LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP0O70720\
Data File : BP002657.D
Aca On : 07 Jul 2020 14:41 Instrument :
Operator : CG/JU gyA{é el

- _ lentosampleld :
3?22'6 : L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI1I\BNA P\METHODS\8270-BP062920 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.187 385 391 410 rBV 669709 1063682 14.83% 2.463%
2 6.758 652 658 678 rBV 967558 1679755 23.42% 3.890%
3 7.569 787 796 806 rBV 595307 971628 13.54% 2.250%
4 7.887 842 850 870 rVB 1809406 2981624 41.56% 6.905%
5 8.710 981 990 1011 rBVY 1324596 2340819 32.63% 5.421%
6 10.340 1260 1267 1283 rVB 777336 1347977 18.79% 3.122%
7 12.834 1684 1691 1719 rVB 3236424 5219194 72.76% 12.088%
8 13.681 1830 1835 1843 rBV 139730 235646 3.28% 0.546%
9 14.216 1919 1926 1947 rVB 1233627 1815955 25.31% 4.206%
10 15.722 2176 2182 2193 rBvV 568133 931375 12.98% 2.157%

11 16.975 2389 2395 2408 rBV 1496322 2170436 30.26% 5.027%
12 18.010 2566 2571 2574 rBV 101982 160539 2.24% 0.372%
13 18.057 2574 2579 2582 rVvv2 161736 326729 4 _55% 0.757%
14 18.086 2582 2584 2588 rVV 138378 195695 2.73% 0.453%
15 18.139 2588 2593 2598 rvv2 135765 266113 3.71% 0.616%

16 18.198 2599 2603 2604 rvv2 94925 130050 1.81% 0.301%
17 18.216 2604 2606 2609 rvv2 122587 177932 2.48% 0.412%
18 18.251 2609 2612 2617 rVvv2 153767 257335 3.59% 0.596%
19 18.298 2617 2620 2623 rVV3 74355 111582 1.56% 0.258%
20 18.339 2623 2627 2636 rVV2 143319 340552 4._75% 0.789%

21 18.410 2636 2639 2646 rVV 95279 165498 2.31% 0.383%
22 18.639 2674 2678 2683 rBV 177667 219761 3.06% 0.509%
23 18.745 2692 2696 2701 rVB4 52749 93511 1.30% 0.217%
24 18.810 2704 2707 2711 rVB 98668 114960 1.60% 0.266%
25 19.375 2800 2803 2807 rBV 114758 117208 1.63% 0.271%

26 19.563 2830 2835 2840 rBV 5598527 7173580 100.00% 16.614%
27 19.610 2840 2843 2851 rVB 210943 292433 4.08% 0.677%
28 19.710 2855 2860 2865 rBV2 468228 924691 12.89%% 2.142%
29 19.769 2866 2870 2874 rVB3 318278 438666 6.12% 1.016%
30 19.810 2874 2877 2882 rVB 345056 404702 5.64% 0.937%

31 19.892 2882 2891 2894 rBV3 563498 1156646 16.12% 2.679%
32 19.963 2900 2903 2911 rVB 432756 594695 8.29% 1.377%
33 20.027 2911 2914 2920 rVB 276845 351269 4_90% 0.814%
34 20.380 2971 2974 2978 rVB 161197 161009 2.24% 0.373%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

3?22'6 i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.457 2984 2987 2993 rVB 127712 148518 2.07% 0.344%

36 20.827 3046 3050 3061 rVB2 485353 786014 10.96% 1.820%
37 21.022 3079 3083 3088 rVB 1411307 1478134 20.61% 3.423%
38 21.086 3089 3094 3103 rVV 1800032 2372740 33.08% 5.495%
39 21.257 3121 3123 3131 rVB 194314 233721 3.26% 0.541%
40 21.686 3193 3196 3207 rVB 183364 257030 3.58% 0.595%

41 22.145 3271 3274 3280 rVB2 167686 211847 2.95% 0.491%
42 22.645 3356 3359 3363 rBVY 133657 165110 2.30% 0.382%
43 23.274 3460 3466 3478 rVB2 1355062 2591505 36.13% 6.002%

Sum of corrected areas: 43177866
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP002657.D
5000000
4000000
3000000
2000000 7.89
6.76

1000000 519 757 10.34

T o L -

T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP002657.D

1956

5000000

4000000

12.83
3000000

2000000
16.97
14.22

1000000 7o 3%:[ o, "
{‘ 13.68 f\ CREERE B 19, tjﬂﬁ%%i >

O o S B R e B B T S B L B A e e o e e i et

Time--> 12.00 12,50 13.00 1350 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
Abundance TIC: BP002657.D

5000000

4000000

3000000

2000000

10000001 20.8

21.26 21.69 22.15 22.64
VAW

N

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 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\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl18.06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.06 3.01 ng 326729 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valerophenone. 2"-(trimethvlsilo... 250 C14H2202Si 033342-91-5 43
2 .alpha...alpha.-Di-T-butvl-0O-met... 250 C16H2602 016750-65-5 37
3 1-Anthracenamine 193 C14H11N 000610-49-1 35
4 Acetophenone. 3"-(trimethvilsiloxv)- 208 C11H1602Si 033342-86-8 32
5 Acetamide, N-9-phenanthrenyl- 235 C16H13NO 004235-09-0 32
Abundance Scan 2580 (18.063 min): BP002657.D (-2574) (-) m/z 179.20 100.00%
179
107
5000
135 235
55
264 17.80 18.00 18.20 18.40
o 1 l Ll 17292325355 392422449 484 5371 | 177 193.20  90.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102253: Valerophenone, 2'-(trimethylsiloxy)-
193
5000 73 235
17.80 18.00 18.20 18.40
121 m/z 107.10 56.67%
45 149
O e A e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
193
17.80 18.00 18.20 18.40
5000 m/z 135.10 37.85%
161
57 109
o 29 235
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4%0 560 séo
Abundance #55481: 1-Anthracenamine
193 17.80 18.00 18.20 18.40

m/z 235.30 32.65%

5000 165

97
63 126

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl18.14 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.14 2.45 ng 266113 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Hvdroxv-7-nitrotetralin 193 C10H11NO3 006240-79-5 47
2 1-Anthracenamine 193 C14H11N 000610-49-1 47
3 Quinolin-2(1H)-one. 3-butvl-6-fl... 235 C13H14FNO2 279691-75-7 43
4 T1.17-Biphenvl1-4-acetonitrile 193 C14H1i1N 031603-77-7 38
5 1H-Indole, 2-phenyl- 193 C14H1i1N 000948-65-2 38
Abundance Scan 2593 (18.139 min): BP002657.D (-2588) (-) m/z 193.20 100.00%
193
165
5000 107
J 23 17.80 18.00 18.20 18.40
264 : : : :
Obrr Jl e JE],I Ji 202330 367395 431462 495522549 m/z 165.15 60.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55135: 6-Hydroxy-7-nitrotetralin
193
165
5000 R RN BN B
17.80 18.00 18.20 18.40
117 m/z 107.10 48.97%
» 7]
O b i e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193
17.80 18.00 18.20 18.40
5000 165 m/z 121.10 24 .26%
97
o 63 126
m/z--> sb 160 1éo 200 250 300 3%0 460 4éo 560 séo
Abundance #89731: Quinolin-2(1H)-one, 3-butyl-6-fluoro-4-hydroxy- AR R RS L,
193 17.80 18.00 18.20 18.40
m/z 235.25 18.24%
5000
55 158 235
S O . 1 NN,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Amino-6-methyl-5H-pyrrolo... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.37 ng 257335 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-6-methvl-5H-pvrrolol3.4-... 193 C8H7N303 1000300-48-5 53
2 I1.17-Biphenvll-4-acetonitrile 193 C14H11N 031603-77-7 50
3 Acridine. 9-methvl- 193 C14H11N 000611-64-3 49
4 1.5-Methano-8H-pvridoll1.2-all1.5... 234 C14H22N20 000550-43-6 47
5 Anthracene, 9-ethyl-9,10-dihydro... 222 C17H18 036778-20-8 40
Abundance Scan 2612 (18.251 min): BP002657.D (-2609) (-) m/z 193.15 100.00%
193
5000
107
55 149 221 18.00 18.20 18.40 18.60
Otk oL | 252278306 339369399425454 489 532 m/z 107.10 29.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55599: 2-Amino-6-methyl-5H-pyrrolo[3,4-c]pyridine-1,3,4-t...
193
5000{ 42 10813° R ML BN IR
18.00 18,20 18.40 18.60
m/z 194.20 13.81%
0 LA 1(?3
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
193
18.00 18.20 18.40 18.60
5000 m/z 149.15 12 .25%
82
o 51 115 192
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55497: Acridine, 9-methyl- B R RaE B
193 18.00 18.20 18.40 18.60
m/z 221.25 11.42%
5000
ol 51 83 115 165
m/z--> 50 160 150 200 250 300 350 400 450 500 550 18.00 18,20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

3?22'6 i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2-(4-Formyl-phenoxy)-acetamide Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.34 3.14 ng 340552 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 72
2 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 52
3 Anthracene. 9.10-dihvdro-9-butvl- 236 C18H20 010394-60-2 43
4 (p-(AllvloxvcarbonvD)phenoxv)ace... 236 C12H1205 1000241-83-7 37
5 Acetic acid, [2-[(2-propenylamin... 235 C12H13NO4 000119-45-9 37

Abundance Scan 2627 (18.339 min): BP002657.D (-2623) (-) m/z 179.20 100.00%
179
5000 135
43 4,107 18.00 18.20 18.40 18.60
Ohrrrbpretidtpha b d 212 264 304333 376 419 470503530 | /7 135.10  38.53%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45059: 2-(4-Formyl-phenoxy)-acetamide
179
5000
135 18.00 18.20 18.40 18.60
]DS\ m/z 180.20 12.35%
c,”.J“Aﬂ.il..... T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
179
135 18.00 18.20 18.40 18.60
5000 m/z 107.10 10.86%
107
41 77
O rrrr ey e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90950: Anthracene, 9,10-dihydro-9-butyl- A B e
179 18.00 18.20 18.40 18.60
m/z 43.10 6.84%
5000
9
ol 1,57 8 124152 236
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 18.00 18.20 1840 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl8.64 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.64 2.03 ng 219761 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 43
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 38
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 37
4 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 33
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
Abundance Scan 2678 (18.639 min): BP002657.D (-2674) (-) m/z 57.10 100.00%
57
5000 113
5 169 206 18.40 18.60 18.80 19.00
N AP | 1ante0 o0 281 313342373402430 477 520948 | Tm/z 113.15  43.53%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57
5000
97 18.40 18.60 18.80 19.00
m/z 97.10 40.56%
o 2 \ 131 1‘,39197227 311
LR I LA IR UL IR IR IR DAL AL IR AL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
" 18140 18.60 18.80 19.00
5000 m/z 55.10 24 .62%
97
o2 147177 219 261
[rrrryrrrrprrrr T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- Rm e R
57 18.40 18.60 18.80 19.00
m/z 83.10 17.73%
5000{ o7 113
0 85 | 143
m/z--> 6 50 100 150 200 250 300 350 400 450 500 550 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl19.71 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.71 7.79 ng 924691 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 38
2 1-Trimethvisilvloxvmethvladamantane 238 C14H260Si 079671-68-4 35
3 4(1H)-0Ouinazolinone. 2.3-dihvdro... 238 C15H14N20 017761-74-9 25
1-(2-Fluoro-4-nitro-phenvl)-2-me... 238 C12H15FN202 1000278-20-9 22
5 1H-Benzimidazole, 2-(6-ethyl-2-p... 223 C14H13N3 067273-43-2 18
Abundance Scan 2860 (19.710 min): BP002657.D (-2855) (-) m/z 223.20 100.00%
223
45
135
5000 107
77 19.40 19.60 19.80 20.00
o 175 360 391418 466495522549 m/z 45.10 67.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223
135
5000
19.40 19.60 19.80 20.00
m/z 237.30 64.17%
ob LT, 173 204
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
135 223
19.40 19.60 19.80 20.00
5000 m/z 135.10 58.75%
91
o 53 165
m/z--> 55 160 150 200 250 300 3%0 460 4%0 560 séo
Abundance #92308: 4(1H)-Quinazolinone, 2,3-dihydro-2-methyl-3-phenyl-
223 19.40 19.60 19.80 20.00
m/z 107.10 45 .68%
146
5000
77
119
A S e L A Ry L s AR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl9.77 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.77 3.70 ng 438666 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 43
2 Thienol2.3-dlpvrimidine-6-carbon... 237 C8H7N5S2 1000311-13-6 38
3 Pvrazololl.5-alpvrimidine. 5.6-d... 279 C18H21N3 1000274-10-7 35
4 Coumarin-6-ol. 3.4-dihvdro-4.4-d... 237 C11H11NO5 1000126-61-0 27
5 4,6-Difluoro-2-(4-methoxyphenyla... 237 C11H9F2N30 1000070-53-0 27
Abundance Scan 2870 (19.769 min): BP002657.D (-2866) (-) m/z 237.25 100.00%
237
5000/ 48 o7 209
l J 149 279
71 308 19.40 19.60 19.80 20.00
ob Al daid 179 bl l 82 379 415446475504 545 m/z 45.10 51.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91511: 7-Amino-3-phenylcoumarin
237
5000 209
19.40 19.60 19.80 20.00
104 180 m/z 209.20 51.23%
51 77 1?2
ottt e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
237
10.40 19.60 19.80 20.00
5000 4° m/z 107.10 40.19%
92 136162190
O e T e T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 560 550
Abundance #126797: Pyrazolo[1,5-a]pyrimidine, 5,6-dimethyl-7-(1,1-di.. e AR R R
287 279 19.40 19.60 19.80 20.00
m/z 121.10 38.79%
5000
o u891}6113 1 ‘t
m/z--> 55 100 150 200 250 300 350 400 450 500 550 1940 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl19.81 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.81 3.41 ng 404702 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-2-Fluoro-3-(4-N.N-dimethvlam... 237 C13H16FNO2 110915-65-6 38
2 Pvridol2.3-dlpvrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 38
3 Thienol2.3-dlpvrimidine-6-carbon... 237 C8H7N5S2 1000311-13-6 35
4 Coumarine. 6-amino-3-phenvl- 237 C15H11NO2 021408-16-2 35
5 Pyrazolo[1l,5-a]pyrimidine, 5,6-d... 279 C18H21N3 1000273-96-0 27
Abundance Scan 2877 (19.810 min): BP002657.D (-2874) (-) m/z 237.30 100.00%
237
5000
279
308 19.40 19.60 19.80 20.00 20.20
o 340 382 429458 491 533 n/z 45.10 65 . 80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91399: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-propeno...
2082‘7
19.40 19.60 19.80 20.00 20.20
m/z 107.10 57.18%
29 63 1?1 113‘11164
o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
237
19.40 19.60 19.80 20.00 20.20
5000 m/z 121.10 53.95%
40 77105134168 209
O B A e B e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91673: Thieno[2,3-d]pyrimidine-6-carbonitrile, 2,5-diamin... "—,‘.”TT/\. R s e
237 19.40 19.60 19.80 20.00 20.20
m/z 209.20 53.65%
s000{  4°
92 162190
o 120
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1940 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl19.89 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.89 9.75 ng 1156650 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 2.4-dimethoxv-... 446 C23H2609 019314-77-3 32
2 1.2.4-Oxadiazol-3-amine. N.5-dip... 237 C14H11N30 058599-06-7 22
3 1-Phenvl-3-(2-pvridv)-5-pvrazolone 237 C14H11N30 021683-60-3 22
4 Propanamide. N-(2.5-dimethoxvphe... 237 C13H19NO3 1000307-19-9 22
5 (BE)-2-Fluoro-3-(4-N,N-dimethylam... 237 C13H16FNO2 110915-65-6 22
Abundance Scan 2891 (19.892 min): BP002657.D (-2882) (-) m/z 237.25 100.00%
237
5000, 4 107
J J 149 265
209\ \ 19.60 19.80 20.00 20.20
Y- } *.711'.11 “-4 AL L 1 296326 369401 440 475507535 | nzz 45.10  49.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226174: |sophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237
5000
19.60 19.80 20.00 20.20
45 m/z 57.10 42 _.01%
. 90 179149 91 415
> S a0 10 o0 2o e Mo e o e me
Abundance
237
134 AU SR R B
19.60 19.80 20.00 20.20
5000 77HB m/z 107.10 41.67%
39
O o e L e e e L o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91459: 1-Phenyl-3-(2-pyridyl)-5-pyrazolone e R B EEE
237 19.60 19.80 20.00 20.20
m/z 43.10 40.61%
5000
77
105
oL || s 10028
mz> 6 50 100 15 300 250 30 30 M0 40 50 5% 1060 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tricyclo[3.3.3.0(1,5)]Jundec... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.96 5.01 ng 594695 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.3.0(1.5)1lundec-6-en... 223 C14H13N3 118894-71-6 86
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HIN304 054449-89-7 86
3 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 80
4 Glvcine. N-(m-anisovD)-. methvl ... 223 C11H13NO4 1000299-70-7 59
5 Malonodinitrile, 2-(3-dimethylam... 223 C14H13N3 065996-13-6 38
Abundance Scan 2903 (19.963 min): BP002657.D (-2900) (-) m/z 223.20 100.00%
223
135
5000
45
107 19.60 19.80 20.00 20.20
77 279 : . . )
ob A tT4 Ly ) 261105 | pag(930833a 365 419 480487514543 | 175135 10 61.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80189: Tricyclo[3.3.3.0(1,5)]undec-6-ene-2,3,6-tricarboni...
143 196223
5000{ 41 AR AU
o1 169 19,60 19.80 20.00 20.20
m/z 45.10 29.89%
0 -v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—ﬁ—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
223
135
178 19.60 19.80 20.00 20.20
5000 m/z 107.10 16.16%
S s L I B I B L WL IS WA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox... =
223 19.60 19.80 20.00 20.20
m/z 224.20 14.13%
135
5000
45 107
LT s 204
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP070720\
Data File : BP002657.D

Aca On = 07 Jul 2020 14:41

Operator : CG/JU

Sample : L3217-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown20.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.03 2.96 ng 351269 Chrysene-di12 21.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 2.4-dimethoxy-... 446 C23H2609 019314-77-3 40
2 Acetamide. 2-chloro-N-(4.5-dihvd... 237 C11H12CIN30 1000337-23-3 38
3 1-Phenvl-3-(2-pvridv)-5-pvrazolone 237 C14H11N30 021683-60-3 27
4 Indolol2.3-bTauinoxaline. 1-fluoro- 237 C14H8FN3 296244-71-8 16
5 Pyrido[2,3-d]pyrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 16

Abundance Scan 2914 (20.027 min): BP002657.D (-2911) (-) m/z 237.30 100.00%
237
5000
45 107 149
77 l 1 265 19.80 20.00 20.20 20.40
Obrrdl bbb 4 177207, | 205292 326 358 401 433463 509540 m/z 45.10 38.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #226174: |sophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237
5000
19.80 20.00 20.20 20.40
45 m/z 107.10 38.32%
o LS 90 119149 }?l 415
T T B o T B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
77 237
e e
19.80 20.00 20.20 20.40
5000 160 m/z 149.20 31.01%
107 188
49
Ot il e A b A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91459: 1-Phenyl-3-(2-pyridyl)-5-pyrazolone R R B o e AR
237 19.80 20.00 20.20 20.40
m/z 238.25 15.88%
5000
7
105
oL 50, l 133 1802?8
T L ot o B oL B B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40

8270-BP062920.M Wed Jul 08 13:48:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Methoxyacetic acid, heptade... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.83 6.63 ng 786014 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 89
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 3050 (20.827 min): BP002657.D (-3046) (-) m/z 57.10 100.00%
57
R LI UL BN B
25 20.60 20.80 21.00 21.20
ob AL 111 (21182211 253281 325355 395 431 472503 542 | ns5 43,10 74.87%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167790: Methoxyacetic acid, heptadecy! ester
57
5000 LRI UL UL BN B
20.60 20.80 21.00 21.20
m/z 71.10 63.39%
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20,60 20.80 21.00 21.20
5000 m/z 55.10 56.01%
29

85
125154 196224 269

%

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

Abundance #109268: Ethanol, 2-(tetradecyloxy)- R AEEmEEES L

57 20.60 20.80 21.00 21.20
m/z 83.10 54 _47%

- [ \foKN_V,f-»/\\“IJ\~—w-“A

29
125
196
0,.&..,....,1.&%,%??. 27258 — e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BPO70720\

Data File : BP002657.D

Aca On : 07 Jul 2020 14:41

Operator : CG/JU

ﬁ?ggle i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.69 2.17 ng 257030 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 3197 (21.692 min): BP002657.D (-3193) (-) m/z 57.10 100.00%
57
85
5000
11113141169 208 243 281 325 363 399 432462491 530 2140 2160 21.80 2200 _
LA A A iy Qs 8 285 207 325 SO° 399 432462491 830 m/z 71.10 69.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57
5000 85 LRI BN BRI RN B
21. 40 21 60 21. 80 22. oo
29 m/z 43.10 59.99%
0 [13141169197226
m/z--> 55 160 1éo 200 250 300 3éo 400 4%0 560 séo
Abundance
57
85 | 21.40 21,60 21.80 22.00
5000 m/z 85.10 54 _.66%
29
. 113141169197225253281309338
m/z--> 55 160 1éo 200 250 300 3éo 400 4%0 560 séo
Abundance #83030: Tridecane, 6- propyl LA L L L L N B
43 21.40 21.60 21.80 22.00
71 m/z 55.10 26.24%
5000
126 183
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2140 2160 2180 2200
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BPO70720\

Data File : BP002657.D

Acq On = 07 Jul 2020 14:41

Operator : CG/JU

3?22'6 i L3217-03 E3-41-COMP-1-FLOOR
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP062920_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl18.06 18.06 3.0 ng 326729 4 16.97 2170440 20.0
unknownl18.14 18.14 2.5 ng 266113 4 16.97 2170440 20.0
2-Amino-6-methyl-_.. 18.25 2.4 ng 257335 4 16.97 2170440 20.0
2-(4-Formyl-pheno... 18.34 3.1 ng 340552 4 16.97 2170440 20.0
unknownl18.64 18.64 2.0 ng 219761 4 16.97 2170440 20.0
unknownl19.71 19.71 7.8 ng 924691 5 21.09 2372740 20.0
unknownl19 .77 19.77 3.7 ng 438666 5 21.09 2372740 20.0
unknown19.81 19.81 3.4 ng 404702 5 21.09 2372740 20.0
unknown19 .89 19.89 9.8 ng 1156650 5 21.09 2372740 20.0
Tricyclo[3.3.3.0(-.. 19.96 5.0 ng 594695 5 21.09 2372740 20.0
unknown20.03 20.03 3.0 ng 351269 5 21.09 2372740 20.0
Methoxyacetic aci... 20.83 6.6 ng 786014 5 21.09 2372740 20.0
Hexadecane 21.69 2.2 ng 257030 5 21.09 2372740 20.0
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