LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\

Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00

Operator : MA/JU

Sample : P1463-01

Misc :

ALS Vvial : 22 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 >
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP019735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc :

ALS Vvial : 22 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-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.110 2381 2384 2392 rVB 63562 102833 3.01% 0.269%
38 17.298 2410 2416 2419 rBV 773383 1124631 32.91% 2.942%
39 17.339 2419 2423 2429 rVB 735311 1046154 30.61% 2.737%
40 17.433 2434 2439 2444 rWW 261788 399644 11.69% 1.045%
41 17.492 2445 2449 2454 rVB3 35522 67908 1.99% 0.178%
42 17.704 2482 2485 2493 rVB 66551 111228 3.25% 0.291%
43 18.169 2560 2564 2565 rBV 97501 125428 3.67% 0.328%
44 18.198 2565 2569 2578 rVB2 460704 785973 23.00%  2.056%
45 18.292 2581 2585 2589 rvV 79964 118440 3.47% 0.310%
46 18.351 2590 2595 2599 rVWVW2 225456 400638 11.72% 1.048%
47 18.386 2599 2601 2606 rvVB 96779 109587 3.21% 0.287%
48 18.651 2643 2646 2650 rvV 88225 106407 3.11% 0.278%
49 18.692 2651 2653 2658 rVB2 81848 92468 2.71% 0.242%
50 18.886 2683 2686 2690 rvVB 69903 86968  2.54% 0.227%
51 19.051 2710 2714 2718 rBV 105796 180484 5.28% 0.472%
52 19.192 2735 2738 2744 rVB3 72472 107340 3.14% 0.281%
53 19.310 2752 2758 2763 rBV 1842040 2444025 71.52% 6.393%
54 19.363 2765 2767 2772 rVW3 94070 125401 3.67% 0.328%
55 19.428 2775 2778 2786 rVB2 160149 304916 8.92% 0.798%
56 19.633 2808 2813 2814 rBV 326776 439256 12.85% 1.149%
57 19.663 2814 2818 2826 rVB2 1629601 2702637 79.09% 7.070%
58 19.863 2847 2852 2857 rBV 2893493 3417285 100.00%  8.939%
59 20.145 2897 2900 2904 rVB 282910 348778 10.21% 0.912%
60 20.239 2913 2916 2920 rBV 218950 270511 7.92% 0.708%
61 21.080 3056 3059 3061 rBV 196453 214569 6.28% 0.561%
62 21.110 3061 3064 3070 rVB2 376470 551155 16.13% 1.442%
63 21.386 3105 3111 3115 rBV2 1422497 2831381 82.85% 7.407%
64 21.427 3115 3118 3127 rVB 907340 1303086 38.13% 3.409%
65 23.080 3394 3399 3404 rBV 669339 1614787 47.25% 4.224%
66 23.716 3502 3507 3515 rVB 690699 1381793 40.44%  3.615%
67 23.821 3520 3525 3530 rVB 582938 1088745 31.86% 2.848%

Sum of corrected areas: 38227714
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP019735.D\data.ms

3000000
2500000
2000000

1500000

1000000 5.481 7.075

9.075
500000 7.905 10.704

b 3634 5.028 5.905 7.558 JL 101757 11457

Time--> 350 4.00 450 5.00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP019735.D\data.ms

19.863
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19.310
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13.163
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14.540

500000

12.368581 3.369 13.857'42634pP§4:040 15566 gg7
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP019735.D\data.ms

3000000

2500000

21.386

2000000

1500000

1000000

500000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

5.028 2.88 ng 78144  1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47

2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 38
3 Silane, trimethyl- 74 C3H1eSi 000993-07-7 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 330 (5.028 min): BP019735.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
5000
T e T
4.80 5.00 5.20 5.40
ol 2051 22182811 3571 4388 5480 /7 59.05  69.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L I L B
4.80 5.00 5.20 5.40
m/z 101.00 27.58%
O ‘JilQE.O‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R RRRERE R ERRREREE:
4.80 5.00 5.20 5.40
5000 m/z 58.05 16.76%
O L0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #917: Silane, trimethyl- R ARA SRS Lo
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.70%
5000
0 p$“ﬂw‘u“H‘_“W‘H‘_“W‘H“H‘W“H‘H“_‘H“ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 unknownl6.281 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.281 3.89 ng 218783  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-(methylox... 163 C9H9NO2 056651-60-6 43
2 Phenol, 2-propyl-, O-methoxycarb... 194 C11H1403 1000487-67-3 38
3 4-sec-Butylphenol, O-isopropylox... 236 C14H2003 1201410-83-4 38
4 1H-1,2,3,4-Tetrazole-1,5-diamine... 220 C9H12N60 1000349-95-8 38
5 [2-(3,4-Dimethoxyphenyl)ethyl](4... 301 C18H23NO3 1000302-74-5 35

Abundance Scan 2243 (16.281 min): BP019735.D\data.ms (-2236) (- m/z 121.05 100.00%
121.1

5000

=

J’ L

porsd | -
| 1%4.0 16.00 1650
bl 7 2489 3296 3968 8093 /7 167.00  51.03%

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

Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene
121.0

o

=

5000 ‘ ‘ T
16.00 16.50
m/z 57.10 32.22%

63.

‘\H\f'\“u'\““‘\ \“\‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\

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

Abundance #68746: Phenol, 2-propyl-, O-methoxycarbonyl-
121.0

o

3

‘ ‘ T
16.00 16.50
5000 m/z 163.05 32.12%

59.0 194.0
L H h l‘\ ‘u‘\‘ I ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #118413: 4-sec-Butylphenol, O-isopropyloxycarbonyl-

o

-

‘ ‘ T
16.00 16.50

121.0
m/z 71.10 31.08%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.375 4.63 ng 260076  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 86
2 4-(1,1-Dimethylheptyl)phenol 220 C15H240 1000384-80-3 80
3 (4S,4aR)-4-(Hydroxymethyl)-3,4a,... 278 C17H2603 110547-82-5 78
4 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
5 2-tert-Butylphenol, O-(n-propylo... 236 C14H2003 1000487-37-9 72

Abundance Scan 2259 (16.375 min): BP019735.D\data.ms (-2254) (- m/z 135.05 100.00%

136.1
5000
1600 1650
41.0 . )
220.2
Ot d 2202 8276 408346895346 /7 107.00  18.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
136.0
5000 - —
16.00 16.50
m/z 136.00 10.77%
O‘\\\l\?ﬁ\.l(\)‘\\“"\J\\\‘\\\2\()‘9'\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99241: 4-(1,1-Dimethylheptyl)phenol
136.0
NS s
16.00 16.50
5000 ITI/Z 121.10 7.46%
770 22?.0
1 e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #171104: (4S,4aR)-4-(Hydroxymethyl)-3,4a,8,8-tetrametH . —
135.0 16.00 16.50
m/z 91.00 6.70%

5000

43.0 218.0

J 278.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00

Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 4-(7-Methyloctyl)phenol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.439 5.0 ng 202607 Phenanthrene-d1e 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 a-(7-Methyloctyl)phenol 220 CisH20 624518-48-7 60
2 Phenol, 2-(1,1-dimethylethyl)- 150 C16H140 000088-18-6 49

1000487-65-1 47
354539-34-7 27
220098-92-0 25

3 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804
4 4-Amino-7,7-dimethyl-7,8-dihydro... 191 C1@H13N30
5 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302

Abundance Scan 2270 (16.439 min): BP019735.D\data.ms (-2265) (- m/z 135.05 100.00%
13541
5000
41.0 =
l ‘ 220.1 16.50
o bk J-w‘u-l Ay ] 28118412 417.04750 542.C /7 107.05  98.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 T
16.50
m/z 149.05 96.10%
41.0
l‘ 220.0
O‘\\“\M'J\l\"\\h""\'\\\‘\‘H\M\}H‘HH‘HH|HH|HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
135.0
—
16.50
5000 ITI/Z 121.05 60.53%
71?‘
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #266104: Hexestrol, O-(n-propyloxycarbonyl)- o
135.0 16.50
m/z 191.05 32.89%
5000
41.0
Y O . Ak
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

8270E-BPO13124.M Fri Feb 16 13:19:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.498 4.12 ng 231452  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 98
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64
3 meso-Hexestrol, 0,0'-bis(n-propy... 442 C26H3406 1000487-65-0 59
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 58
5 Benzaldehyde diethylacetal 180 C11H1602 000774-48-1 53

Abundance Scan 2280 (16.498 min): BP019735.D\data.ms (-2275) (- m/z 135.05 100.00%

Abundance #322972: meso-Hexestrol, O,0"-bis(n-propyloxycarbonyl)
135.0 16.50

m/z 41.10 11.41%

135.1
5000
—
411 220.2 16.50
O bbddd L7077 3316 403.14641 535.2 ./, 167 0p  47.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000
1650
m/z 121.05 43.78%
41.0
L] 220.0
O‘\\‘\\’J\l\‘\\“‘\\\\‘l\\\\l‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
—
16.50
5000 ITI/Z 149.05 36.65%
77.0
oS e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

5000

43.0 221.0

339.0
o"Hﬂ,w_‘H_‘H_JH_m_Hww_wwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.692 4.36 ng 244920  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 5,5-dimethy... 178 C13H22 1000163-88-0 64
2 2-Iodobenzyl alcohol, acetate 276 C9H9IO02 1000364-47-1 53
3 Benzaldehyde, 3-pentafluoropheno... 332 C15H9F503 329222-68-6 42
4 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 38
5 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 38

Abundance Scan 2313 (16.692 min): BP019735.D\data.ms (-2308) (- m/z 107.05 100.00%
1

oy.1
5000

177.1 — Y
41.? \ \ 16.50 17.00
Ob bbbk b ), 236.1 3102 4223 5349 ;149 09 98.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52983: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149.0
5000 =1

=
16.50 17.00
m/z 121.10 56.62%

ud ||
‘\2\9‘\'8\\‘J\\“‘J‘\‘\J\I\\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #169058: 2-lodobenzyl alcohol, acetate
107.0

——
16.50 17.00
5000 m/z 177.10  20.08%

43.0
} 217.0
“Hshwtﬂmu"H‘pLH?ZQRH‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#238718: Benzaldehyde, 3-pentafluorophenoxymethyl-4- T
149.0 16.50 17.00

m/z 91.00 15.80%

5000
T U\J\Mw\j\jw
L. ‘\

0.330 |1, 2240 313.0

‘ 7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 8 4-(1,1-Dimethylheptyl)phenol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.763 4.35 ng 244481  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,1-Dimethylheptyl)phenol 220 C15H240 1000384-80-3 87
2 Phenol, 2-(1,1,3,3-tetramethylbu... 206 C14H220 003884-95-5 78
3 4-tert-Butylphenol, O-ethoxycarb... 222 C13H1803 026177-66-2 72
4 Methanol, (cyclohexyl)(2,3-dimet... 218 C15H220 349498-47-1 72
5 4-tert-Butylphenol, O-isopropylo... 236 C14H2003 1201410-82-3 72

Abundance Scan 2325 (16.763 min): BP019735.D\data.ms (-2321) (- m/z 135.05 100.00%

135.1
5000

—
41.1 16.50 17.00
e 220.2280.8341.0 411.2 475.5537.9 m/z 107.00 21.67%

\\\\\\\\l\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
I [ | I I I I I I I I

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99241: 4-(1,1-Dimethylheptyl)phenol
135.0

5000 T
16.50 17.00
m/z 136.00 10.66%

770 220.0
RN
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82770: Phenol, 2-(1,1,3,3-tetramethylbutyl)-
135.0

P
16.50 17.00
5000 m/z 41.10 7.36%

70, 2080 U\/\f\ij
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #101420: 4-tert-Butylphenol, O-ethoxycarbonyl- ——
135.0 16.50 17.00

m/z 91.00 5.69%

- AJW\AMJM
29.0 ‘ 222.0

Iy ‘hhl .

7 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Acetamide, N-(3-methylphenyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.839 2.14 ng 120076  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 53
2 Butylphosphonic acid, 1-adamanty... 356 C20H3703P 1000323-25-4 47
3 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 46
4 1,2-Benzenedicarboxylic acid, di... 334 C20H3004 000084-75-3 43
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 43

Abundance Scan 2338 (16.839 min): BP019735.D\data.ms (-2334) (- m/z 149.05 100.00%
149.1
= e
55"0 2201 16.50 17.00
Ol bbbl 1. 9201 282.6 34184010 492.4548. /7 197 05 64.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
5000 — e
16.50 17.00
43.0 m/z 135.05  32.11%
O \\‘\‘I‘\l‘\“TW“\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265699: Butylphosphonic acid, 1-adamantylmethyl pent
149.0
P Lt
16.50 17.00
5000 m/z 55.05 14.78%
92.0
209.0
90 | P Aome AJ\WWWVW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99261: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- — ——
149.0 16.50 17.00
m/z 150.00 11.05%
5000
41.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Anthracene, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.169 2.23 ng 125428 Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92

Abundance Scan 2564 (18.169 min): BP019735.D\data.ms (-2560) (- m/z 192.10 100.00%
1

92.1
5000

=
18.00 18.50

96.0
0379300 |1 2571 3431 415148215404 ;191 65 55.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67020: Anthracene, 9-methyl-
192.0
5000 = T
18.00 18.50

m/z 189.10 31.17%

96.0
O‘\2\7\.\0‘\‘\\Il\J“\\\\“\J\‘\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67021: Anthracene, 1-methyl-
192.0

.
18.00 18.50

5000 ITI/Z 190.05 16.50%
83.0
0%99W““Mw*”rm“\*H*w*H\H*W*H*M*H\H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67024: Anthracene, 2-methyl- — ™
192.0 18.00 18.50

m/z 193.10  13.68%

h ﬂWWAAJVMM/d&%pﬁVJKWW
83.0
15.0 L]

02ttt e e e —— —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO13124.M Fri Feb 16 13:19:07 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00

Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 11 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.198 13.98 ng 785973  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2569 (18.198 min): BP019735.D\data.ms (-2565) (- m/z 73.00 100.00%

73.0
5000
213.2
.

\’L \ i 18.00 18.50
A HthJl'n*“‘_79?§4ﬂ?f9%4uﬁf§ﬁ‘§4ﬁ m/z 60.00 69.57%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid

o

73.0

256.0

5000 —— ——
18.00 18.50

H 157.0 m/z 55.10 69.24%
l ‘“\ JI

\ll\“‘IW\\‘\‘\\“\‘\“\\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0

T
18.00 18.50

o

5000 ITI/Z 41.10 63.14%
171.0
0 d‘ MMM,A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 43.10 62.76%
5000
L 228.0
143.0 \
o"’ Mm,,\,\ i i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 12 1H-Indene, 2-phenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.292 2.11 ng 118440  Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
Abundance Scan 2585 (18.292 min): BP019735.D\data.ms (-2581) (- m/z 192.10 100.00%
192.1
- Jd\AfKVQAyA
e =
82.4 18.00 18.50
Obrriptodel e pdonl o 2831 8571 431.2489.9548) /7 191 .10 45.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
5000 == ]
18.00 18.50
m/z 189.00  27.87%
5. 510 PO |
\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67042: Phenanthrene, 4-methyl-
192.0
— =
18.00 18.50
5000 m/z 165.10 16.36%
82.0
0 mwu“‘"u“‘H\‘"J‘uh [T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67044: Phenanthrene, 1-methyl- — —
192.0 18.00 18.50
m/z 193.10 16.10%
- ij\]\/\/\/\ﬂ‘m
0 63'9.1261Q It
R R e B AR — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.351 7.12 ng 400638 Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 53
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 42
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 35

Abundance Scan 2595 (18.351 min): BP019735.D\data.ms (-2590) (- m/z 190.05 100.00%
190.1
- N\J\
94.6 — ——
18.00 18.50
0!8 0k A 2521 327.0 3949 5029 m/z 189.@5  98.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — —
940 18.00 18.50
4 m/z 192.10  47.81%
0810, | L
\\\[\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydr
190.0
45.0
= P
18.00 18.50
5000 m/z 191.05 38.31%
117.
o bk L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny == T
190.0 18.00 18.50
m/z 187.10 21.20%
5000
9.0 133.0
0 ﬂ‘_uuquwww"Hm‘_“W‘H“H‘w“u‘u“_‘u“ = S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 14 di-p-Tolylacetylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.051 3.21 ng 180484  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
2 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91
3 9,10-Dimethylanthracene 206 C1l6H14 000781-43-1 91
4 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 87
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87

Abundance Scan 2714 (19.051 min): BP019735.D\data.ms (-2710) (- m/z 206.10 100.00%

206.1
5000
19.00 |
101.1 :
0300 i i), 27533441 4542 B4L3 ;19110  43.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82923: di-p-Tolylacetylene
206.0
5000 — :
19.00
m/z 189.05 26.03%
o 3901020 |
‘\\\\[\\f\[\\\\’\\1f[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82954: Phenanthrene, 3,6-dimethyl-
206.0
—
19.00
5000 ITI/Z 205.10 25.59%
102.0 {
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82932: 9,10-Dimethylanthracene —— ‘
206.0 19.00
m/z 207.10 16.45%
89.0
NEL YY) — .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 15 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.427 2.15 ng 304916 Chrysene-d12 21.392
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 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2778 (19.427 min): BP019735.D\data.ms (-2775) (- m/z 73.00 100.00%

73.0
5000
241.2
——
\ ‘I iozo 385.0 4762 19:50
O H“Mw‘w\‘w"\‘ L 020 3850 4762 549 /7 43.10  86.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —
19.50
’ 284.0 m/z 60.00 77.27%
O”JHIJJ“‘\\\H!l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
—
19.50
5000 ITI/Z 57.10 75.37%
LT

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

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50

m/z 55.10 72.31%

5000 284.0

H‘H\l‘ﬁ‘l‘ 372.0

R e . :

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 16 11H-Benzo[b]fluorene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.145 2.6 ng 348778 Chrysene-diz 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 712 000243-17-4 93

2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 2900 (20.145 min): BP019735.D\data.ms (-2897) (- m/z 216.10 100.00%

216.1
5000

L
107.4 20.00 20.50

ML d 3251 4050 L3 0515 10 76.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0

5000 1
20.00 20.50
m/z 213.10 19.50%

107.0
O‘\\3\9\.9\\\‘l‘ll\\\\’\\\“\’\Jl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94573: 11H-Benzol[a]fluorene
216.0

=
20.00 20.50
5000 m/z 217.10  16.82%

107.0
2 S IR SN
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #94570: Pyrene, 1-methyl- 7
216.0 20.00 20.50

m/z 107.40  12.58%

o

o

5000

108.0

0\H§9Q‘W&H‘w‘iiw‘w‘H‘M‘H\H‘w‘”‘M‘H\”‘w‘ AU T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP@19735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 17 unknown21.110 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.110 3.89 ng 551155 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Amino-5-(4-chlorophenyl)-4H-1,... 226 C8H7CIN4S 1010476-96-9 43
2 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H1@N202 1000256-99-5 43
3 Diheptylisobutylamine 269 C18H39N 1000310-32-0 38
4 6-Bromo-.alpha.-[di-n-heptylamin... 511 C30H42BrNO 027022-39-5 38
5 2-Fluoroanthra-9,10-quinone 226 C14H7F02 000572-84-9 37
Abundance Scan 3064 (21.110 min): BP019735.D\data.ms (-3061) (- m/z 226.10 100.00%
226.1
= —
‘ M st_l 271 21.00 21.50
bbb 32714043 5186 sz s7.10 41.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107444: 4-Amino-5-(4-chlorophenyl)-4H-1,2,4-triazole-3
226.0
155.0
5000 —r— —
60.0 21.00 21.50
} ‘ m/z 55.10 38.19%
0 h\“““‘l'JHI'J‘”’"’J‘J L L I I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106568: 5(10H)-Pyrido[3,4-b]quinolone, 7-methoxy-
226.0
—— —
21.00 21.50
5000 m/z 43.10 37.49%
63.0 155.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159772: Diheptylisobutylamine T T
226.0 21.00 21.50
m/z 83.10 36.55%
5000
710 142.0‘
o"A‘J‘HJ;M“‘u"W‘H"‘H_m_m_m_ww_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BPO13124.M Fri Feb 16 13:19:15 2024 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021524\
Data File : BP019735.D

Acqg On : 15 Feb 2024 22:00
Operator : MA/JU

Sample : P1463-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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-... 5.028 2.9 ng 78144 1 7.905 542044 20.0
unknownl16.281 16.281 3.9 ng 218783 4 17.298 1124630 20.0
Phenol, 4-(1,1,... 16.375 4.6 ng 260076 4 17.298 1124630 20.0
4-(7-Methylocty... 16.439 5.2 ng 292607 4 17.298 1124630 20.0
Phenol, 4-(1,1-... 16.498 4.1 ng 231452 4 17.298 1124630 20.0
1,3-Cyclopentad... 16.692 4.4 ng 244920 4 17.298 1124630 20.0
4-(1,1-Dimethyl... 16.763 4.3 ng 244481 4 17.298 1124630 20.0
Acetamide, N-(3... 16.839 2.1 ng 120076 4 17.298 1124630 20.0
Anthracene, 9-m... 18.169 2.2 ng 125428 4 17.298 1124630 20.0
n-Hexadecanoic ... 18.198 14.0 ng 785973 4 17.298 1124630 20.0
1H-Indene, 2-ph... 18.292 2.1 ng 118440 4 17.298 1124630 20.0
4H-Cyclopenta[d... 18.351 7.1 ng 400638 4 17.298 1124630 20.0
di-p-Tolylacety... 19.051 3.2 ng 180484 4 17.298 1124630 20.0
Octadecanoic acid 19.427 2.1 ng 304916 5 21.392 2831380 20.0
11H-Benzo[b]flu... 20.145 2.5 ng 348778 5 21.392 2831380 20.0
unknown21.110 21.110 3.9 ng 551155 5 21.392 2831380 20.0
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