LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

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

Signal : TIC: BF133080.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.916 477 481 492 rVB 141081 174253 4.87% 0.625%
2 5.340 548 553 556 rBvV 3162671 2921410 81.72% 10.475%
3 6.275 709 712 716 rBV 277765 214476 6.00% 0.769%
4 6.369 723 728 731 rBV 3267425 2921984 81.74% 10.477%
5 6.734 786 790 793 rBV 1264657 984618 27.54% 3.530%

6 7.298 881 886 889 rBV 2191250 1967983 55.05%
7 8.016 1004 1008 1011 rBV 1732625 1347873 37.70%
8 8.745 1126 1132 1144 rBV2 32075 44983 1.26%
9 9.092 1187 1191 1194 rBV 4416543 3574909 100.00% 12.

9.769 1302 1306 1309 rBV 2009372 1518622 42.48%

NG BN
[y
(o))
[y
R

11 10.480 1423 1427 1430 rBV 172558 131897 3.69%
12 10.557 1435 1440 1443 rBV 2248944 2110200 59.03%
13 11.251 1554 1558 1560 rBV 1845112 1563015 43.72%

[CRCIRGIENE )
o)
()
2
3R

14 11.269 1560 1561 1564 rVB 91103 66338 1.86% 238%
15 11.557 1607 1610 1613 rBV 69037 58252 1.63% 209%
16 11.786 1645 1649 1653 rBV2 416467 374479 10.48%  1.343%
17 12.357 1739 1746 1751 rBV5 40551 69032 1.93% 0.248%
18 12.457 1759 1763 1767 rBV 180010 147782 4.13% ©.530%
19 12.551 1777 1779 1781 rBV 62004 58700 1.64% 0.210%
20 12.569 1781 1782 1794 rVB4 67949 87952 2.46% 0.315%

21 12.657 1794 1797 1799 rBV2 124894 133949 3.75%
22 12.680 1799 1801 1805 rVB 217622 214437 6.00% 0.769%
23 12.839 1823 1828 1831 rBV 3913411 3496830 97.82% 12.538%

(]
B
(0]
[
R

24 13.798 1985 1991 1993 rBV2 63657 115169 3.22% ©0.413%
25 13.880 2001 2005 2008 rBV 1262026 1191049 33.32% 4.271%
26 13.904 2008 2009 2015 rVB 83573 73069 2.04% 0.262%
27 14.374 2085 2089 2092 rBV 68410 67686 1.89% 0.243%
28 14.804 2159 2162 2171 rVB 175250 198281 5.55% ©.711%
29 14.898 2174 2178 2181 rBV 54134 78798  2.20% 0.283%
30 14.992 2190 2194 2201 rVB 151768 167472 4.68% ©.600%
31 15.180 2223 2226 2231 rVB 48374 66418 1.86% 0.238%
32 15.239 2233 2236 2241 rVB 52067 61357 1.72% 0.220%
33 15.304 2242 2247 2253 rVV 867933 1060900 29.68%  3.804%
34 15.351 2253 2255 2261 rVB3 38105 51552 1.44% 0.185%
35 15.545 2284 2288 2294 rVB 52279 68924 1.93% 0.247%

36 15.768 2321 2326 2332 rBV 139579 197592 5.53% 0.708%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

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

37 16.515 2448 2453 2462 rVB4 70905 127684 3.57% ©.458%
38 16.804 2497 2502 2508 rBV2 54716 109523 3.06% ©.393%
39 17.015 2535 2538 2544 rVB5 41774 69966 1.96% 0.251%

Sum of corrected areas: 27889414
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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: BF133080.D\data.ms
4000000

3500000
5.340 6.369

3000000

2500000
7.298

2000000

1500000 6.734

1000000

500000

K
4.916 6.273
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF133080.D\data.ms
9.092

4000000 12.839

3500000
3000000

2500000 10.557
9.769

2000000 8.016 11.251

1500000
1000000

500000 11.786
) 8.745 1Qf, 11/269 11.557 Av» 12.35 LP/UVANJx

\
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: BF133080.D\data.ms

4000000
3500000
3000000
2500000
2000000

1500000 13.880

1000000 15.304
500000
14.374 ﬁ% 9;515 5435 768 16.515 16.8047.015
0 : J\——’R__/\__,\_L,;/\,J/\

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\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.916 3.54 ng 174253 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 481 (4.916 min): BF133080.D\data.ms (-477) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 T T
4.60 4.80 5.00 5.20
TR 83.0 5
-t m/z 59.10 52.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R IR R
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10  18.97%
O \\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate
43.0
EEEmmEEE TSR
4.60 4.80 5.00 5.20
5000 m/z 58.10 15.22%
58.0
15‘-0 270 | 72‘-0 100.0
O et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime EEEEmDENEES SR
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.19%
5000
101.0
oL 180 310 | %89 790 60
R Ea T L R e AARARRmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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.
11.786 4.79 ng 374479  Phenanthrene-d10 11.251
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1649 (11.786 min): BF133080.D\data.ms (-1645) (- m/z 72.95 100.00%
3.1 ,73.0
5000 129.1 L
|| o | e e hw
Olrrrrrroite- AL mw mumm“_“”_‘m\mu_mw‘_ m/z 43.10  96.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R 1
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 94.06%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 —— e
11.50 12.00
5000 129.0 m/z 57.10  74.53%
185.0
|
01‘5“0‘“”‘1‘1“J‘!“““ L ‘H?HW MWH“m‘wm“‘mw!u_uw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid R B e e e e e e
43.0 73.0 11.50 12.00
m/z 41.10 71.10%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ Pl =
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\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc SB-30-0-2-20230412

ALS vial : 16 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

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 cis-Chlordane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.657 2.25 ng 133949  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Chlordane 406 C10H6C18 005103-71-9 99
2 trans-Chlordane 406 C10H6C18 005103-74-2 99
3 Chlordane 406 C10H6C18 000057-74-9 99
4 Monomethyltetrachloroterephthala... 388 C12H12C1404Si 1000485-37-8 35
5 4,7-Methanoindene, 1,2,3,5,6,7,8... 406 C10H6C18 1000017-10-9 35
Abundance Scan 1797 (12.657 min): BF133080.D\data.ms (-1794) (- m/z 372.90 100.00%
372.9
5000 236.9
75.0
135.0 T
192.9 300.9 12.50 13.00
0! ‘WW“WM“WJ‘NUH m/z 374.90 98.42%
miz--> 50 100 150 200 250 300 350 400
Abundance #305487: cis-Chlordane
373.0
A |
5000 — ot
12.50 13.00
237.0 m/z 376.990  49.09%
65.0 .
N 133.0 193.0 301.0 416.C
m/z--> 50 100 150 200 250 300 350 400
Abundance #305490: trans-Chlordane
373.0
|
12.50 13.00
5000 m/z 236.90 43.54%
237.0
: 193.0 301.0
OMWMMMMWM \‘\4‘.1\'6\.F
m/z--> 50 100 150 200 250 300 350 400 M
Abundance #305486: Chlordane s ‘/\‘ ‘ ——
373.0 12.50 13.00
m/z 370.90  43.27%
5000
237.0
65.0
109.0 160.0 301.0
o N L N
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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 unknownl2.680 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.680 3.60 ng 214437  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene 202 Cl6H10 000129-00-0 90
2 Fluoranthene 202 Cle6H1e 000206-44-0 55
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 43
4 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 37
5 1-Leucine, N-methyl-N-(2-methoxy... 331 C17H33NO5 1000328-54-1 37
Abundance Scan 1801 (12.680 min): BF133080.D\data.ms (-1799) (- m/z 202.10 100.00%
202.1
5000
A
101.1 S
“ 150.0 110 408.9 12.50 13.00
0500 | 1500 | 2719 3348 L /7 00.10 19.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #78084: Pyrene
202.0
5000 1250 : 13.00
101.0 - :
m/z 101.05 17.82%
0 51.0 L \‘ “\ 1590\‘ I
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #78089: Fluoranthene
202.0
erted Lo Ay
12.50 13.00
5000 101.0 ITI/Z 203.10 16.38%
43’\.0 \‘ “ 150.0\ Al
e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- o st
202.0 12.50 13.00
m/z 201.10 16.35%
5000
oL 510 10101500
e rLeley s
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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 6 Hexacosanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.804 3.74 ng 198281  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 11-Eicosenol 296 C20H400 1010424-20-3 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Eicosanal- 296 C20H400 002400-66-0 90
Abundance Scan 2162 (14.804 min): BF133080.D\data.ms (-2159) (| m/z 57.10 100.00%
57.1
- L/MA
ﬂ o1 e s
206.2 2680 ; . .
ol 1, w 38782002 0TS 82l ML w2 4310 94.53%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal
57.0
5000 — ——
14.50 15.00
10.0 m/z 82.05 84.81%
362.0
oL ‘\ |1, 1800 2500 3060 ™
\1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194558: 11-Eicosenol
55.0
— ~
14.50 15.00
5000 m/z 55.05 62.82%
9.0
oL ALdiily pee0 280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158579: Oxirane, hexadecyl- — —
82.0 14.50 15.00
m/z 96.05 57.93%
500019,
L ]180 1000 2500
oL L e — —r
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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 7 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.992 3.16 ng 167472  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Eicosane 282 C20H42 000112-95-8 81
4 Octacosane 394 C28H58 000630-02-4 76
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2194 (14.992 min): BF133080.D\data.ms (-2190) (-} | m/z 57.10 100.00%
57.1
- JMM
15.00
252 2 :
ob— u“ AL “‘ L1421832, TP[72043 3550 L., 71.10  66.09%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 T
15.00
9.0 m/z 43.05 62.13%
Olwswd\ ‘\““\ ‘“‘ \‘H‘\ “‘[ x“‘ \:‘I‘_\A%‘(‘)\ ]\-8\3\0‘ T \2\4? ‘O\ LA B e e
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
——
15.00
5000 m/z 85.05 51.02%
9.0
ol b bl L 14018302250 26703000 366
e e
m/z--> 50 100 150 200 250 300 350
Abundance #176387: Eicosane ]
57.0 15.00
m/z 55.00 22.94%
5000
282.0
“ \ }41018302250
ol L e o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc SB-30-0-2-20230412

ALS vial : 16 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

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 8 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.768 3.72 ng 197592  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2326 (15.768 min): BF133080.D\data.ms (-2321) (- m/z 57.05 100.00%

57.0
5000

0.0 =
15.50 16.00
155.2197.2239.
ol “u A J“w““ Lo p 22392 3093 m/z 71.05 64.16%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T T
15.50 16.00

m/z 43.05 60.08%
\L

9.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
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15.50 16.00
5000 m/z 85.10 47 .41%
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m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS vial : 16 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

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 9 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.515 2.41 ng 127684  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 72
2 17-Octadecenal 266 C18H340 056554-86-0 72
3 Tridecane 184 C13H28 000629-50-5 56
4 1,7-Hexadecadiene 222 C16H30 125110-62-5 43
5 2-Heptadecenal 252 C17H320 1000143-48-6 30
Abundance Scan 2453 (16.515 min): BF133080.D\data.ms (-2448) (- m/z 57.10 100.00%
57.1
2000 Mwﬁwﬂkww«J\WMww/\w#N
9.1 T \
276.1
(IO R .
ob—, ;Lu ‘\“‘\ il ‘\“m;\‘m bt il SORRENES o m/z 43.10 78.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
06.0
5000 —— :
16.50
m/z 82.85 65.33%
222 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155912: 17-Octadecenal
82.0
— T \
16.50
5000 m/z 71.05 48 .80%
29. ’
37.0 252.0
Ll o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #59029: Tridecane T ‘
57.0 16.50
m/z 96.05 48.41%
B W«M\J\MMM
\‘ ‘\ , [ 1180 1840
0 ‘H‘W‘MJ‘WNw‘W“““““H“““““H““ —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42623\

Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc SB-30-0-2-20230412

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 10 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.804 2.06 ng 109523  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2502 (16.804 min): BF133080.D\data.ms (-2497) (- m/z 57.10 100.00%
57.1
5000 MW
1650  17.00
207.1 . .
o dLLbl g, 2T oy g e w0
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — e
16.50 17.00
m/z 43.00 50.84%
oL ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
16.50 17.00
5000 m/z 85.05 46.74%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane “ T
57.0 16.50 17.00
m/z 55.00 17.89%
5000
9.0
o ““““““““““‘“““““‘ — —
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042623\
Data File : BF133080.D

Acqg On : 26 Apr 2023 23:04

Operator : CG\JU

Sample : 02270-20 :
Misc : SB-30-0-2-20230412

ALS Vvial : 16 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|
2-Pentanone, 4-... 4.916 3.5 ng 174253 1 6.734 984618 20.0
n-Hexadecanoic ... 11.786 4.8 ng 374479 4 11.251 1563020 20.0
cis-Chlordane 12.657 2.3 ng 133949 5 13.880 1191050 20.0
unknownl12.680 12.680 3.6 ng 214437 5 13.880 1191050 20.0
Hexacosanal 14.804 3.7 ng 198281 6 15.304 1060900 20.0
Heptadecane 14.992 3.2 ng 167472 6 15.304 1060900 20.0
Hexacosane 15.768 3.7 ng 197592 6 15.304 1060900 20.0
Octadecanal 16.515 2.4 ng 127684 6 15.304 1060900 20.0
Octacosane 16.804 2.1 ng 109523 6 15.304 1060900 20.0
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