LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Ql1e94-01

Misc :

ALS vial : 9 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141186.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 6 13 rVB 1564787 2200582 8.58% 3.015%
2 5.045 492 502 512 rVB 235048 424938 1.66% 0.582%
3 5.439 557 569 574 rBV 3416102 4809225 18.75% 6.590%
4 6.445 730 740 746 rBV 3265810 4860315 18.95% 6.660%
5 6.810 797 802 809 rBV 746265 955202 3.72% 1.309%

6 7.375 890 898 903 rBV 2302874 3300052 12.87%
7 8.092 1014 1020 1029 rBV2 930846 1537499 5.99%
8 9.175 1197 1204 1209 rBV 4278996 5752515 22.43%
9 9.851 1311 1319 1323 rBV 1055672 1399354  5.46%
10 10.057 1348 1354 1359 rBV 242755 342336  1.33%

O R NN D
0
00
N
R

11 10.569 1436 1441 1446 rVB 417105 550267 2.15%
12 10.639 1447 1453 1458 rBV 2154714 2811219 10.96%
13 11.339 1567 1572 1574 rBV 848420 1141860 4.45%
14 11.363 1574 1576 1580 rVV 623121 668081 2.60%

VO RrR WO
Ul
<))
%]
R

15 11.880 1657 1664 1672 rBV2 2096229 3693867 14.40% 061%
16 11.957 1673 1677 1678 rBV 185613 257878 1.01% ©.353%
17 12.557 1775 1779 1781 rBV ~ 834655 1185017 4.62% 1.624%
18 12.668 1794 1798 1802 rVB 1636462 2143168 8.36% 2.937%
19 12.927 1838 1842 1850 rVB 3084344 4530811 17.67% 6.208%
20 13.839 1993 1997 2005 rVB3 233606 407830 1.59% ©.559%
21 13.980 2015 2021 2032 rVB3 921953 1966347 7.67%  2.694%
22 15.021 2194 2198 2207 rVB 349803 760392 2.96% 1.042%
23 15.109 2210 2213 2218 rBV2 184597 301587 1.18% 0.413%
24 15.321 2246 2249 2254 rVB 193870 280841 1.09% ©.385%
25 15.380 2256 2259 2265 rVB 207616 289217 1.13% ©.396%
26 15.445 2266 2270 2275 rBV 488424 762586 2.97% 1.045%

27 15.909 2322 2349 2373 rVB2 3831792 25647829 100.00% 35.143%

Sum of corrected areas: 72980815
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
BF141186.D

: 16 Jan 2025 15:39

: RC/JU

1 Q1094-01

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->
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3000000

2000000
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Abundance TIC: BF141186.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.128 46.08 ng 2200580 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 6 (2.128 min): BF141186.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1
RN ARREaEaREEe
91 2.202.302.402.50
bl 2 a0z 43.10 36.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T T T[T TTT T
55.0 2.202.30 2.40 2.50
41 87.0 m/z 87.10 26.84%
27.0 ‘
0 H’\Hm“hu“‘l\‘\\‘\‘H‘\“\H\H\lu‘uu‘uu‘\.\H“H\‘HH‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o Eh En EREEER
2.202.302.402.50
5000 41.0 550 m/z 55.10 26.51%
27.0
bbb 1120, 1290,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R R REAENREEe
73.0 2.202.302.402.50
m/z 41.10 12.29%
5000 43.0
58.0
29.0 ‘ 87‘-0
O prrlrre el e e L S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.045 8.90 ng 424938  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 502 (5.045 min): BF141186.D\data.ms (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R RARRALRESEA SR
4.80 5.00 5.20 5.40
I 83.0 .
0 bl R e m/z 59.18  60.33%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I IR AN B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 21.68%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e A RER
4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.72%
126.0
b L 12001459
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime R e AR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
101.0
ol 130 600 840
e R ARRR A
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.569 7.86 ng 550267  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
3 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
4 2-Chloro-1-phenyl-1-propanone 168 C9HSC1O0 006084-17-9 47
5 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
Abundance Scan 1441 (10.569 min): BF141186.D\data.ms (-1436) (- m/z 105.00 100.00%
105.0
182.1
5000
51.0 — ‘
10.50
152.0
Ol 2049 mjz 77.00 63.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
10.50
510 m/z 182.10  55.47%
| | 152.0
O\H‘\‘H\“HH’\H”}"HH‘\H‘HH‘H}‘\‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90576: 1-Propanone, 2-bromo-1-phenyl-
105.0
T \
10.50
5000 m/z 51.00 24 .32%
51.0
PN IR VO 212.0
R e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- = ‘
105.0 10.50
m/z 181.10 10.28%
5000
51.0
ol50 | 231.0
P T e e e e e e S
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39

Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.957  4.52ng 257878  Phenanthrene-dio 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 ClsHle 000203-64-5 68

2 2,2'-Bis(4,5-dimethylimidazole)
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402

4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204

190 C10H14N4

069286-06-2 47
007072-01-7 46
1000331-34-4 38

5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 38
Abundance Scan 1677 (11.957 min): BF141186.D\data.ms (-1673) (| m/z 190.10 100.00%
19p.1
5000
57.1
95.1 ——
280.3 12.00
139.1
0! 2381 . | m/z 189.16  99.64%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 12.00
4. m/z 192.10  43.90%
ol 310 630, \‘\ 1370 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0
e
12.00
5000 m/z 191.10 38.03%
42.0 122.0
py 800,y |
ol b e
miz-> 50 100 150 200 250
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde ——
39.0 190.0 12.00
m/z 57.10 30.23%
91.0
5000 133.0
oL . ——
miz--> 50 100 150 200 250 12.00

8270-BF011025.M Fri Jan 17 ©3:12:42 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.668 21.80 ng 2143170  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 18

Abundance Scan 1798 (12.668 min): BF141186.D\data.ms (-1794) (- m/z 73.00 100.00%

73.0
411
5000 1291
185.2 241.2

—=
‘ ‘ ‘ 28‘4'3 1250 13.00
(j— Ay it b bbb b m/z 43,10 92.19%

I

\
mi/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid

73.0
129.0
5000{ 41,0 284.0 — —
185.0 241.0 12.50 13.00
m/z 60.00 84.00%
0! ‘H‘MH““\‘ ‘L A " A ““ ‘\’\‘ : “‘ ‘
50 100

m/z--> 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
410
=T T
12.50 13.00
5000 129.0 m/z 57.10 72.08%
‘ 199.0 2420
oL— L‘ “HM\‘\‘ ﬂhm\ M\‘ il “‘ ‘1“6]‘0;“ L — “\ R
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00

m/z 55.10 71.69%

5000 129.0
| 7.0 171.0 21‘3.0 25‘6.0
‘J I ‘H“ ‘ | |

0L——— ‘H “\‘ﬂh“‘\ ‘\‘H‘\‘n} \‘ \’ B ’\‘ — P

T
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.839 415 ng 407830 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual

icosene, (E)- 280 C20H40 074685-30-6 98
ricosene 322 C23H46 018835-32-0 97
onadecene 266 C19H38 018435-45-5 96
ctadecene 252 C18H36 000112-88-9 96
ricosene, (Z)- 322 C23H46 027519-02-4 96

VA wWwN R
© R
—|oz—|rn

Abundance Scan 1997 (13.839 min): BF141186.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
T %M
5000
13.50 14.00
39.1 215.1 ’ :
ol “ | ‘“ “ Ly D50 181127002521 3083 . 4310 87.66%
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 or.0 T AL
13.50 14.00
m/z 55.10 80.59%
O L “\ \ ‘ h ““ “‘ }‘ \%\ \90\ ]\-8\2\0 22\3 O ‘ \2\8\()\0‘ T T T
miz--> 50 100 150 200 250 300
Abundance #227233: 1-Tricosene
57.0
97.0 — —
13.50 14.00
5000 m/z 83.10  75.64%
ol LU LLLLLEE 3820 2240 _as00 322 JM
miz--> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene “ —
43.0 97.0 13.50 14.00
m/z 69.10 68.74%
= J\JVHAN\/IJ\\J\A\/\/VV
om“ *39" 1820 22002660
m/z--> 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.109 7.91 ng 301587  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 4-Methylheneicosane 310 C22H46 025117-29-7 87
Abundance Scan 2213 (15.109 min): BF141186.D\data.ms (-2210) (- m/z 57.10 100.00%
57.1
127 1 EI.S‘O(S 15‘56
183.2 252.1 : :
383.4
0 H M“\ bbb 2998 20480 sz 71010 64.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 —r ——
15.00 15.50
m/z 43.10 57.07%
o “H 1130 169.0 225.0 281.0 380.0
\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—— —
15.00 15.50
5000 m/z 85.10 45 ,54%
196.0
o S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ——
57.0 15.00 15.50
m/z 55.10  21.41%
oL L] m\w??’?,%%??,(%9?9ww_m S —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.321 7.37 ng 280841  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2249 (15.321 min): BF141186.D\data.ms (-2246) (-} | m/z 252.10 100.00%
252.1
— o
125.1 15.00 15.50
0L 861 gl 1981, | 2061 3653 414« L 5ce 15 29 61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — =
15.00 15.50
m/z 253.10 22.71%
125.0
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— ——
15.00 15.50
5000 m/z 125.10 12.81%
126.0
o 0 mweo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene — —
252.0 15.00 15.50
m/z 126.10 10.23%
5000
126.0
ol 740 | 2000, |
L o e A P —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qle94-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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@ 9-Octadecenoic acid (Z)-, 2... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.909 672.65 ng 25647800  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 64
2 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 60
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 60
4 Isobutyl hexadecyl ether 298 C20H420 1000406-32-8 53
5 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 53
Abundance Scan 2349 (15.909 min): BF141186.D\data.ms (-2322) (- m/z 57.10 100.00%
57.1
5000 /¥/J///\\\/\\
280.3 —
01 { 16.00
ob—bh M H”'UMM btk 363:3419.4475.2 542, yyy 71,10 71.44%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #266028: 9-Octadecenoic acid (Z)-, 2,3-dihydroxypropyl ¢
55.0
5000 1
16.00
‘ m/z 55.10 63.80%
O\\‘Jl“\‘\‘T\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
——
16.00
5000 m/z 85.10 54.71%
283.0
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #248885: Carbonic acid, octadecyl vinyl ester ——
57.0 16.00
m/z 69.10 53.74%
5000 JL
} ‘ 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011625\
Data File : BF141186.D

Acqg On : 16 Jan 2025 15:39
Operator : RC/JU

Sample : Qlev4-e01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
Butane, 2-metho... 2.128 46.1 ng 2200580 1 6.816 955202 20.0
2-Pentanone, 4-... 5.045 8.9 ng 424938 1 6.816 955202 20.0
Benzophenone 10.569 7.9 ng 550267 3 9.851 1399350 20.0
4H-Cyclopenta[d... 11.957 4.5 ng 257878 4 11.339 1141860 20.0
Octadecanoic acid 12.668 21.8 ng 2143170 5 13.980 1966350 20.0
5-Eicosene, (E)- 13.839 4.2 ng 407830 5 13.980 1966350 20.0
Heptacosane 15.109 7.9 ng 301587 6 15.445 762586 20.0
Benzo[e]pyrene 15.321 7.4 ng 280841 6 15.445 762586 20.0
9-Octadecenoic ... 15.909 672.6 ng 25647800 6 15.445 762586 20.0
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