LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acqg On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc :

ALS Vvial : 11  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133122.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.340 549 553 557 rBV 2103491 1963969 37.94% 6.544%
2 6.363 724 727 739 rVB 1334940 1205803 23.29% 4.018%
3 6.734 786 790 793 rBV 1320290 983560 19.00%  3.277%
4 7.298 881 886 889 rBV 3056492 3010385 58.16% 10.031%
5 8.016 1005 1008 1011 rBV 1732837 1319433 25.49% 4.396%

6 9.098 1187 1192 1195 rBV 5746331 5176386 100.00% 17.
7 9.769 1302 1306 1309 rBV 1916621 1477972 28.55%

8 10.481 1424 1427 1430 rBV 225257 171254  3.31%
9 10.557 1435 1440 1443 rBV 3264379 2916030 56.33%
10 11.251 1554 1558 1561 rBV 1750858 1485350 28.69%
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11 11.716 1633 1637 1640 rBV 80479 98517 1.90%
12 11.792 1645 1650 1660 rVV 1302316 1256657 24.28%
13 12.574 1779 1783 1796 rBV 1342333 1496932 28.92%
14 12.839 1823 1828 1831 rBV 4837512 4553770 87.97% 1
15 13.880 2001 2005 2009 rBV 1092076 1049232 20.27%
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16 14.480 2103 2107 2113 rBV 418150 457347  8.84%
17 14.739 2147 2151 2155 rBV 130259 130169 2.51%
18 15.304 2242 2247 2252 rBV 869881 969551 18.73%
19 15.651 2302 2306 2316 rBv2 94887 170176 3.29%
20 16.233 2401 2405 2410 rBV3 81573 119791 2.31%
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Sum of corrected areas: 30012284
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133122.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.480 2.32 ng 171254  Acenaphthene-di0 9.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HINO 014548-46-0 49
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 N-Methylbenzamide, N-heptafluoro... 331 C12H8F7NO2 1000446-97-2 47
Abundance Scan 1427 (10.480 min): BF133122.D\data.ms (-1424) () | m/z 105.05 100.00%
105.1
77.0
5000 182.1
51.0 i
| 152.1 | 10.50
Olvrprrrrpr i e il ey e e e e m/z 77.00 56.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
.o 182.0
5000 1
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510 m/z 182.10  51.18%
| | 152.0 L
O\\‘\‘H\"\\H‘\\\H\“H\\‘H\\‘\H\’\\‘\‘\‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #57928: Phenyl 4-pyridyl ketone
105.0
——
183.0 10.50 )
5000 770 m/z 51.05 24.097%
51.0
0l.260 | \ 1540 |
e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl .
105.0 10.50
m/z 181.10 8.69%
77.0
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51.0
o260 | | L 152.0 242.( L
T S e e e e ——t———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.792 16.92 ng 1256660  Phenanthrene-d10 11.251
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1650 (11.792 min): BF133122.D\data.ms (-1645) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0 k
213.2 —— —
‘ H‘ ? 157.2185.2 ‘ 256.3 11.50 12.00
0“WH‘“WNM”‘JM‘”mﬂlNMWWHL‘WWJHA‘H‘_M‘_HAM‘ m/z 43.10 93.05%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT IR
11.50 12.00
157.01g5 92130 2560 m/z 60.00 86.96%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/z 57.10 72.69%
171.0
\
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —r =
43.0 73.0 11.50 12.00
m/z 41.10 69.61%
5000 129.0
199.0
s ) e T
o%ﬁﬂk“JﬂﬂNWNMALNMNMWHH‘JHJHW‘HWHH_‘H_‘ e ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.575 28.53 ng 1496930  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1783 (12.574 min): BF133122.D\data.ms (-1779) (- m/z 43.10 100.00%
43.1
5000 129.0 i
185.2 U I
M H‘ ‘ ‘ 2413 5843 12.50
B V'Y P A ‘ b o m/z 73.05  88.99%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — ‘
129.0 1250
29, 1850 Ja10 2840 m/z 60.00 79.56%
0! \H“H“‘L um\ M “‘\‘ | ‘ L \‘ S “ r “‘ T
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T T
12.50
5000 129.0 m/z 57.10 78.19%
29.(
‘ 199.0 242 0
|l ‘\\M“\ uh\\\ ‘M‘\ al ‘ | L, ‘ “ L
(LR LR LT “‘
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es T i
43.0 12.50
m/z 55.10 67.41%
5000 284.0
3.0 1290
1850 2410
ol ‘u\w b LS 1 ey _J\
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.480 8.72 ng 457347  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 87
Abundance Scan 2107 (14.480 min): BF133122.D\data.ms (-2103) (- m/z 55.10 100.00%
55.1
5.1 LI
14.50
195.2
o\“-lﬂt“?n267'3336'4 m/z 57.10 85.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #209742: 1-Docosene
57.0
5000 T
14.50
5.0 308.0 m/z 43.10  59.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143665: 1-Hexadecanol, 2-methyl-
57.0
—
14.50
5000 m/z 97.10 50.67%
Ilzzo 2o
O LM b s e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 14.50
m/z 83.10 50.26%
5000
FS'O 252.0
ol kbbb 20T seeo 648 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.739 2.69 ng 130169  Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraen-1-01, ... 332 C22H3602 061691-98-3 72
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 72
4 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50

Abundance Scan 2151 (14.739 min): BF133122.D\data.ms (-2147) (- m/z 69.10 100.00%

69.1
5000

L —
‘ 137.2 14.50 15.00
ol bulililly 193123002841 313 Tl T Ly
miz-> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 S Sl
14,50 15.00

m/z 41.05 24.42%

137.0
On‘m meﬂ\ 191.0 273.0 341.0 410.(
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239667: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrz
69.0

—
14.50 15.00
5000 m/z 95.10  16.04%

J 210
70 W 1), 1890 2630 sm20
m/z--> 50 100 150 200 250 300 350 400

Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet: —— —
69.0 14.50 15.00

m/z 137.20  12.19%

5000
136.0
Pr. [ i \L\ \h “\ y 189.0 264.0

ol b e e —

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 6 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.651 3.51 ng 170176  Perylene-d12 15.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 74
3 Isobutyl tetradecyl ether 270 C18H380 1000406-32-7 74
4 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 72
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 68

Abundance Scan 2306 (15.651 min): BF133122.D\data.ms (-2302) (- m/z 57.10 100.00%
57.1

5000

15.50 16.00
163.1901.1239.2
“‘W‘JMM 2931 m/z 71.10  62.75%

m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0

5000 — e
15.50 16.00

m/z 43.05 62.68%

L8 ¢ L\ ‘ “\ ) \\‘ \\ ]\_4\1 9 183 O 226 o
1T \ ‘ T ‘ T T ‘ T ‘ L \ T ‘ T 1T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0

T
15.50 16.00

o

o

5000 m/z 55.00 52.93%
7.0
ol d‘\441° 196.0 2520 297.0
ey ‘ e R R
m/z--> 50 100 150 200 250 300 350
Abundance #161360: Isobutyl tetradecyl ether — —
57.0 15.50 16.00

m/z 85.05 50.58%

5000
‘ T7O
J ‘ ‘ J‘M \‘ d | 1410 196.0

ob— by e e

T T
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acq On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 unknownl6.233 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.233 2.47 ng 119791  Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyldienolone 286 C19H2602 014531-89-6 25
2 Propan-1-one, 1-(4-benzooxazol-2... 273 C15H19N302 1000304-82-1 18
3 2-Buten-1-one, 3-amino-1-phenyl- 161 C1OH11NO 001128-85-4 14
4 1H-Indole-6-carboxamide 160 C9H8N20 001670-88-8 10
5 1,7-Dihydroxynaphthalene, diacetate 244 C14H1204 051850-49-8 10
Abundance Scan 2405 (16.233 min): BF133122.D\data.ms (-2401) (-] m/z 43.10 100.00%
' 160.0
101.9
5000 299.1
239.2
—— —
51.2
201 16.00 16.50
0! m/z 41.00 79.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #181830: Methyldienolone
160.0
117.0 228.0 286.0
5000{ 43.0 T L
16.00 16.50
m/z 160.00 77.67%
oL \“‘ ‘h‘“\wud“
m/z--> 50 100 150 200 250 300 350 400
Abundance #164778: Propan-1-one, 1-(4-benzooxazol-2-ylpiperazin-
43.0
147.0
16.00 16.50
5000 ITI/Z 55.00 62.74%
273.0
hgzlo | 202.0
0l i | T Rvraen’ “‘w‘y ok, “M e
m/z--> 50 100 150 200 250 300 350 400
Abundance #37038: 2-Buten-1-one, 3-amino-1-phenyl- —— ——
160.0 16.00 16.50
m/z 57.10 54.44%
84.0
5000
42.0
) S N S —— — —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133122.D

Acqg On : 28 Apr 2023 14:26
Operator : CG\JU

Sample : 02495-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Benzophenone 10.480 2.3 ng 171254 3 9.769 1477970 20.0
n-Hexadecanoic ... 11.792 16.9 ng 1256660 4 11.251 1485350 20.0
Octadecanoic acid 12.575 28.5 ng 1496930 5 13.880 1049230 20.0
1-Docosene 14.480 8.7 ng 457347 5 13.880 1049230 20.0
Supraene 14.739 2.7 ng 130169 6 15.304 969551 20.0
Hexadecane 15.651 3.5 ng 170176 6 15.304 969551 20.0
unknownl16.233 16.233 2.5 ng 119791 6 15.304 969551 20.0
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