LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@09620.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.223 38 40 58 rVvB 33657 112164 1.34% 0.124%
2 4.875 316 321 329 rVB 57625 95722 1.14% 0.106%
3 5.346 393 401 417 rBV 2544619 4314872 51.52% 4.758%
4 6.928 659 670 692 rBV 2485265 4585755 54.76% 5.056%
5 7.734 800 807 816 rBV 699038 1201472 14.35% 1.325%

6 8.893 990 1004 1022 rBV 1747428 3294333 39.34%
7 10.528 1274 1282 1297 rBV 930266 1723110 20.58%
8 13.004 1695 1703 1718 rBV 3780307 5893052 70.37%
9 14.104 1884 1890 1899 rVB 120125 209351 2.50%
10 14.387 1931 1938 1945 rBV 1273621 2020790 24.13%
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11 14.451 1945 1949 1958 rVB 53803 91316 1
12 15.440 2113 2117 2129 rVB 76412 137171 1
13 15.669 2149 2156 2163 rBV2 36969 116678 1.39%
14 15.887 2183 2193 2202 rBV 3223610 4988411 59.
15 16.557 2302 2307 2316 rBV5 93801 222240 2

OUVOOO®
=
N
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B

16 16.704 2328 2332 2340 rVB4 36068 87738 1.05%
17 17.151 2401 2408 2412 rBV 1596816 2440982 29.15%
18 17.192 2412 2415 2423 rVV 859391 1208216 14.43%
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w
w
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19 17.287 2423 2431 2436 rVB 225971 371718  4.44% 410%
20 17.563 2471 2478 2489 rBV2 97180 240612 2.87% 265%
21 18.028 2552 2557 2559 rBV = 142841 203003 2.42%  ©.224%
22 18.063 2559 2563 2571 rVB2 544897 918070 10.96% 1.012%
23 18.151 2575 2578 2582 rVB 85759 114792 1.37% 0.127%
24 18.216 2583 2589 2593 rBV2 342397 571032 6.82% ©.630%
25 18.328 2603 2608 2612 rBV2 191605 327152 3.91% ©0.361%
26 18.375 2612 2616 2629 rVB4 274957 577088 6.89% 0.636%
27 18.516 2636 2640 2643 rBV 158209 190588 2.28% ©.210%
28 18.557 2643 2647 2652 rVB 152576 210704  2.52% ©.232%
29 18.804 2685 2689 2692 rBV2 71846 96147 1.15% ©0.106%
30 18.898 2700 2705 2714 rBV2 351173 859428 10.26%  0.948%
31 19.057 2728 2732 2739 rBV 252308 424176 5.07% ©0.468%
32 19.175 2747 2752 2759 rVB 3406793 4766471 56.92% 5.256%
33 19.275 2766 2769 2771 rBV 71986 89663 1.07% 0.099%
34 19.304 2771 2774 2781 rVB2 127767 251973 3.01% 0.278%
35 19.416 2790 2793 2796 rBV 93806 104623 1.25% ©.115%

36 19.534 2803 2813 2821 rVB 2912707 5279979 63.05% 5.822%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.604 2821 2825 2831 rVB2 154766 265639 3.17% 0.293%
38 19.733 2839 2847 2852 rBV 6455496 8374629 100.00%  9.234%
39 19.857 2862 2868 2874 rBv3 217160 540592 6.46% 0.596%
40 20.022 2885 2896 2902 rBV 613844 1349738 16.12% 1.488%
41 20.116 2908 2912 2916 rBV 607239 845161 10.09% 0.932%
42 20.175 2917 2922 2925 rVV2 341252 556444 6.64% 0.614%
43 20.310 2942 2945 2949 rBV 291017 426143 5.09% 0.470%
44 20.357 2950 2953 2957 rVB2 212054 290934  3.47% 0.321%
45 20.757 3018 3021 3028 rVB 302610 443739 5.30% 0.489%
46 20.916 3045 3048 3052 rBV2 338722 421501 5.03% 0.465%
47 20.957 3052 3055 3057 rVV 239691 274362  3.28% 0.303%
48 20.992 3057 3061 3067 rVB2 934883 1428901 17.06% 1.576%
49 21.263 3101 3107 3111 rBV2 3158961 6561285 78.35% 7.235%
50 21.304 3111 3114 3123 rVB 2639692 3339348 39.87% 3.682%
51 21.386 3123 3128 3133 rBV 5133425 7343241 87.68% 8.097%
52 22.927 3384 3390 3394 rBV 1528052 3265724 39.00% 3.601%
53 23.439 3472 3477 3485 rVB 742502 1530760 18.28% 1.688%
54 23.539 3489 3494 3501 rBV 856985 1704796 20.36% 1.880%
55 23.645 3506 3512 3519 rBV2 1624780 3387775 40.45% 3.736%

Sum of corrected areas: 90691304
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009620.D\data.ms
6000000
5000000
4000000
3000000

5.346 6.928

2000000 8.893

10.528

1000000 7.734

13223 4.875
0 L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ’ L ‘ L ‘ L ‘ L ‘ T

Time--> 3.00 350 400 450 5.00 5.50 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP009620.D\data.ms
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Time--> 12.00 1250 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: BP009620.D\data.ms

21.386
6000000
5000000
4000000

3000000

2000000
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0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.063 7.52 ng 918070  Phenanthrene-d1e 17.151
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2563 (18.063 min): BP009620.D\data.ms (-2559) (-

m/z 73.00 100.00%

73.0
5000
192.1
256.3 T T
| H;}ulﬁb .| | 339.1401.04603 549. 18.99
O b Suf L 9991 A0LDA0S =21 m/z 60.00  74.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 7 T
18.00
H 213.0 m/z 43.10 68.47%
O\\i“ \l\‘i‘lll“\“\‘\‘\1\\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— T \
18.00
5000 ITI/Z 57.10 58.62%
171.0
o“‘ }HJIM.“.\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid ——
73.0 18.00
m/z 55.05 53.74%
5000
L 228.0
143.0 \
o"’ Mm,,\,\ i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 2 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.216 4.68 ng 571032  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
5 Methyl diselenide 190 C2H6Se2 007101-31-7 46

Abundance Scan 2589 (18.216 min): BP009620.D\data.ms (-2583) (-

m/z 190.10 100.00%

19p.1
5000
945 —A —
‘ 18.00 18.50
or280ul i A 2810341.94009 4753 5491 n/z 189.85  98.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — ——
94.0 18.00 18.50
’ m/z 192.10 34.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
P =
18.00 18.50
5000 ITI/Z 191.10 33.01%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde = =
39.0 190.0 18.00 18.50
m/z 187.05 20.97%
- I AL
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\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.328 2.68 ng 327152  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 93
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 83
3 Silane, methylvinyl(phenoxy)ethoxy- 208 C11H1602Si 1000416-92-4 58
4 1,3,5-Trimethoxy-2-propenylbenzene 208 C12H1603 005273-94-9 45

5 .beta.-Asarone 208 C12H1603

Abundance Scan 2608 (18.328 min): BP009620.D\data.ms (-2603) (-

005273-86-9 43

m/z 208.10 100.00%

208.1
5000 137.0
77.0 = -
u ‘ m “ Jo1o 1800 18.50
0 bbbl d L] 2810343.2403.24611  B49. /7 165 99  53.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 — —
18.00 18.50
65.0 137.0 ‘ ITI/Z 180.10 39.83%
0 TT \”}Hl\ll}l\lh\llqh“l\ J\AJ“\‘H“\J\‘ \“‘ rTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
B o
18.00 18.50
5000 m/z 137.00  37.93%
137.0
77.0
0 ‘H“H*J\}w"h‘“‘““"fMJ'“"" ” I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84650: Silane, methylvinyl(phenoxy)ethoxy- P —
208.0 18.00 18.50
m/z 177.10 26.20%
104.0
5000
il
o"W‘"LI_H‘MH‘:m_m_m_MW_MW_ . ——
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\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 trans-Sinapyl alcohol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.375 4.73 ng 577088  Phenanthrene-d10 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 87
3 Syringylacetone 210 C11H1404 019037-58-2 58

4 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404
5 Imidazo[4,5-e][1,4]diazepin-8(1H... 210 C8H1ON40S

Abundance Scan 2616 (18.375 min): BP009620.D\data.ms (-2612) (-

1000116-22-3 52
1000142-41-3 43

m/z 210.10 100.00%

210.1
5000
77.0 149.1
— —
‘ \‘ ‘ ' 18.00 18.50
o"HH“«\lliJ"“w'JM\mm“ , 2680327.1 40194611 549 1/ 167,10  94.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 ™ —
1 18.00 18.50
77.0 ﬂ’ m/z 154.00  36.25%
O%!1m‘lJ“m”l“"m“h“‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
— —
18.00 18.50
77.0 m/z 149.05  28.53%
5000 1490
o%‘%ﬁ?l MHH'”\ AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone T —
167.0 18.00 18.50
m/z 182.05 27.64%
5000
430 106P ‘
Ow‘upmww‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ — ——

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.898 7.04 ng 859428  Phenanthrene-die 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Cetene 224 C16H32 000629-73-2 93
5 1-Heptadecene 238 C17H34 006765-39-5 93

Abundance Scan 2705 (18.898 min): BP009620.D\data.ms (-2700) (- m/z 83.10 100.00%
1

83.
5000
— ——
\ 110, 206.1 18.50 19.00
obr b LLL v bk 2010341.03987 4892548/, 55,19 88.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 — —
18.50 19.00
m/z 69.05 84.60%
LS 2o
O\\\‘H\\\“\\\‘\‘!‘h\\\\J‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161350: 1-Octadecano
43.0
— ——
18.50 19.00
5000 m/z 97.05 81.67%
111.0
L, 20
ok o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126378: 1-Hexadecanol T —
69.0 18.50 19.00
m/z 57.10 80.18%
5000
\1?0196.0
ok L S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 6 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.057 3.48ng 424176  Phenanthrene-dle 17.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 CisH8O 005737-13-3 96

2 Indeno[2,1-a]indene, 5,10-dihydro- 204 C16H12
3 [1,1'-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2

006543-29-9 53
004341-02-0 52

4 Multifidin, 4TMS derivative 547 C23H49NO6Si4  1000480-87-0 50

5 3,4-Biphenyldicarbonitrile 204 C14H8N2

Abundance Scan 2732 (19.057 min): BP009620.D\data.ms (-2728) (-

004128-63-6 50

m/z 204.10 100.00%

204.1
5000
T T
87-0 | 19.00
Obrrrhe 240U | 267.0 _357.0 430348935490 ./, 176,19  37.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 rol
19.00
88.0 m/z 205.10 19.66%
O \\\‘\\I\J‘\l“\\\\l‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80593: Indenol[2,1-a]indene, 5,10-dihydro-
204.0
T T
19.00
5000 ITI/Z 206.10 14.16%
101.0
39.0 “
O L e s AEen R R A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80071: [1,1'-Biphenyl]-2,2'-dicarbonitrile —— ‘
204.0 19.00
m/z 88.00 13.58%
5000
»g.0 880
O FR T e e o e e e At
m/z--> 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\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.022 4.11 ng 1349740  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91

Abundance Scan 2896 (20.022 min): BP009620.D\data.ms (-2885) (- m/z 216.05 100.00%

216.1
5000
— = ‘
411 107.7 ‘ 20.00
O ebby el 2811 3958416.1477.2 549 n/7 215,10 77.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 == ‘
20.00
m/z 213.10 21.11%
107.0
0 39'0 ‘” T
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzol[a]fluorene
216.0
U \
20.00
5000 ITI/Z 217.10 17.17%
108.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl- T
216.0 20.00
m/z 107.70 9.61%
5000
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 11H-Benzo[a]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.116 2.58 ng 845161  Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 58

Abundance Scan 2912 (20.116 min): BP009620.D\data.ms (-2908) (-  m/z 216.10 100.00%
1

216.
5000

107.6 1 20.00 20.50
0390 il . (A 281033023972 47835352 ./, 315.10 94.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 s =
20.00 20.50

m/z 213.05 21.65%

. | U A
L L B L L L L L IR L IR A IR B

107.0
0,500 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94575: 11H-Benzol[a]fluorene
216.0
== —
20.00 20.50
5000 ITI/Z 217.10 16.84%
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94578: Fluoranthene, 2-methyl- R —
216.0 20.00 20.50
m/z 107.60  12.55%
5000
108.0
m/z--> 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\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 unknown20.992 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.992 4.36 ng 1428900  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H1@N202 1000256-99-5 35
2 Cyclopenta[cd]pyrene 226 C18H10 027208-37-3 27
3 Isonipecotic acid, N-(3-methylbu... 311 C18H33NO3 1000360-99-1 25
4 4-Amino-5-(4-chlorophenyl)-4H-1,... 226 C8H7CIN4S 1010476-96-9 25
5 benzenamine, 4-(2-benzothiazolyl)- 226 C13H1©N2S 1000400-93-4 25

Abundance Scan 3061 (20.992 min): BP009620.D\data.ms (-3057) (- m/z 226.10 100.00%

226.1
50001 830 JJ\

0 } M‘ J'wi“ulhﬁpf% e 283034114019 476.2 549 n/z 83.05  40.18%
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
5000

m/z 57.10 37.57%

\\\G‘I%;?TT‘\J\”\J-WS‘f.WO\‘\JHf\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107261: Cyclopenta[cd]pyrene
226.0

5000 m/z 97.10  35.36%

113.0
0 \\\‘\m"wluwm‘u"u,\u\‘\\H‘HHWHWHWH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #213134: Isonipecotic acid, N-(3-methylbutyryl)-, heptyl e P
226.0 21.00
m/z 69.05 34.49%

5000
57.0
‘ \ 128.0 206.0
L i

i

! A |
L L L L L L L L B

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (E)-7-Benzylidene-1-azabicy...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.386  22.38 ng 7343240  Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S

2 Triphenylphosphine oxide 278 C18H150P
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V

5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302

Abundance Scan 3128 (21.386 min): BP009620.D\data.ms (-3123) (-
277.1

5000

77.0 199.0
| ‘ 139)0. L H 368.1429.1487.3545.

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

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

5000

77.0 183.0

L

‘H\\‘HH \\\\‘\\\\]\\1\’1\ T T T T[T T I T[T T T[T TTTT]T

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

o

Abundance #171172: TnpheanhosphnKeomde
277.
5000
7.0 199.0
14.0
o‘w“mwH"mh‘,‘m,u‘wH_ww_ww_

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

5000

o 183.0
il

I hﬂ| ‘

1000483-83-4 91
000791-28-6 86
015990-54-2 47
1000155-20-5 42
1000460-07-9 28

m/z 277.10 100.00%

i

—
21.00 2150
m/z 278.10 33.27%

L

—
21.00 2150
m/z 199.00  18.82%

|

2100 2150
m/z 201.00  17.88%

A

2100 2150
m/z 183.00 17.05%

L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzo[e]pyrene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.439 9.04 ng 1530760  Perylene-di12 23.645
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[b]fluoranthene 252 C20H12 000205-99-2 96
4 Benzo[a]pyrene 252 C20H12 000050-32-8 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95

Abundance Scan 3477 (23.439 min): BP009620.D\data.ms (-3472) (- m/z 252.10 100.00%
252.1
- MM
——
125.0 23.50
0890 1| 1871, | 311.13713429.1490.1849. ./, 350,19  28.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
23.50
m/z 253.10 21.02%
125.0
ol 630 | 187.0,
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138565: BenzolKk]fluoranthene
252.0
——
23.50
5000 ITI/Z 125.00 10.68%
126.0
20,
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzol[b]fluoranthene T
252.0 23.50
m/z 251.10 9.84%
5000
126.0
0l 630 | 1\ 187.0
A e B R e AR RARRS e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9620.D

Acqg On : 30 Mar 2022 15:59
Operator : CG/JU

Sample : N2150-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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|
n-Hexadecanoic ... 18.063 7.5 ng 918070 4 17.151 2440980 20.0
4H-Cyclopenta[d... 18.216 4.7 ng 571032 4 17.151 2440980 20.0
3,5-Dimethoxy-4... 18.328 2.7 ng 327152 4 17.151 2440980 20.0
trans-Sinapyl a... 18.375 4.7 ng 577088 4 17.151 2440980 20.0
Cyclohexadecane 18.898 7.0 ng 859428 4 17.151 2440980 20.0
Cyclopenta(def)... 19.057 3.5 ng 424176 4 17.151 2440980 20.0
11H-Benzo[b]flu... 20.022 4.1 ng 1349740 5 21.269 6561290 20.0
11H-Benzo[a]flu... 20.116 2.6 ng 845161 5 21.269 6561290 20.0
unknown20.992 20.992 4.4 ng 1428900 5 21.269 6561290 20.0
(E)-7-Benzylide... 21.386 22.4 ng 7343240 5 21.269 6561290 20.0
Benzo[e]pyrene 23.439 9.0 ng 1530760 6 23.645 3387780 20.0
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