LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\
Data File : BF134993.D

Acqg On : 29 Aug 2023 20:15
Operator : CG\JU

Sample : 04188-04

Misc :

ALS Vvial : 16 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-BF082223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134993.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 496 500 508 rVB 32998 41056 1.24% 0.184%
2 5.416 561 566 569 rBv 2780261 2739312 82.80% 12.306%
3 6.422 732 737 740 rBV 2785802 2784746 84.17% 12.510%
4 6.616 767 770 780 rBV 30969 35557 1.07% 0.160%
5 6.781 795 798 802 rBV 850074 726201 21.95%  3.262%

6 7.345 889 894 897 rBV 1911432 1794993 54.25%  8.064%
7 8.063 1011 1016 1019 rBV 1155883 986063 29.80% 4.430%
8 9.139 1194 1199 1202 rBV 3643393 3308498 100.00% 14.863%
9 9.257 1215 1219 1223 rVB 37895 36936 1.12%
9.816 1310 1314 1318 rBV 1193675 1097072 33.16%

O
O =
N O
O O
3R R

11 10.610 1445 1449 1453 rBV 2227575 2002259 60.52%
12 11.310 1564 1568 1571 rBV 1298823 1107920 33.
13 11.333 1571 1572 1575 rVB 155012 82129 2.48%
14 11.845 1656 1659 1664 rBV 214023 192680 5
15 12.527 1771 1775 1779 rBV 212489 176349 5

(ORI e]
w
[e)]
o
B

16 12.633 1789 1793 1799 rBV2 36481 61981 1.87%
17 12.757 1807 1814 1817 rBV 178583 169104 5.11% ©.760%
18 12.910 1835 1840 1843 rBV 3128870 2755782 83.29% 12.380%

(]
N
N
00
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19 13.145 1875 1880 1884 rBV3 21841 37194 1.12% 0.167%
20 13.821 1990 1995 2004 rBvV2 108167 155871 4.71% 0.700%
21 13.962 2014 2019 2022 rBV 767303 736043 22.25% 3.307%
22 13.986 2022 2023 2029 rVB 76086 58624 1.77% 0.263%
23 14.733 2146 2150 2152 rBV2 31171 38601 1.17% 0.173%
24 15.004 2192 2196 2199 rBV 71791 99354 3.00% 0.446%
25 15.098 2208 2212 2217 rVB3 28967 52421 1.58% 0.236%
26 15.304 2243 2247 2254 rVB 42972 54519 1.65% 0.245%
27 15.368 2254 2258 2264 rBV 63689 77871 2.35% 0.350%
28 15.433 2264 2269 2273 rBV 622963 725149 21.92% 3.258%
29 15.927 2349 2353 2358 rBV3 26576 36245 1.10% 0.163%
30 16.909 2515 2520 2530 rVB2 26231 53198 1.61% 0.239%
31 17.356 2592 2596 2604 rVB2 17046 35567 1.08% 0.160%
Sum of corrected areas: 22259295
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\

: BF134993.D

: 29 Aug 2023 20:15
¢ CG\JU

: 04188-04

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\
Data File : BF134993.D

Acqg On : 29 Aug 2023 20:15
Operator : CG\JU

Sample : 04188-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 3.48 ng 192680  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1659 (11.845 min): BF134993.D\data.ms (-1656) (- m/z 73.05 100.00%
431 73.0
5000 129.0 192.1 k\
— P
11.50 12.00
[ — m/z 43.10  92.49%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 == e
213.0 11.50 12.00
‘ 157.0185.0 m/z 60.00 84.58%
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109284: Tetradecanoic acid
73.0
— P
129.0 1150 12.00
5000 43.0 m/z 56.95 75.20%
185.0 228.0
1
\‘ \\\ w‘\‘ H‘ % i ‘5\ I |
O “‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid Pt T
43.0 ,73.0 11.50 12.00
m/z 41.05 69.28%
5000 129.0
199.0
s e
O??RkwwﬂﬁWwNwmwﬂMNMWHJMJHJHWH‘WHH_H‘_‘ = s
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\
Data File : BF134993.D

Acqg On : 29 Aug 2023 20:15
Operator : CG\JU

Sample : 04188-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.821 4.24 ng 155871  Chrysene-di12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 90
4 Hexadecyl propyl ether 284 C19H400 1000406-27-9 90
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90
Abundance Scan 1995 (13.821 min): BF134993.D\data.ms (-1990) (- m/z 57.10 100.00%
57.1
= s
1%”-1 230.1 13.50 14.00
0 H‘Mph‘wﬂﬂwﬂuu‘pmﬁuy“w"H“H“H‘w“u“u m/z 43.05 76.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 111.0 T T
13.50 14.00
‘ m/z 83.00 61.81%
0 \\‘h‘\l“\\\\“\\}\\’6\2\0\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
i e
13.50 14.00
5000 m/z 55.05 61.09%
LTS o0
ol ALy esse
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate e T
57.0 13.50 14.00
m/z 71.10 58.36%
5000
1%50
AT =T S I | N
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\
Data File : BF134993.D

Acqg On : 29 Aug 2023 20:15

Operator : CG\JU

Sample : 04188-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.368 2.15 ng 77871  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81

Abundance Scan 2258 (15.368 min): BF134993.D\data.ms (-2254) (- m/z 252.05 100.00%
252.1
5000
= e
126.0 15.00 15.50
207.0 :
0489 860 | 1641 207.0, uu e B8z 250010 21.13%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzole]pyrene
252.0
5000 T A‘AJk :
15.00 15.50
m/z 253.10 19.15%
125.0
0390 83.0 | 200.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0
w ‘ T T \AV \'
15.00 15.50
5000 m/z 126.00 12.30%
126.0
090 870 | 6102000 .
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0 15.00 15.50
m/z 112.95 8.69%
5000
126.0
ol 8o [ woo,
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082923\
Data File : BF134993.D

Acqg On : 29 Aug 2023 20:15
Operator : CG\JU

Sample : 04188-04

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082223.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|
n-Hexadecanoic ... 11.845 3.5 ng 192680 4 11.310 1107920 20.0
1-Heneicosanol 13.821 4.2 ng 155871 5 13.962 736043 20.0
Benzo[e]pyrene 15.368 2.1 ng 77871 6 15.433 725149 20.0
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