LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4087-01

Misc . NB-614-COMP-01

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139439.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 7 13 20 rVB 490784 755987 61.28% 7.111%
2 5.093 500 510 522 rBB 82358 122274 9.91% 1.150%
3 5.493 572 578 583 rBV 846176 1091765 88.50% 10.270%
4 6.504 744 750 755 rBV 906576 1175773 95.31% 11.060%
5 6.875 809 813 818 rBV 304215 381083 30.89% 3.585%

6 7.440 903 909 914 rBV 599533 757309 61.39%
7 7.692 947 952 958 rVB 15297 18426 1.49%
8 8.157 1026 1031 1039 rBV 365623 453869 36.79%
9 9.234 1208 1214 1219 rBV 1009661 1233584 100.00% 11.

9.910 1324 1329 1334 rBV 338870 413762 33.54%

Wk oV
N
o)}
o]
R

11 10.004 1339 1345 1359 rVB 214303 319523 25.90%
12 10.622 1445 1450 1458 rBV 41347 49921 4.05%
13 10.698 1458 1463 1473 rBV 446514 564502 45.76%

O wuow
w
=
o
S

14 11.398 1576 1582 1590 rBV 281801 406343 32.94% 822%
15 11.892 1662 1666 1667 rBV 24318 23816 1.93% 224%
16 11.916 1667 1670 1682 rVV3 74030 124440 10.09% 1.171%
17 12.004 1682 1685 1694 rVB2 14706 29568 2.40% 0.278%
18 12.127 1702 1706 1711 rVB3 23434 34081 2.76% ©.321%
19 12.216 1713 1721 1727 rVB5 11918 23988 1.94% 0.226%
20 12.422 1753 1756 1759 rBV2 16017 20475 1.66% 0.193%

21 12.604 1778 1787 1795 rBV 106973 156925 12.72%
22 12.698 1799 1803 1807 rVB 109285 134714 10.92%
23 12.804 1816 1821 1823 rBV 106549 149986 12.16%
24 12.833 1823 1826 1833 rVB 101762 149104 12.09%

VR KRR R
IS
=
=
B

25 12.980 1845 1851 1858 rVB 716963 942632 76.41% 867%
26 13.051 1858 1863 1868 rBV3 10693 19721 1.60% 0.186%
27 13.157 1875 1881 1885 rVB2 10949 22547  1.83% 0.212%
28 13.263 1896 1899 1903 rVB2 11656 15651 1.27% ©.147%
29 13.669 1965 1968 1972 rVB 14401 18573 1.51% 0.175%
30 13.780 1983 1987 1990 rBV2 11324 16993 1.38% 0.160%
31 13.874 1999 2003 2014 rVB 60086 100755 8.17% ©.948%
32 14.027 2022 2029 2040 rBV2 260510 483542 39.20%  4.548%
33 15.074 2202 2207 2215 rBV 43803 101322 8.21% ©.953%
34 15.374 2255 2258 2264 rVB 28024 44088 3.57% 0.415%
35 15.433 2265 2268 2274 rVB 31445 45360 3.68% 0.427%

36 15.498 2274 2279 2290 rBV 137773 228725 18.54% 2.151%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 10631127
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\

BF139439.D

: 18 Sep 2024 21:41
: RC/JU
: P4087-01

Sample Multiplier: 1

NB-614-COMP-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF139439.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 39.68 ng 755987 1,4-Dichlorobenzene-d4 6.881

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
Abundance  Scan 13 (2.169 min): BF139439.D\data.ms (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R RRERREEEA
‘ J 8.1 2.202.302.402.502.60
Ol 88Ol 88, 4305 50.99%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T T [T T T[T T[T T
430 2.202.302.402.502.60
‘ m/z 55.10  32.39%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
R RAERREEEAT
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.88%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
m/iz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanKthL R REAREER S o
73.0 2.202.302.402.502.60
m/z 41.05 16.60%
5000
43.0
0 15\.0 \‘\ H 1 ‘\ 88 0
T “‘,““,“““““““ R RAERREREAT T
m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
5.093 6.42 ng 122274  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 510 (5.093 min): BF139439.D\data.ms (-500) (-) m/z 43.10 100.00%

43.1
59.1
5000
R R Ea s RERE
‘ 83.0 1011 4.80 5.00 5.20 5.40
Otrrrrrrrrprrrr bbb e e M/z 59.18 53.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LA BN
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10  16.43%
O\\\‘\f‘f‘f‘\\f‘?‘ﬁ\.?\\“H{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
A RARE e
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.01%
58.0
150 70 | 20 100.0
(O o B L L B A AR S s S R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
101.0
oL 180 310 | %89 790 60
R Ea T L R e AARARRmm e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl®.004 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.004 15.44 ng 319523  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 25
2 4,7-Dimethyl-5-decyne-4,7-diol 198 C12H2202 000126-87-4 12
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
4 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 10
5 (1S,2R,4R,7R)-4-Isopropyl-7-meth... 168 C1@H1602 001619-26-7 10
Abundance Scan 1345 (10.004 min): BF139439.D\data.ms (-1339) (- m/z 43.05 100.00%
43.0
5000
97.1 137.2
69.1 10.00 |
LA I |
0 H‘_“ﬂ‘ H‘m‘mum“W‘H‘_‘H‘H‘W‘H‘M‘H m/z 57.10  49.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 e :
10.00
101 m/z 59.05 34.83%
9.0
0 e "1250 1670 1960 227.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73603: 4,7-Dimethyl-5-decyne-4,7-diol
43.0
TS I
10.00
5000 m/z 97.10 33.43%
137.0
69.0 95.0
o230 o e L Y020
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester —— !
43.0 10.00
m/z 41.05 32.65%
5000
‘ 101.0
Y B 10 S N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 8
R.T. EstConc Area Relative to ISTD R.T.
10.622 2.41 ng 49921  Acenaphthene-d10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 58
3 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 53
4 4,5-Diphenyloxazolin-2(3H)-one 237 C15H11NO2 005014-83-5 53
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 53
Abundance Scan 1450 (10.622 min): BF139439.D\data.ms (-1445) (| m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —y
10.50 11.00
152.1
Ot bl 228 T myz 77.00 73.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — o
10.50 11.00
510 m/z 182.10  55.88%
o210 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 36.34%
51.0
PN 17 O R e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27226: Isonitrosoacetophenone ——
77.0 105.0 10.50 11.00
m/z 50.10 11.60%
5000 51.0
27.0 131.0
Y MR AR S M RS S MS— — —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.916 6.12 ng 124440  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1670 (11.916 min): BF139439.D\data.ms (-1667) (- m/z 43.10 100.00%
43.1
73.0
5000
129.1
213.2 T
‘ 101.1 157.2185.2 256.2 12.00
Y m/z 60.00  85.03%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 1T
129.0 12.00
213.0 m/z 73.05 84.50%
‘ H (ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘HH‘H\‘N‘HH‘\‘\H‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
T ‘ T \/
12.00
5000 m/z 55.10 74 .24%
129.0 242.0
199.0
LA e | Ao
Y S 19 S VR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid T
43.0 73.0 12.00
' m/z 41.10 73.56%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl2.698 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.698 6.63 ng 134714  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Diamino-1-(4-methylphenyl)py... 237 C13H11N5 1000459-39-8 12
2 4,8-Dichloro-2-oxa-6-selenaadama... 272 C8H10Cl20Se 1000189-96-4 10
3 1H-Pyrazole, 3-bromo-4-iodo- 272 C3H2BrIN2 1000460-68-5 10
4 4-Bromo-5-nitro-2H-pyrazole-3-ca... 235 C4H2BrN304 1000459-87-6 10
5 Monomethyltetrachloroterephthala... 388 C12H12C1404Si 1000485-37-8 10

Abundance Scan 1803 (12.698 min): BF139439.D\data.ms (-1799) (- m/z 374.90 100.00%

378.9
236.9
118.9 T T
1940 300.9 12.50 13.00
0’ m/z 372.90 97.62%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #119570: 3,5-Diamino-1-(4-methylphenyl)pyrrole-2,4-dice
237.0
5000 —— i
91.0 12.50 13.00
m/z 236.90 60.53%
0‘\\\“”‘“\‘“\‘\“ “\\‘\}‘\9\4.‘\QJ \’\\\\‘\\\\’\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #164075: 4,8-Dichloro-2-oxa-6-selenaadamantane
237.0
39.0 91.0 —f— cle
12.50 13.00
5000 m/z 271.80 51.25%
155.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #164022: 1H-Pyrazole, 3-bromo-4-iodo- T ——
272.0 12.50 13.00
38.0 m/z 376.85 48.71%
5000
1270
193.0
m/z--> 0 5 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.874 4.17 ng 100755  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 86
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 86
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 70
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 70

Abundance Scan 2003 (13.874 min): BF139439.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
230.1
5000
— ——
| ff’-l 13.50 14.00
0h+ NmHHJNWWMMmeH‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10 97.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
13.50 14.00
5 m/z 55.10 80.91%
\' 238.0
OHIM'[‘H\I‘MI\]\“\“H\‘\l\\\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 ITI/Z 41.10 62.67%
5.0
252.0
outhnsw-OMS-' ﬂmkw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester — —
57.0 13.50 14.00
m/z 230.10 61.60%
5000
5.0
224,
ol 1200 weo AW
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.374 3.86 ng 44088  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benzo[a]pyrene 252 C20H12 000050-32-8 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
5 Perylene 252 C20H12 000198-55-0 81

Abundance Scan 2258 (15.374 min): BF139439.D\data.ms (-2255) (- m/z 252.10 100.00%
252.1

5000
126.1 15‘06 15‘56
51.0 971, j  167.0 200.0 : :
0! m/z 250.10 32.49%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138554: Benzo[e]pyrene
252.0
5000 k“

15. 00 15 50
m/z 253.10  20.18%

125.0
50.0 83.0 | 1740 223.0 |
\\‘H\\‘\\\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘\H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138555: Benzo[a]pyrene
252.0

o

15. 00 15 50

5000 m/z 126.05 10.17%
126.0
0 57.0 87. 174.0 2220 h“
e e e e e e
m/z--> 40 60 80 100120140160180200220240260280300 /\\

Abundance #138563: Benzo[Kk]fluoranthene N ﬂ ‘ ﬂ”ﬂ I L

252.0 15. 00 50

m/z 251.19 10.08%

5000 /\
126.0
o 870 | | 2220 \M Ay (\/\ f/\ﬂ N1

m/z--> 40 60 80 100120140160 180200220240260280300 15.00 15.50

8270-BF091324.M Thu Sep 19 15:10:03 2024 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91824\
Data File : BF139439.D

Acqg On : 18 Sep 2024 21:41

Operator : RC/JU

Sample : P4e87-01

Misc . NB-614-COMP-01

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.169 39.7 ng 755987 1 6.881 381083 20.0
2-Pentanone, 4-... 5.093 6.4 ng 122274 1 6.881 381083 20.0
unknown10.004 10.004 15.4 ng 319523 3 9.910 413762 20.0
Benzophenone 10.622 2.4 ng 49921 3 9.910 413762 20.0
n-Hexadecanoic ... 11.916 6.1 ng 124440 4 11.398 406343 20.0
unknown12.698 12.698 6.6 ng 134714 4 11.398 406343 20.0
Heptadecyl hept... 13.874 4.2 ng 100755 5 14.033 483542 20.0
Benzo[e]pyrene 15.374 3.9 ng 44088 6 15.498 228725 20.0
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