LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@60523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37

Operator : CG\JU

Sample : 02986-04

Misc

ALS Vvial : 13  Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133572.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.204 14 20 27 rBV 47734 65714 1.98% 0.298%
2 5.051 499 504 511 rVB 105692 130898 3.95% 0.594%
3 5.445 566 571 574 rBV 3034454 3139558 94.75% 14.246%
4 6.457 738 743 746 rBV 2872755 3188158 96.22% 14.466%
5 6.833 803 807 810 rBV 990502 805404 24.31% 3.654%
6 7.398 898 903 906 rBV 2138877 1944592 58.69% 8.824%
7 8.116 1021 1025 1028 rBV 1317126 994553 30.02% 4.513%
8 9.192 1204 1208 1211 rBV 4112434 3313365 100.00% 15.034%
9 9.869 1320 1323 1327 rBV 1182712 961096 29.01% 4.361%
10 10.586 1442 1445 1448 rBV 147322 115302 3.48% 0.523%
11 10.657 1453 1457 1461 rBV 2065314 1846172 55.72% 8.377%
12 11.357 1572 1576 1579 rBV 1124284 899939 27.16% 4.083%
13 11.886 1662 1666 1671 rBV 139611 139191 4.20% 0.632%
14 12.951 1842 1847 1850 rBV 3060949 2885209 87.08% 13.092%
15 13.180 1877 1886 1888 rBV3 66733 126247 3.81% 0.573%
16 13.857 1998 2001 2003 rBV 46955 41572 1.25% 0.189%
17 13.904 2003 2009 2014 rBVS 47540 136585 4.12% 0.620%
18 13.998 2022 2025 2029 rVB 762205 663597 20.03% 3.011%
19 14.474 2103 2106 2111 rBV 56952 59321 1.79% 0.269%
20 14.762 2152 2155 2157 rBV 95342 95138 2.87% 0.432%
21 15.456 2269 2273 2277 rBV 403641 487149 14.70%  2.210%

Sum of corrected areas: 22038760
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Jun 2023 18:37
¢ CG\JU
: 02986-04

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
BF133572.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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\BF060523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 4
R.T. EstConc Area Relative to ISTD R.T.
5.051 3.25 ng 130898 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9
Abundance Scan 504 (5.051 min): BF133572.D\data.ms (-499) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
b om0 | ;
-t m/z 59.10 51.84%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI LN B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.56%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R BAREEEEEY
4.80 5.00 5.20 5.40
5000 410 m/z 58.00 14 .85%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime AR e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.09%
5000
101.0
ol 130 600 840
e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.586 2.40 ng 115302  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 384 C20H1603 023246-12-0 72
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1445 (10.586 min): BF133572.D\data.ms (-1442) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
RN T
5(0 | 152.1 H 10.50 .
Ot o m/z 77.00 63.81%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 —h :
10.50
m/z 182.10 50.77%
0‘\‘\H“E\)\‘\.(\)‘H\”1“\\H‘\‘\H‘\H\‘]-\5\}2‘\.‘(?\\\‘HHH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
77.0
RN T
10.50
m/z 51.00 27.57%
5000 182.0
28.0
0 “ H\\\“h m M‘ “ ‘ 15%0 Il 272(
e e e e e e e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- poasareiy ‘
105.0 10.50
m/z 181.10 8.83%
77.0
5000
5#0
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.09 ng 139191  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 49
Abundance Scan 1666 (11.886 min): BF133572.D\data.ms (-1662) (- m/z 43.05 100.00%
43.0 |73.0
5000
129.1
213.2 = et
‘ 157.1185.1 2562 | 11.50 12.00
0 LAl m/z 60.60  96.20%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - U
11.50 12.00
167.01g5 02130  256.0 m/z 72.95 89.68%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
- ey
11.50 12.00
5000 129.0 m/z 57.05 74.63%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid e —
43.0 73.0 11.50 12.00
m/z 41.05 72.21%
5000 129.0
199.0
s ) e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HW‘HWH‘W‘ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF060523\

Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 unknownl3.180 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.180 3.80 ng 126247  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Chloro-4'-hydroxybenzophenone,... 302 C17H15C103 1000462-37-6 44
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 43
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 43
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 41
5 1-Bromodocosane 388 C22H45Br 006938-66-5 41

Abundance Scan 1886 (13.180 min): BF133572.D\data.ms (-1877) (- m/z 57.10 100.00%
57.1

123.1 JMJ\’JA

5000
=
N 2422182 273.0 13.00 13.50
oy m— \‘w‘wl ! m/z 43.05 71.43%

miz--> 50 100 150 200 250 300 350 400
Abundance #201941: 4-Chloro-4'-hydroxybenzophenone, 2-methylpr
43.0

5000 121.0 —
13.00 13.50
233.0 m/z 71.05 66.45%
| ’ 175.0 ‘ 302.0
O\\‘\‘\“““‘\\“‘T‘\‘\““\\‘\\‘\\\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
e e
13.00 13.50
5000 m/z 55.00 59.23%

H 182.0
ol “JM_“‘“H_HM,HH_HWmwmw
miz--> 50 100 150 200 250 300 350 400

Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester —— ——
43.0 13.00 13.50

m/z 41.00 50.73%

5000

— ““““““‘ R

T —
m/z--> 5 100 150 200 250 300 350 400 13.00 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
BF133572.D

: 05 Jun 2023 18:37
¢ CG\JU
: 02986-04

. 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.904 4.12 ng 136585  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 96
2 1-Tricosene 322 C23H46 018835-32-0 95
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Eicosene 280 C20H40 003452-07-1 93

Abundance Scan 2009 (13.904 min): BF133572.D\data.ms (-2003) (- m/z 43.05 100.00%
77 B3
5000
25.1 —
H‘ ‘ 1702 2211 28203231 379, 14.00
0 “\W\ MMHMJWJHMMMW\JWQV‘\NMHMMM"NN‘L‘ m/z 57.05 91.56%
miz--> 50 100 150 200 250 300 350
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 T
14.00
m/z 55.00 91.07%
oLl ‘w‘ “\‘ M ‘?2‘2‘3‘9‘\”‘\“””_“
miz--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
——
14.00
5000 m/z 69.00 88.78%
25.0
UL e
ob v bbb e TR
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)- T
55.0 14.00
m/z 83.10 79.18%
- | MWJ\WW
oL LI 19901020080 2300 -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.762 3.91 ng 95138  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 81
4 9-Octadecenamide 281 C18H35NO 003322-62-1 62
5 Octadecanamide 283 C18H37NO 000124-26-5 53
Abundance Scan 2155 (14.762 min): BF133572.D\data.ms (-2152) (- m/z 59.00 100.00%
59.0
5000 k
" e 1m0
8.0 . .
0 H‘U‘p : M; i 1900 ZTLAS20197134223 0 7195 62.33%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 s oo
14.50 15.00
m/z 55.00 54.08%
0 \‘\ d\ H‘“‘ H\ ‘\Mu\m l\‘“ \‘J‘\ } ‘ \]_\8\4\ ?\ T ‘\2\8\]-\(‘)\ TTT ‘ T 1T ‘ T 1T ‘ T
m/z--> 100 150 200 250 300 350 400 450
Abundance #245085: 13-Docosenamide, (2)-
59.0
—— —
14.50 15.00
5000 m/z 41.05 43.71%
126.0
337.0
0 ‘H|'1J1840 ?429““A‘M““W“““‘ WM%MNWNW”}MW¢WWM&WW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr —— —
59.0 14.50 15.00
m/z 69.10 32.96%
- MMMJ\J\MW\NM
| 141.0 196.0
O o e S L L M — —
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060523\
Data File : BF133572.D

Acqg On : 05 Jun 2023 18:37
Operator : CG\JU

Sample : 02986-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.051 3.3 ng 130898 1 6.833 805404 20.0
Benzophenone 10.586 2.4 ng 115302 3 9.869 961096 20.0
n-Hexadecanoic ... 11.886 3.1 ng 139191 4 11.357 899939 20.0
unknown13.180 13.180 3.8 ng 126247 5 13.998 663597 20.0
Cyclohexadecane... 13.904 4.1 ng 136585 5 13.998 663597 20.0
9-Octadecenamid... 14.762 3.9 ng 95138 6 15.457 487149 20.0
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