LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Q1415-04

Misc :

ALS Vvial : 13  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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF141766.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.340 28 42 44 rBV 31236 128873 6.32% 0.982%
2 5.410 558 564 586 rBvV 1094751 1635295 80.21% 12.455%
3 6.428 732 737 764 rBV 1108126 1671376 81.98% 12.730%
4 6.781 792 797 804 rBV 334262 424685 20.83%  3.235%
5 7.345 887 893 906 rBV 777721 1087593 53.35%  8.284%
6 7.622 934 940 956 rBvV 14620 45170 2.22% 0.344%
7 8.063 1002 1015 1034 rBV 390196 593890 29.13% 4.523%
8 8.651 1110 1115 1119 rBV 24145 29350 1.44% 0.224%
9 9.134 1192 1197 1208 rBV 1558902 2038701 100.00% 15.528%
10 9.810 1307 1312 1327 rBV 432528 622861 30.55% 4.744%

11 10.528 1429 1434 1442 rBV 114302 157215 7.71%
12 10.604 1442 1447 1471 rVB 727269 1049440 51.48%
13 11.298 1560 1565 1581 rVB 401888 585630 28.73%
14 11.833 1650 1656 1674 rBV2 41156 108205 5.31%
15 12.622 1785 1790 1799 rBV7 9460 26555 1.30%
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16 12.880 1829 1834 1845 rBV 1377181 1787256 87.67% 13.
17 13.780 1982 1987 2006 rBV2 51639 166360 8.16%
18 13.939 2006 2014 2026 rVB 308480 453621 22.25%
19 14.769 2151 2155 2161 rVB 42564 58922 2.89%
20 15.386 2254 2260 2270 rBV 257415 458242 22.48%
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Sum of corrected areas: 13129240
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Feb 2025 16:05
: RC/JU
: Ql415-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
BF141766.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M

Quant Title

TIC Library

: 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\BF@22525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Q1415-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 unknown2.340 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.340 6.07 ng 128873 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 9
2 Isobutane 58 C4H10 000075-28-5 4
3 Monoethanolamine 61 C2H7NO 000141-43-5 3
4 Peroxide, dimethyl 62 C2H602 000690-02-8 3
5 Diglycolamine 105 C4H11NO2 000929-06-6 2
Abundance  Scan 42 (2.340 min): BF141766.D\data.ms (-28) (-) m/z 43.00 100.00%
43.0
5000
62.0
A e e
‘ ‘ 220 2.40 2.60
Ol el 889 sz 42,10 42.34%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #379: 1,2-Ethanediol
31.0
5000 L L
220 2.40 2.60
m/z 62.00  28.64%
15.0 43.0
O\\\‘\\\\‘\\‘\{‘\\\H‘i!\\\‘}M\\‘\\\\6‘%.9\\‘\\\\‘\\\\‘\\
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Abundance #268: Isobutane
43.0
Ty
220 2.40 2.60
5000 m/z 44.05 27.77%
27.0
15.0
0 2.0 “ iyl i 57\"0
et e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #357: Monoethanolamine T
30.0 220 2.40 2.60
m/z 61.00 19.68%
5000
15.0 42.0 61.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Q1415-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.528 5.05 ng 157215  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1434 (10.528 min): BF141766.D\data.ms (-1429) (- m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0
7 \
| 152.1 L 10.50
R AR S | m/z 77.00  60.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
510 m/z 182.10  54.16%
0 2?.0 | L | 152.0 |
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
71.0
R \
182.0 10.50
5000 m/z 51.00 27 .36%
51.0 105.0
152.0
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 8.99%
77.0
5000
51.0
OBl 22 2
S e e e T Pl
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\BF@22525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Q1415-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.833 3.70 ng 108205 Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1656 (11.833 min): BF141766.D\data.ms (-1650) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1

213.1

111.0 1711 ‘ 256.1 1150 12100
owwu“” H‘J\Hw‘l_mwhm‘_“w‘”MWMWW‘_ m/z 73.00  94.95%
m/fz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

60.0

5000 129.0
11. 50 12 00

m/z 60.00  83.21%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

11. 50 12 00
5000 129.0 m/z 57.10 80.74%
ol me e 70 0
01‘?9““““””!\\ ‘W H\H‘H\H}\‘} ‘H‘“‘\{““\‘““i“‘“‘i““‘\““\“““\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid ““A/A‘AF\ —
73.0 11. 50 12.00

m/z 55.00 76.28%

129.0
5000 43.0
185.0 298.0 /\\/\N
.0
\‘ \ “ H‘ (ﬂH M‘\ | ‘5\ I | jﬂﬂ/\'\/’J\"\

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11. 50 12. 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05

Operator : RC/JU

Sample : Q1415-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 4 Trifluoroacetoxy hexadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.780 7.33 ng 166360 Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94

Abundance Scan 1987 (13.780 min): BF141766.D\data.ms (-1982) (| m/z 57.10 100.00%
57.1
5000
111
—— —
13.50 14.00
0l P ol m/z 55.05  96.54%
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 —r— ——
11.0 13.50 14.00
m/z 43.05 92.79%
o150 L1 L L] 15401960 2690 3300
\\\‘ \\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
—— —
13.50 14.00
5000 110 m/z 83.05 74.93%
oL {4l u \\ 158.0196.0236.0 283.0 334.0
i A
m/iz--> 50 150 200 250 300 350
Abundance  #307572: HeMaﬂumeUWHcacm n-tetradecyl ester T ——
57.0 13.50 14.00
m/z 97.05 65.57%
5000 11.0
1690
sl UL T e sy )
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Q1415-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.769 2.57 ng 58922  Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 72
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 Umbelliprenin 366 C24H3003 023838-17-7 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2155 (14.769 min): BF141766.D\data.ms (-2151) (- m/z 69.05 100.00%
69.0
121.1 A0 PN
14.50 15.00
ol bbb by 191 e w/z 8l.e5  54.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 i a—
14.50 15.00
m/z 41.10  28.84%
137.0
0270 iyl ) 1910 2730 3410 4104
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69.0
— —
14.50 15.00
5000 m/z 121.10 14.29%
136.0
er0 || || 18802310
ol b b b e
m/z--> 50 100 150 200 250 300 350 400 m
Abundance  #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol L0 L o
69.0 14.50 15.00
m/z 95.05 13.27%
o WJ\MW
137.0
D
o‘7‘4 T — — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141766.D

Acqg On : 25 Feb 2025 16:05
Operator : RC/JU

Sample : Ql415-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
unknown2.340 2.340 6.1 ng 128873 1 6.781 424685 20.0
Benzophenone 10.528 5.0 ng 157215 3 9.810 622861 20.0
n-Hexadecanoic ... 11.833 3.7 ng 108205 4 11.298 585630 20.0
Trifluoroacetox... 13.780 7.3 ng 166360 5 13.939 453621 20.0
Supraene 14.769 2.6 ng 58922 6 15.386 458242 20.0
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