\‘i }‘HH\“ \H\‘\‘H!‘H‘\““H‘M‘\‘\‘\\“H}\“\H\‘\‘H\‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #46966: n-Decanoic acid
73.0 /\
— ;
129.0 18.50
5000 m/z 41.00 79.21%
43.0
‘ 101.0 172 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109279: Tetradecanoic acid
73.0 18.50
43.0 m/z 55.00 75.43%
5000 129.0
185.0
|
0;§Rw“MNwﬂNNM%LWMMMWM?MMH_HW‘HWWH‘HH_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 unknownl9.810 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.810 2.12 ng 19696  Phenanthrene-die 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 43
2 Pentadecanoic acid 242 C15H3002 001002-84-2 38
3 Tridecanoic acid 214 C13H2602 000638-53-9 35
4 Octadecanoic acid 284 (C18H3602 000057-11-4 35
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 25
Abundance Scan 2812 (19.810 min): BG056014.D\data.ms (-2807) (- | m/z 43.00 100.00%
43.0 72.9
129.1 241.2
185.1
5000
284..
1 —
1l T
ol e b P L mjz 72.9@ 95.10%
miz--> 50 100 150 200 250
Abundance #109284: Tetradecanoic acid
73.0
129.0 m
5000;  43.0 ; ! ﬂ‘ : ﬂM ‘NMM ‘
1850 ,,80 19.50 20.00
m/z 40.95 87.35%
ob— \“ \“J‘n“\‘ u“ ‘\M““ ‘H‘\L }M‘\‘nl “ ‘ L h“‘ A ‘[ B T
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
19.50 20.00
5000 129.0 m/z 60.00 87.24%
‘ 199.0 2420
[o ‘\‘ W‘H‘M h“ \Mw‘ Hhu\ M\‘ u} “‘ ‘1‘61‘0;“ L S “\ — —
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid — T
43.0 73.0 19.50 20.00
m/z 57.10 80.41%
5000 129.0
171.0
0
oL “\‘ H‘H‘d h““\ “\‘H“\ {‘H\‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ e -
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BG@56014.D

Acq On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1-Hexadecanesulfonyl chloride Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.602 3.53 ng 41104  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
4 1-Dotriacontanol, acetate 509 (C34H6802 023811-94-1 87
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 87

Abundance Scan 3117 (21.602 min): BG056014.D\data.ms (-3113) (- m/z 43.10 100.00%

43.1
7.0
5000
“ % 2o
153.0 264.9 . .
0 %wﬁmﬂﬁﬁgp b r m/z 55.00 92.35%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0

5000 111.0

T
21.50 22.00
m/z 57.00 82.79%

224.0
0 \J‘\‘\ T \“\“h‘ “\“l\ ‘I\‘]‘-EZ.\I‘O\I‘ T \“\ T \‘ \3\)(‘)7\\0\ L L O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate

57.0

T
21.50 22.00

m/z 83.05 62.60%
5000 111.0
169.0
Dl 359000 30 o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate MWWVQ ; L
57.0 21.50 22.00

m/z 41.00 61.86%

5000
111.0
| \‘ ‘mh M |167.0 2240 3080 454.0

((EEEE B TP it Cruote e ANt N e —
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121922\
Data File : BGO56014.D

Acqg On : 19 Dec 2022 15:23
Operator : CG/JU

Sample : N6024-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.400 10.9 ng 29358 1 8.370 53884 20.0
2-Pentanone, 4-... 5.409 8.2 ng 21951 1 8.370 53884 20.0
Benzophenone 16.308 6.9 ng 45987 3 14.975 132513 20.0
Tridecanoic acid 18.559 5.6 ng 51874 4 17.712 185664 20.0
unknown19.810 19.810 2.1 ng 19696 4 17.712 185664 20.0
1-Hexadecanesul... 21.602 3.5 ng 41104 5 22.019 232759 20.0
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