LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc :

ALS vial : 5 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_ P\Methods\8270E-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20523.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 24 rVB 2735734 3637393 38.29% 5.673%
2 3.558 94 97 104 rBV 71574 99029 1.04% 0.154%
3 4.340 225 230 235 rBV 139289 187320 1.97% 0.292%
4 4.934 324 331 342 rBV 4981869 7305418 76.91% 11.394%
5 5.375 399 406 417 rBV 1279980 1832847 19.30% 2.859%

6.928 663 670 679 rBV 1733340 2674052 28.15%
7.769 805 813 820 rBV 989036 1523298 16.04%
8.910 999 1007 1014 rBV 1615861 2662440 28.03%
10.310 1238 1245 1252 rBV 86735 153938 1.62%
10 10.540 1276 1284 1294 rBV 1235629 2057583 21.66%
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B

11 11.275 1403 1409 1418 rBV 67583 123621 1.30%
12 13.004 1694 1703 1711 rBV 4370777 6100674 64.23%
13 14.298 1918 1923 1930 rVB 130933 165426 1.74%
14 14.387 1931 1938 1947 rBV 1809269 2765750 29.12%
15 14.622 1969 1978 1990 rVB4 89923 223524  2.35%

O Ph,OUOLO®
N
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B

16 15.269 2083 2088 2094 rVB 262429 361477 3.81%
17 15.686 2151 2159 2163 rBV 121389 233755 2.46%
18 15.904 2190 2196 2205 rVV 917783 1432152 15.08%
19 16.151 2233 2238 2242 rBV 320021 599441 6.31%
20 16.504 2295 2298 2306 rBV3 45938 107176 1.13%

OONOO®
N
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21 16.969 2372 2377 2381 rBV 357645 473092  4.98%
22 17.022 2382 2386 2397 rVB 146655 264161 2.78%
23 17.192 2409 2415 2421 rBV 2348132 3223044 33.93%
24 17.733 2502 2507 2513 rBV 264690 348964  3.67%
25 18.145 2572 2577 2584 rBvV2 215150 334539 3.52%
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26 18.457 2626 2630 2636 rVB 124970 183715 1.93%
27 19.475 2799 2803 2807 rBV2 105814 166045 1.75% ©.259%
28 19.927 2873 2880 2889 rVB 5716315 9498876 100.00% 14.815%
29 21.333 3114 3119 3128 rVB2 341772 614621 6.47% ©0.959%
30 21.645 3166 3172 3181 rVB 2266331 3690856 38.86%
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31 22.616 3329 3337 3350 rVB 3420175 6323098 66.57%
32 22.963 3392 3396 3403 rVB3 97194 170964 1.80%
33 24.992 3732 3741 3754 rVB 1476149 4010274 42.22%
34 25.568 3831 3839 3845 rBVv8 182845 569876  6.00%

o0 ® UV
N
U1
A
3R

Sum of corrected areas: 64118439
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
BP020523.D

: 05 Jun 2024 19:02

: MA/JU

. P2701-03

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

5000000

4000000

30000001040

2000000 6.928

1000000

Abundance TIC: BP020523.D\data.ms

4.934

8.910

5.375 10.540
7.769

3.558 4-§4O 10.31 11.275

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\*‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Time-->

5000000

3000000

2000000 14.387

1000000

Abundance TIC: BP020523.D\data.ms

19.p27

8.004

4000000 22 61

15.904

16.96

21.333
. 16.151 17.7338.1 . L
14.298, 622 152695 g 16504 17102 48.457 19.475

L R e e e S

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Time-->

5000000

4000000

3000000

1000000

Abundance TIC: BP020523.D\data.ms

2000000 24.992

22,963 25.568

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

Library Search Compound Report

Data File : BP©20523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.040 47.76 ng 3637390 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 9 (3.040 min): BP020523.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000
R
’ ‘ ‘ 3.103.203.303.40
on il 1568 2649  370643094807548. ., 4365 37.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T [ T[T rrrr[
3.103.203.303.40
‘ m/z 55.05 27.46%
O Jl\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R
3.103.203.303.40
5000 m/z 87.05 26.31%
0 ”M,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0 3.103.203.303.40
m/z 41.05 12.40%
5000
0 J‘m‘ww‘_Www‘,"H_Wwwww B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 3-Penten-2-one, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.340 2.46 ng 187320 1,4-Dichlorobenzene-d4 7.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86

4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 230 (4.340 min): BP020523.D\data.ms (-225) (-) m/z 82.95 100.00%

83.0
5000

l‘ 4.00 4.20 4.40 4.60
O Ml T e P e e e T e m/z

141.3 206.9 281.1 371.2434.3 527.6 55.10 93.29Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 TT I T T[T Irrr]

4.00 4.20 4.40 4.60
m/z 43.00 38.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0

4.00 4.20 4.40 4.60
m/z 98.00 32.58%

5000
o
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (Z)- PR T

83.0 4.00 4.20 4.40 4.60
m/z 39.05 29.17%

5 HM m i

L L
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP©20523.D

Acqg On : 05 Jun 2024 19:02

Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.934 95.92 ng 7305420 1,4-Dichlorobenzene-d4 7.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 331 (4.934 min): BP020523.D\data.ms (-324) (-) m/z 43.00 100.00%
43.0
5000
101.1 T RREEEE e

obrdd ot 17942415 3251386844645054 .10 5905  s6.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

J ’ 4.60 4.80 5.00 5.20

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I B B
4.60 4.80 5.00 5.20
m/z 101.10 20.22%
102.0
O\JHIV‘%[\\‘\‘1\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
 Ramma AR
4.60 4.80 5.00 5.20
5000 ITI/Z 58.05 17 .40%
126.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528 2,3-Butanedione, monooxime e EEaRmEE L
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.69%
5000
oLk 10&.0
e e e AR N RaRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.269 2.61 ng 361477  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 87
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 81
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2088 (15.269 min): BP020523.D\data.ms (-2083) (- m/z 57.10 100.00%
7.1

5
5000

M
laz7a 2202 15.00 1550
o AM AT 2262 3178 4151 8029 ./ 43.19  65.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0

5000 T
15.00 15.50
m/z 71.10 59.88%

i P?.o 226.0
0‘\\‘H"\‘r‘\'lr”\‘\ﬂ\F‘“\'ru‘r\‘\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane

57.0

=
15.00 15.50

o

5000 m/z 85.10 40.13%
0\HJM*“Lﬂfzﬁ*}?%QH\H**M*H\H*W**H\H*W‘H*\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl- = T
57.0 15.00 15.50

m/z 41.05 33.77%

5000
‘ 127.0
\

Y e -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 5 Heptadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.151 3.72 ng 599441  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2238 (16.151 min): BP020523.D\data.ms (-2233) (- m/z 57.10 100.00%

57.1
5000

o
1600 1650

127.1

AR 2402 3338 4133 BI85 ., 43,05  76.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

5000 ]
16.00 16.50
m/z 71.10 61.79%

O‘\\“Tg’WJ\‘V‘l\J‘[]-\‘\Z;‘O“\‘\\‘\‘\2\%}0"\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

T
16.00 16.50
5000 m/z 85.10 42.66%

140.0
ST 8 S N L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #158600: Nonadecane T
57.0 16.00 16.50
m/z 41.05 35.95%

B MA/JL/\/\A
|, 227.0 197.0 268.0

£ o = SN —r— —r—
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Octadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.969 2.94 ng 473092  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2377 (16.969 min): BP020523.D\data.ms (-2372) (- m/z 57.10 100.00%
57.1

-

5000
17.00
127.1 192.1 -
o m“ \fPI11921254.3 3208 4303 5278 1/, 43.10  68.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 R
17.00
m/z 71.05 61.42%
127.0
O\\J\‘\“‘\J\‘FAHI‘\‘F\}\\‘“\‘\l\gzl\c\)\z\s‘ﬂn\o\\‘\\H‘\\\\‘\H\‘\\\\‘H\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #158600: Nonadecane
57.0
—
17.00
5000 ITI/Z 85.05 41.65%
ob b {770 1070 2680
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- T
57.0 17.00
m/z 41.10 30.97%
5000
’ 183.0
T .Y -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
BP020523.D

: 05 Jun 2024 19:02

: MA/JU

: P2701-03

: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Nonadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.733 2.17 ng 348964  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2507 (17.733 min): BP020523.D\data.ms (-2502) (- m/z 57.05 100.00%

57.0
5000

1271 2070268, 17.50 18.00
AALERTT 20702681 340.9  424.8 489.8549. ./, 4319

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

o

5000 — —
17.50 18.00
m/z 71.05 64.05%
|‘ 9370 197.0 268.0
O\\‘\\‘\\\\‘\\‘\\“l\l\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
—— —
17.50 18.00
5000 m/z 85.10 40.60%
ol ||| 2270 197.0 2670  380.0
B L A BEmasmas e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane T ——
57.0 17.50 18.00
m/z 41.10 30.28%

- 'NA/\A/\M\A
127.0

T D 1970 2810 3940
ol hn b e SR e T —

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

Library Search Compound Report

Data File : BP©20523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 8 n-Hexadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.145 2.08 ng 334539  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2577 (18.145 min): BP020523.D\data.ms (-2572) (- m/z 73.00 100.00%

73.0
5000
213.2

T
18.00 18.50

|
-1 'W,JH\\?3569414947815383 m/z 43.10 97.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — —
129.0 18.00 18.50

m/z 55.05 90.13%

O‘\\\‘“H fmm“f“\\’\}?ﬂb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

7
18.00 18.50

5000 m/z 60.00 85.51%
H 1850  284.0
O‘H“\H“ \‘\".|“.|‘\\\“h"\""\‘M"l"L‘H‘\‘“H“HH‘HH‘HH‘HH“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid Py P
73.0 18.00 18.50

m/z 41.05 72.81%

LS 1L m m i W

,,W\”

o_;““ H‘m‘,‘HWm‘uH‘mWm_m_m_‘w e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP©20523.D

Acqg On : 05 Jun 2024 19:02

Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 5-Eicosene, (E)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.333 3.33 ng 614621  Chrysene-di12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3119 (21.333 min): BP020523.D\data.ms (-3114) (- m/z 57.10 100.00%
57.1
5000 WJL
5.1 — ——
‘ ‘ ‘ 208.0 2801 3551 21.00 21.50
ol MR by S5 2000 3501 429149015490 mjz 55.05  86.63%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
21.00 21.50
m/z 43.10 84.49%
0 Ul ’1 "1820 2800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
— ——
21.00 21.50
5000 m/z 83.05 77 .66%
5.0
252.0
oL ‘“M\‘}w!‘u?%?mwmH_Wu_f‘ﬁ‘?‘?”_w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene “ —
57.0 21.00 21.50
m/z 97.10 69.36%
5000
5.0
0 \‘\\ ‘{\}“\‘820 4060
A e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 10 9,10-Anthracenedione, 1,8-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.616 34.26 ng 6323100 Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione, 1,8-dihydr... 284 C16H1205 000521-61-9 99
2 Echioidinin 284 C16H1205 004308-56-9 83
3 Acacetin 284 C16H1205 000480-44-4 74
4 7-Hydroxy-2-(3-hydroxy-4-methoxy... 284 C16H1205 020575-57-9 74
5 Genkwanin 284 C16H1205 000437-64-9 64

Abundance Scan 3337 (22.616 min): BP020523.D\data.ms (-3329) (- m/z 284.05 100.00%

284.1
5000
— —
51 \ 2130 22.50 23.00
o_m,wm_w!; y LIy L 84204018 475.15349 /7 285.05  17.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #178448: 9,10-Anthracenedione, 1,8-dihydroxy-3-methox
284.0

e

5000 — ——
22.50 23.00
m/z 255.05 14.71%
O‘\\\\’6\9‘\‘9[\l\ng[WY!\ZA[].W?\.'\C)\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178427: Echioidinin
284.0
— —
22.50 23.00
5000 ITI/Z 128.00 13.54%
167.0
o0 Ll | zeea |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178423: Acacetin —— ]
284.0 22.50 23.00
m/z 241.05 13.28%
5000
132.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 11 5-Bromo-4,4-dichloro-2-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.568 2.84 ng 569876  Perylene-d12 24.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4,4-dichloro-2-methylimi... 228 C4H3BrC12N2 1000409-98-8 89
2 Methyl (S)-5-((1S,2R,4aR,8aR)-5-... 350 C22H3803 1010495-83-9 80
3 (3S,6aR,6bR,8aS,12S,14bR)-4,4,6a... 468 C32H5202 1000441-99-9 60
4 3-Chloroquinoxaline-2-carbonitrile 189 C9H4CIN3 040254-89-5 43
5 1,2-Dicarbadodecaborane(12), 1-[... 234 C6H20B10S 062906-36-9 43
Abundance Scan 3839 (25.568 min): BP020523.D\data.ms (-3831) (| | m/z 189.10 100.00%
189.1
431
5000
107.1
T [
25.50
303, 34522
0 d »“f v'w‘uilmgz‘%‘z‘waﬁl‘z‘?"_ m/z 43.10  55.87%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #109567: 5-Bromo-4,4-dichloro-2-methylimidazole
189.0

40.0 108.
5000 108.0 e :
25.50

m/z 190.15 32.83%

0 ‘L‘\IA‘H ‘ | |

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #259883: Methyl (S) 5-((1S,2R,4aR,8aR)-5-(methoxymet
189.

é

L — L

25.50

5000 m/z 187.10 31.55%
105.0
\

TV

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #331431: (3S,6aR,6bR,8aS,12S,14bR)-4,4,6a,6b,8a,11,1 T ‘
189.0 25.50

m/z 93.00 31.10%

318.0

‘”M \l l 253'9

hred

5000
119.0

" WL

28 )11,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50

325.0 394 0 468 0

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020523.D

Acqg On : 05 Jun 2024 19:02
Operator : MA/JU

Sample : P2701-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.040 47.8 ng 3637390 1 7.769 1523300 20.0
3-Penten-2-one,... 4.340 2.5 ng 187320 1  7.769 1523300 20.0
2-Pentanone, 4-... 4.934 95.9 ng 7305420 1 7.769 1523300 20.0
Hexadecane 15.269 2.6 ng 361477 3 14.387 2765750 20.0
Heptadecane 16.151 3.7 ng 599441 4 17.192 3223040 20.0
Octadecane 16.969 2.9 ng 473092 4 17.192 3223040 20.0
Nonadecane 17.733 2.2 ng 348964 4 17.192 3223040 20.0
n-Hexadecanoic ... 18.145 2.1 ng 334539 4 17.192 3223040 20.0
5-Eicosene, (E)- 21.333 3.3 ng 614621 5 21.645 3690860 20.0
9,10-Anthracene... 22.616 34.3 ng 6323100 5 21.645 3690860 20.0
5-Bromo-4,4-dic... 25.568 2.8 ng 569876 6 24.986 4010270 20.0
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