LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc :

ALS Vvial : 17 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: BF141487.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.999 489 494 503 rVB 24716 40160 1.60% 0.226%
2 5.410 558 564 583 rBv 1371307 1849244 73.70% 10.422%
3 6.422 731 736 755 rBV 1435183 1954395 77.89% 11.014%
4 6.787 793 798 805 rBV 489632 598373 23.85% 3.372%
5 7.346 887 893 904 rBV 936550 1283591 51.15% 7.234%
6 7.610 933 938 946 rBV 29706 43158 1.72% 0.243%
7 8.069 1010 1016 1024 rBV 625389 807417 32.18% 4.550%
8 9.092 1183 1190 1193 rBV 20639 28374 1.13% 0.160%
9 9.145 1193 1199 1208 rVV 1849294 2367028 94.33% 13.340%
10 9.545 1261 1267 1278 rVB2 43711 65341 2.60% 0.368%
11  9.822 1307 1314 1320 rBV 745366 950192 37.87% 355%
12 10.245 1380 1386 1390 rVB6 10977 25133 1.00% 142%
13 10.475 1420 1425 1431 rVB 46078 67309 2.68%

14 10.539 1431 1436 1441 rBV 154021 194997  7.77%
15 10.610 1443 1448 1461 rVB 1118491 1543073 61.49%
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16 10.739 1466 1470 1478 rVB 95181 135672 5.41%
17 11.210 1544 1550 1556 rVB2 34103 56596 2.26%
18 11.310 1562 1567 1574 rBV 755565 956400 38.11%
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19 11.845 1653 1658 1679 rBV 214780 358835 14.30% 022%
20 12.092 1696 1700 1707 rVB2 20264 30247 1.21% 170%
21 12.628 1787 1791 1802 rBV2 29232 53983 2.15% ©.304%

22 12.898 1831 1837 1842 rBV 1948631 2509286 100.00% 14.141%

23 13.380 1910 1919 1928 rBV 183153 263690 10.51% 1.486%
24 13.822 1987 1994 2011 rBV2 57178 250074 9.97%  1.409%
25 13.951 2011 2016 2031 rVB 566101 735105 29.30% 4.143%

26 15.404 2257 2263 2278 rBV 360586 576479 22.97% 3.249%

Sum of corrected areas: 17744152
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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

Abundance TIC: BF141487.D\data.ms
1500000 .
5410 6.422

1000000 7.346

500000 6.787
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Abundance TIC: BF141487.D\data.ms
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Abundance TIC: BF141487.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.539 4.10 ng 194997  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 60
3 Methyl hippurate, N-trifluoroace... 289 C12H10F3NO4 073749-76-5 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
Abundance Scan 1436 (10.539 min): BF141487.D\data.ms (-1431) (- m/z 105.00 100.00%
105.0
182.1
5000
51.0
N T
| 152.0 H 10.50
— m/z 77.00  63.90%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 — ‘
10.50
51.0 m/z 182.10  54.65%
L ‘ ull 152.0 H
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
RN \
183.0 10.50
5000 51.0 ITI/Z 51.00 30.34%
miz--> 50 100 150 200 250
Abundance #184595: Methyl hippurate, N-trifluoroacetyl- — ‘
105.0 10.50
m/z 181.10 9.21%
5000
51.0
150 | | 140.0 258.0289.( N AT
——— R
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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 Tridecane, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.739 2.84 ng 135672  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
2 Decane, 2-methyl- 156 C11H24 006975-98-0 80
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59

Abundance Scan 1470 (10.739 min): BF141487.D\data.ms (-1466) (-} | m/z 57.85 100.00%

57.0
5000
85.0

<
‘ 131 10.50 11.00
et b ST m/z 71.10 62.96%

|
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl-

57.0

5000 = e
10.50 11.00

m/z 43.05 57.69%

85.0
: 126.0
15401830
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33083: Decane, 2-methyl-
57.0

—
10.50 11.00
5000 m/z 85.05  26.79%

29.0 85.0
L
S .- —
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl- —— —
57.0 10.50 11.00

m/z 41.10 26.58%

5000
85.0
200 ‘ 11T0 o
|

L h“‘ 1550 225.0253.0

7 —
m/z--> 20 40 60 80 100120140160180200220 240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 7.50 ng 358835  Phenanthrene-d10 11.310
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1658 (11.845 min): BF141487.D\data.ms (-1653) (- m/z 43.10 100.00%
43.1 73.0
5000
213.2 = —
‘ ‘ H‘l 157.1185.1 ‘ 256.3 11.50 12.00
Hw‘uﬂﬂww‘m‘%HMMW1Hmwmuj_ﬂ‘ﬂuw_uu_u‘_ul_ m/z 73.00  92.31%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00  91.22%
\H‘HH“}‘HH!H \H‘M‘H\L\‘1“““\\‘”‘1‘\“\‘H‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/z 41.05 84.08%
171.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.05 76.21%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM P —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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 4 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.380 7.17 ng 263690  Chrysene-di2 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
2 Palmitoleamide 253 C16H31NO 106010-22-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
Abundance Scan 1919 (13.380 min): BF141487.D\data.ms (-1910) (-} | m/z 59.00 100.00%
59.0
5000 /\
R
98.1 . .
‘ M“ | D otah 1841 | 2382 2811 L. 25 40 57.55%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — e —
13.00 13.50
m/z 55.05 42.41%
29.0 98.0
- L“ 1l \HH ‘\L\‘\W ‘HMM ‘1“‘}\?‘%9 - ‘18‘4;0‘ : ‘2‘38‘-? : %8}F
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
— ——
13.00 13.50
5000 m/z 41.10 37.11%
126.0
| ?%-‘{M\ il I D30l 880 2100 2530
miz--> 50 100 150 200 250
Abundance #142059: Hexadecanamide T —
59.0 13.00 13.50
m/z 43.05 29.17%
290 |, M40 1700 2120 2550
el — —
mlz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS vial : 17 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 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.822 6.80 ng 250074  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1994 (13.822 min): BF141487.D\data.ms (-1987) (- m/z 57.05 100.00%
51.0
7.0
5000
1350 14.00
1 2070 : .
- | ‘ ”\w Po b 280 m/z 55.05  98.61%
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate
57.0
97.0
5000 = —
13.50 14.00
m/z 43.05 92.65%
UL 9 10 00 200 s
\\\\[ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
10 970
— —
13.50 14.00
5000 m/z 83.10 78.67%
RN d\_ °r ; ‘1‘8‘1‘0‘ (2380 2920 364
m/z--> 50 lOO 150 200 250 300 350
Abundance #209741: 1-Docosene “ T
55.0 13.50 14.00
m/z 97.05 71.46%
97.0
5000
14.4“\ (1 ! ‘ 13901810 308.0
“““‘ A — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020625\
Data File : BF141487.D

Acqg On : 06 Feb 2025 18:27
Operator : RC/JU

Sample : Q1309-05

Misc

ALS Vvial : 17 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|
Benzophenone 10.539 4.1 ng 194997 3 9.822 950192 20.0
Tridecane, 6-me... 10.739 2.8 ng 135672 4 11.310 956400 20.0
n-Hexadecanoic ... 11.845 7.5 ng 358835 4 11.310 956400 20.0
9-Octadecenamid... 13.380 7.2 ng 263690 5 13.951 735105 20.0
Heptadecyl trif... 13.822 6.8 ng 250074 5 13.951 735105 20.0
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