LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060425\
Data File : BF142604.D

Acqg On : 04 Jun 2025 13:39

Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vvial : 4  Sample Multiplier: 1
Integration Parameters:
Integrator: RTE
Smoothing : ON
Sampling : 1

Start Thrs: 0.2

Stop Thrs : @

rteint.p

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 separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142604.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max total
1 2.281 10 15 25 rVB2 20098 35764 1.55% 0.224%
2 5.110 487 496 508 rBV 165913 241926 10.47% 1.515%
3 5.516 558 565 570 rBV 1525002 2049595 88.67% 12.838%
4 6.522 730 736 741 rBV 1553438 2081084 90.04% 13.035%
5 6.892 794 799 805 rBV 522171 656021 28.38% 4.109%
6 7.457 888 895 900 rBV 1006024 1316128 56.94% 8.244%
7 8.181 1012 1018 1033 rBV 643794 841128 36.39% 5.268%
8 9.251 1194 1200 1205 rBV 1868773 2311376 100.00% 14.477%
9 9.933 1311 1316 1321 rBV 707481 858126 37.13% 5.375%
10 10.645 1432 1437 1445 rVB 134695 164555 7.12% 1.031%
11 10.722 1445 1450 1464 rBV 1023340 1285476 55.62% 8.052%
12 11.422 1564 1569 1576 rBV 570650 705367 30.52% 4.418%
13 11.645 1602 1607 1616 rBV3 12502 28584 1.24% 0.179%
14 11.939 1651 1657 1672 rBV 164995 287528 12.44% 1.801%
15 12.727 1785 1791 1799 rWw 56582 99392 4.30% 0.623%
16 13.004 1833 1838 1844 rBV 1136498 1465299 63.40% 9.178%
17 13.451 1909 1914 1926 rBV2 15034 29038 1.26% 0.182%
18 13.904 1986 1991 2001 rBV2 32358 70319 3.04% 0.440%
19 13.992 2002 2006 2011 rVV 15992 24394 1.06% 0.153%
20 14.063 2013 2018 2027 rVB 405622 528374 22.86% 3.310%
21 14.463 2081 2086 2091 rBV 20821 35715 1.55% 0.224%
22 14.915 2157 2163 2169 rVB 30504 53962 2.33% 0.338%
23 15.410 2242 2247 2254 rBV2 20093 41213 1.78% 0.258%
24 15.492 2256 2261 2266 rVW2 22041 40518 1.75% ©.254%
25 15.557 2266 2272 2284 rVB 446365 714460 30.91% 4.475%

Sum

of corrected areas:
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 04 Jun 2025 13:39
: RC/JU
: 02159-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060425\
BF142604.D

: 4  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF142604.D\data.ms
5.516 6.522
1500000
1000000 7487
6.892
500000
5.110
0%;?1
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF142604.D\data.ms
9.251
1500000
13.004
10.722
1000000
8.181 9.933
11.422
500000
10.6 11.939
. k, A 11.645 12.727
—— — —— —T — —— —— ——— — =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142604.D\data.ms
1500000
1000000
500000 14.063 15.557
8.451 1319 14M15 15151
TN‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060425\
Data File : BF142604.D

Acq On : 04 Jun 2025 13:39
Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@052025.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.110 7.38 ng 241926  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 496 (5.110 min): BF142604.D\data.ms (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 L L R R R R
4.80 5.00 5.20 5.40
Ll | 83.0 9
e m/z 59.10 55.81%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B L B R R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.50%
15.0 101.0
\\\‘\‘\‘M\\“M\\}‘\\\\8‘3‘\.0\\\“‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T EEEmmaREEEE R
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 16.14%
101.0
“1‘5‘;?“1“”“1‘“““““8‘3"0““HH‘HH‘H
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A AR maEEa R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.93%
5000 41.0
B4l | 126.0142,0
1 R AABBRRARARE
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\BF060425\
Data File : BF142604.D

Acq On : 04 Jun 2025 13:39
Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@052025.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 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.645 3.84 ng 164555  Acenaphthene-di0 9.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 59
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
Abundance Scan 1437 (10.645 min): BF142604.D\data.ms (-1432) (- m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0
— —
10.50 11.00
152.1
el 2260 T myz 77,00 62.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  56.17%
21.0 A 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
— —
182.0 10.50 11.00
5000 m/z 51.00 26.18%
51.0 105.0
270 ‘ 1280 120
R B m ma e R REa
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- : : ‘
105.0 10.50 11.00
m/z 181.10 9.26%
77.0
5000
51.0
M \‘ IRI—I | ‘ 125.0 154.0
R e e — —
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\BF060425\
Data File : BF142604.D

Acq On : 04 Jun 2025 13:39
Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@052025.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 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.939 8.15 ng 287528  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1657 (11.939 min): BF142604.D\data.ms (-1651) (- m/z 43.05 100.00%

43.0 ,73.0
5000 129.1

213.2
1 i
SN 4 “‘_HNLAWNm‘muw_ﬂ‘ﬂu‘_u‘_m‘_ul_ m/z 73.08  94.30%

m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 T
129.0 12.00

[ i

213.0 .
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁ‘o\\\\ HH\H “‘\‘H\‘\\\““\\“”h“\H\‘H‘\\H‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

P
12.00
5000 129.0 m/z 57.05 82.93%
171.0
214.0
150?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 75.62%
5000 129.0
199.0
RS
;ﬁgkﬂwﬁwJM&MHNHW‘MHM‘JMA‘JHW‘HWH‘WHH“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060425\
Data File : BF142604.D

Acq On : 04 Jun 2025 13:39
Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@052025.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.727 2.82 ng 99392  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 18

Abundance Scan 1791 (12.727 min): BF142604.D\data.ms (-1785) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1

_— m/z 73.05 87.57%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000

185.0 541 284 )
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
n f"‘”\‘f

o —
12.50 13.00
5000 129.0 ITI/Z 57.05 81.81%
: 1710 2130 256.0
_— “;\‘ ‘H!u ‘

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— ——
73.0 12.50 13.00

m/z 55.05 73.92%

5000

185.0 228.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060425\
Data File : BF142604.D

Acq On : 04 Jun 2025 13:39
Operator : RC/JU

Sample : Q2159-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@052025.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 5 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.66 ng 70319  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
Abundance Scan 1991 (13.904 min): BF142604.D\data.ms (-1986) (- m/z 57.05 100.00%
57.0
. /L/.NL\A
——
‘ ‘ n 2080 2811 14.00
Hm,“w“l“!””HH_‘H_H,HH,HH m/z 43.05 85.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 1
11.0 14.00
m/z 55.05  79.46%
\\“’\"‘ “ % “ ‘““\1]\-9\6‘\()\\\‘2\6\9\0\‘3\29\9’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
——
14.00
5000 m/z 83.05 72.20%
11.0
169.0
ALY 230000 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester 7
57.0 14.00
m/z 97.05 61.97%
5000 11.0 /wamﬁﬂwNAM\Awwwwvm
210.0
L as0n9%2s00  sseo -
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\BF060425\
Data File : BF142604.D

Acqg On : 04 Jun 2025 13:39
Operator : RC/JU

Sample ¢ Q2159-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-... 5.110 7.4 ng 241926 1 6.892 656021 20.0
Benzophenone 10.645 3.8 ng 164555 3 9.933 858126 20.0
n-Hexadecanoic ... 11.939 8.2 ng 287528 4 11.422 705367 20.0
Octadecanoic acid 12.727 2.8 ng 99392 4 11.422 705367 20.0
Trifluoroacetox... 13.904 2.7 ng 70319 5 14.063 528374 20.0
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