LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4318-03 2X ClientSampleld :
Misc - BEEBEE-SITE-DEMO-2
ALS Vial : 16 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\HPCHEMI\BNA F\METHODS\8270-BF073018.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

5.178 479 483 493 rBvV 20951 40241 3.67% 0.368%
5.660 5568 565 566 rBvV3 10953 17609 1.60% 0.161%
rBv3 35701 181079 16.50% 1.654%
6.748 745 750 765 rvV 83786 299453 27.29% 2.736%
6.954 782 785 808 rBV 209594 577613 52.64% 5.277%
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7.107 808 811 830 rVvB 147326 314868 28.70% 2.877%
7.572 881 890 901 rBVS5 27141 133402 12.16% 1.219%
rBv 386321 889624 81.08% 8.127%
9.307 1182 1185 1206 rBV 207558 451805 41.18% 4.128%
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1 9.989 1297 1301 1324 rBV 693812 914137 83.31% 8.351%
11 10.795 1434 1438 1449 rBV2 78765 167882 15.30% 1.534%
12 10.901 1454 1456 1460 rVB2 10668 13564 1.24% 0.124%
13 11.489 1552 1556 1572 rBV 468105 884402 80.60% 8.080%
14 12.007 1638 1644 1645 rBV6 16477 27567 2.51% 0.252%
15 12.030 1645 1648 1650 rVB 17039 19518 1.78% 0.178%
16 12.107 1656 1661 1665 rBV7 16814 30465 2.78% 0.278%
17 12.266 1685 1688 1690 rBV3 12153 15495 1.41% 0.142%
18 12.542 1732 1735 1738 rBV4 14541 14608 1.33% 0.133%
19 12.642 1748 1752 1753 rBV3 20621 22513 2.05% 0.206%

20 12.707 1759 1763 1770 rBV 169902 250012 22.78% 2.284%

21 12.836 1783 1785 1787 rBV3 10996 12065 1.10% 0.110%
22 12.942 1796 1803 1806 rBV 145477 218900 19.95% 2.000%
23 13.071 1821 1825 1836 rBV 289963 532691 48.55% 4 _866%
24 13.160 1836 1840 1843 rVV2 251941 383382 34.94% 3.502%
25 13.201 1843 1847 1849 rVV2 209485 333157 30.36% 3.044%

26 13.224 1849 1851 1855 rVVv 184887 247612 22.57% 2.262%
27 13.283 1855 1861 1867 rVV5 231707 604892 55.13% 5.526%
28 13.336 1867 1870 1875 rVVv 293126 396407 36.13% 3.621%
29 13.377 1875 1877 1889 rVB 203262 316753 28.87% 2.894%

30 13.613 1915 1917 1920 rBV3 20280 21269 1.94% 0.194%
31 13.948 1971 1974 1979 rBV3 37838 43308 3.95% 0.396%
32 14.048 1989 1991 1994 rBV2 45937 55624 5.07% 0.508%

33 14.083 1994 1997 2000 rVB 172867 146424 13.34% 1.338%
34 14.142 2003 2007 2017 rVvv2 625613 1097267 100.00% 10.024%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.248 2022 2025 2031 rVB3 101930 167804 15.29% 1.533%
36 15.230 2187 2192 2200 rVB3 93730 223008 20.32% 2.037%

37 15.542 2241 2245 2250 rBV 53073 104057 9.48% 0.951%
38 15.671 2263 2267 2279 rVB 405213 775632 70.69% 7.086%

Sum of corrected areas: 10946109
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

BF107949.D
3 Aug 2018 20:27
JussJ
J4318-03 2X
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 1 unknown6.75 Concentration Rank 3

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

6.75 10.37 ng 299453 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.748 min): BF107949.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\\\\k»KNvNNQNﬁw
96.0 SRR SRS UL SRR
400 520 | ‘ 6.40 6.60 6.80 7.00
Ol 780 | ags0 Wl n/z 67.95  38.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L IS I UL U I
6.40 6.60 6.80 7.00
210 510 m/z 134.00 34.02%
O'H'J“Jhw!'w”'“l'“!i“7hq'“|'“'|“""'w"“l'“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .79%
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e
132.0 6.40 6.60 6.80 7.00
m/z 69.00 14 .88%
97.0
5000
70.0
31.0
0 [ M0 %00 | om0 | 116.0 ‘ ﬁfMMM”%Wﬁ
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl3.16 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.16 6.99 ng 383382 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 46
2 Glvcine. N-(m-anisovD)-. methvl ... 223 C11H13NO4 1000299-70-7 38
3 1-Trimethvisilvloxymethyladamantane 238 C14H260Si 079671-68-4 32
4 5-Acetonvl-5-(2-bromo-2-propenvl... 302 C10H11BrN204 021248-31-7 27
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 22
Abundance Scan 1840 (13.160 min): BF107949.D (-1836) (-) m/z 223.15 100.00%
228.2
135.1
5000 4.0
279.2 NN BRSNS
308.2 12.80 13.00 13.20 13.40
o} m/z 135.10 57 .96%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
228.0
135.0 LN“_w_
5000
12.80 13.00 13.20 13.40
m/z 45.00 51.50%
45.0 77.0 107.0
0 1, 173.0 199 0 294.0
mz-> 20 Jo eb 85 100 150 140 160 180 200 220 240 260 280 300
Abundance #79960: Glycine, N-(m-anisoyl)-, methyl ester
135.0
12.80 13.00 13.20 13.40
5000 m/z 237.10 42 _.79%
223.0
107.0
0l27.0 50.0_ 70 . 1640 1919 |
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92249: 1-Trimethylsilyloxymethyladamantane AR RN LR s
135.0 223.0 12.80 13.00 13.20 13.40
m/z 107.00 29.48%
5000
91.0
o310 230 | M 5 165.0
miz-> 20 40 60 80 1(')0 150 14'10 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF073018.M Mon Aug 06 16:58:18 2018 Page: 5



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

- BF107949.D

- 3 Aug 2018 20:27

- JU/SJ

- J4318-03 2X

- 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.20 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.20 6.07 ng 333157 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 43
2 Diethvimalonic acid. di(2-fluoro... 348 C19H18F204 1000370-14-3 35
3 2-Indolinone. 3-I(o-aminophenvl)... 237 C14H11N30 033829-08-2 35
4 Thienol2.3-dlpvrimidine-6-carbon... 237 C8H7N5S2 1000311-13-6 35
5 2H-Indol-2-one, 3-[(4-aminopheny... 237 C14H11N30 033829-07-1 35
Abundance Scan 1847 (13.201 min): BF107949.D (-1843) (-) m/z 237.20 100.00%
237.2
5.0 209.1
5000
279.2 LU S N B L e
308.2 12.80 13.00 13.20 13.40 13.60
0 m/z 209.10 68.54%
m/z--> 50 100 150 200 250 300 350
Abundance #91511: 7-Amino-3-phenylcoumarin
237.0
5000 203.0
12.80 13.00 13.20 13.40 13.60
104.0 180.0 m/z 45.00 64 .03%
51.0 77.0 152.0
Ouuuul'uuuuuuuuuuu'u ——rr1
m/z--> 50 100 150 200 250 300 350
Abundance #182541: Diethylmalonic acid, di(2-fluorophenyl) ester
139.0 209.0237.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
69.0 12.80 13.00 13.20 13.40 13.60
5000 m/z 223.10 45.08%
97.0
41.0
ol IA“HH‘I .| I\_}f‘}-? 380
m/z--> 50 100 150 200 250 300 350
Abundance #91465: 2-Indolinone, 3-[(o-aminophenyl)imino]-
237.0 12.80 13.00 13.20 13.40 13.60
209.0 m/z 107.00 38.32%
5000
0 1180 182.0 1}
0?-8J:OIJ|5?'OI\I\‘ Iﬂlmlt |71|56|'0\| .".“ l‘.‘.\.luuuu —— . R e
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl3.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.22 4.51 ng 247612 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-3-phenvlcoumarin 237 C15H11NO2 004108-61-6 27
2 (BE)-2-Fluoro-3-(4-N.N-dimethvlam... 237 C13H16FNO2 110915-65-6 25
3 Pvridol2.3-dlpvrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 11
1-(2-PhenoxvethvI)-1H-indole 237 C16H15NO 1000322-52-5 10
5 2-Amino-10-o0x0-10H-9-0xa-1-aza-a... 237 C13H7N302 061424-81-5 10
Abundance Scan 1850 (13.218 min): BF107949.D (-1849) (-) m/z 45.00 100.00%
48.0 .0
209.1 237.2
5000
265.1
| “ 7ﬁ'0 97.0 208.2 13.00 13.20 13.40 13.60
Obrrprrre il Al m/z 121.00 90.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91511: 7-Amino-3-phenylcoumarin
237.0
5000 209.0 RS AL BN BRI B
13.00 13.20 13.40 13.60
104.0 180.0 m/z 107.00 66.75%
510 77.0 | 127,0152.0
O rprrrpr b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91399: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-propeno...
208.0 231.0 NSV A s
13.00 13.20 13.40 13.60
5000 m/z 237.15 54 .45%
164.0
0 230 52.0 750 1(‘)%‘0 13‘\10n A b
m/z--> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 280 300
Abundance #91477: Pyrido[2,3-d]pyrimidin-5(8H)-one, 4-methyl-2-phenyl- R e Bl
237.0 13.00 13.20 13.40 13.60
m/z 209.10 52.91%
5000
400 790 1050 1340 1680 209.0
OI” T ”” ||‘|| T ||||‘ L e o . TR
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 6 unknownl3.28 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.28 11.03 ng 604892 Chrysene-di12 14_.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophthalic acid. 2.4-dimethoxv-... 446 C23H2609 019314-77-3 25
2 1-(1-AdamantvD)-2-trimethvisilvl... 252 C15H280Si 1000283-09-0 25
3 Acetamide. 2-chloro-N-(4.5-dihvd... 237 C11H12CIN30 1000337-23-3 22
4 2.4-Diphenvlthiazole 237 C15H11INS 001826-14-8 18
5 2-Benzo[1,3]dioxol-5-yl-indolizine 237 C15H11NO2 1000301-42-4 18
Abundance Scan 1860 (13.277 min): BF107949.D (-1855) (-) m/z 223.10 100.00%
228.1
135.1
5000{ 45.0
265.2
91.0 13.00 13.20 13.40 13.60
ol g 2770 i R — m/z 135.10 65.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #226174: |sophthalic acid, 2,4-dimethoxy-6-methyl-, 3-meth...
237.0
5000
13.00 13.20 13.40 13.60
45.0 m/z 45.00 45 _.03%
oLl %00 1400 90 4150
mz-> 50 100 150 200 250 300 350 400
Abundance #103982: 1-(1-Adamantyl)-2-trimethylsilyloxyethane
237.0
75.0 13.00 13.20 13.40 13.60
5000 m/z 107.00 24.90%
41.0
ol JJUJ&\.UK\I lw ‘M. 4 .‘\. Lh :Il'gl3'|0| — e
m/z--> 50 100 150 200 250 300 350 400
Abundance #91237: Acetamide, 2-chloro-N-(4,5-dihydro-1-phenyl-1H-pyr... R e
77.0 237.0 13.00 13.20 13.40 13.60
m/z 265.20 22 .89%
5000 160.0
42, 16.0
ol .".‘.l‘l:H‘.".‘..“ ...io?'gt.. A B
m/z--> 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.34 7.23 ng 396407 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HIN304 054449-89-7 86
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 38
3 Imidazolidine. 1.3-diphenvl-2-pr... 266 C18H22N2 055320-82-6 32
4 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 14
5 Sarcosine, N-(4-methoxybenzoyl)-... 279 C15H21NO4 1000321-42-1 14
Abundance Scan 1871 (13.342 min): BF107949.D (-1867) (-) m/z 223.10 100.00%
228.1
135.1
5000
45.0
107.0 279.2 13.00 13.20 13.40 13.60
0 ..,".|...,..7.7,9.'..,.-'...-,...u,...lfi,l..l.. 1051 L sl T 80831 h/7135.10  64.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
228.0
135.0
178.0
5000
13.00 13.20 13.40 13.60
m/z 45.00 20.96%
O o o R Lt B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0 13.00 13.20 13.40 13.60
5000 m/z 224.10 14 .04%
45.0 107.0
o o 156.0179.0 294.0
m/z--> 4b eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115847: Imidazolidine, 1,3-diphenyl-2-propyl-
223.0 13.00 13.20 13.40 13.60
m/z 107 .00 9.37%
5000
77.0
. 51.0 ‘ ‘10ﬁ0 1320, 16?0 266.0
iz 45 b 8 100 110 140 160 150 250 230 230 280 280 300 13.00 1320 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 8 unknownl3.38 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.38 5.77 ng 316753 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-1-methvl-5-phenvl-1.3-... 266 C16H14N202 025177-93-9 40
2 Indolol2.3-blauinoxaline. 1-fluoro- 237 C14H8FN3 296244-71-8 35
3 Pvridol2.3-dlpvrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 35
1-(1-AdamantvD)-2-dichloromethvl... 320 C15H26CI20Si 1000283-10-6 17
5 2-p-Tolylisoindole-1,3-dione 237 C15H11NO2 002142-03-2 17
Abundance Scan 1877 (13.377 min): BF107949.D (-1875) (-) m/z 237.20 100.00%
2371.2
5000
4.0 107.1 149.1
770 175.1 216.1 13.00 13.20 13.40 13.60
Obrrplbe e i b A28 TRT10BAT 0 | 2051 0 Tn/z 45.00  40.78%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115622: 3-Hydroxy-1-methyl-5-phenyl-1,3-dihydro-benzo[e][...
2371.0
5000
13.00 13.20 13.40 13.60
266.0 m/z 107 .05 37.47%
50 0 || 104|I1 0 131 0 16|5 0 194.0
0 — T |||| |||'|' |”||I”| '|"|'|: |||| ||=| '||||'|||I| IIIII ||||'|||| |”||| —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91509: Indolo[2,3-b]quinoxaline, 1-fluoro-
237.0
13.00 13.20 13.40 13.60
5000 m/z 149.10 33.12%
0 400 640 900 1190 1479 1820 2100 ﬂ
m/z--> 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #91477: Pyrido[2,3-d]pyrimidin-5(8H)-one, 4-methyl-2-phenyl- R RS R AT
237.0 13.00 13.20 13.40 13.60
m/z 238.15 17.56%
5000
79.0 105.0 209.0
Pt i G R N I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : JU/SJ

Sample : J4318-03 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl4.25 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.25 3.06 ng 167804 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.3-Trimethvl-1-(4"-methoxvphe... 296 C20H2402 108122-20-9 22
2 Benzene. pentachloronitro- 293 C6CI5N02 000082-68-8 15
3 3.6.9.12.15-Pentaoxabicvclol15.3. .. 326 C17H2606 071128-99-9 14
4 4-Morpholinobenzaldehyde m-tolvl... 295 C18H21N30 300865-04-7 11
5 2,6-Di[p-cyanophenyl]-4-picoline 295 C20H13N3 1000212-46-7 11
Abundance Scan 2025 (14.248 min): BF107949.D (-2022) (-) m/z 281.15 100.00%
45.0 281.1
5000
o | 1400 1420 1440 1460
o} i R S m/z 45.00 93.77%
m/z--> 50 100 150 200 250 300 350
Abundance #141361: 1,3,3-Trimethyl-1-(4'-methoxyphenyl)-6-methoxyindane
281.0
5000 LR S S UL B
14.00 14.20 14.40 14.60
1330 1730 m/z 295.15 82.65%
0 9]."0 |l|.l| .|..|. 25?"0 "
m/z--> " 50 100 150 200 250 300 350
Abundance #138854: Benzene, pentachloronitro-
3d.0 237.0 295.0
14.00 14.20 14.40 14.60
5000 142.0 265.0 m/z 107.00 34.61%
107.0 177.0
| |
ol ilﬂl I .L .“.t‘l‘h ‘“. I '“I IHI HI\ |2?4'| JI m J‘ |J‘.‘l. - Ji ———
m/z--> 50 100 150 200 250 300 350
Abundance #165649: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-1(21... L
45.0 14.00 14.20 14.40 14.60
m/z 89.00 30.31%
5000 89.0
133.0
oL 4wy | 177020802380 2820 320
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF073018.M Mon Aug 06 16:58:27 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107949.D

Aca On : 3 Aug 2018 20:27

Operator : Ju/SJ

Sample : J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 10 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.68 ng 104057 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
4 Benzolklfluoranthene 252 C20H12 000207-08-9 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2245 (15.542 min): BF107949.D (-2241) (-) m/z 252.05 100.00%
25p.1
5000
30.0 67.0 950 .-} 15701831 224.1 280.1 327.1355.9 1520 540 1560 1580
O L o R m/z 250.10 31.00%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25
5000

15.20 15.40 15.60 15.80
m/z 253.10  18.44%

125.0
63.0 99.0, | 158.0 198.0224.0

m/z--> 5|0 1(|)O 150 200 250 3(|)O 3é0
Abundance #104215: Perylene
252.0
AR R AR B
15.20 15.40 15.60 15.80
5000 m/z 125.10 12.12%

126.0
270 630 990, | 1580 198.0224.0 M
, —

(o1 SIEL LS LT M 1 —
m/z--> 50 100 150 200 250 300 350

Abundance #104227: Benz[e]acephenanthrylene R R EaaEE

252.0 15.20 15.40 15.60 15.80
m/z 126.00 11.75%

5000
126.0
oL 390 7401000 | 1610 198.02240 | ‘

— e b

m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\

Data File : BF107949.D

Acq On : 3 Aug 2018 20:27

Operator : JU/SJ

Sample - J4318-03 2X :
Misc : BEEBEE-SITE-DEMO-2
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
unknown6.75 6.75 10.4 ng 299453 1 6.95 577613 20.0
unknown13.16 13.16 7.0 ng 383382 5 14.14 1097270 20.0
unknown13.20 13.20 6.1 ng 333157 5 14.14 1097270 20.0
unknownl13.22 13.22 4.5 ng 247612 5 14.14 1097270 20.0
unknownl13.28 13.28 11.0 ng 604892 5 14.14 1097270 20.0
Pyrrolo[1,2-a]-1,... 13.34 7.2 ng 396407 5 14.14 1097270 20.0
unknown13.38 13.38 5.8 ng 316753 5 14.14 1097270 20.0
unknown14 .25 14.25 3.1 ng 167804 5 14.14 1097270 20.0
Benzo[e]pyrene 15.54 2.7 ng 104057 6 15.67 775632 20.0
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