LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112786.D

Aca On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 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-BF022719.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 5.339 549 553 568 rVB 714891 649722 46.92% 4.982%
2 6.363 723 727 740 rBV 840071 707217 51.07% 5.422%
3 6.504 747 751 755 rBV 870339 722001 52.14% 5.536%
4 6.739 788 791 795 rBVY 1091641 1004326 72.53% 7.700%
5 6.898 814 818 822 rBV 679184 552253 39.88% 4.234%
6 7.292 882 885 894 rBV 418851 412891 29.82% 3.166%
7 7.357 894 896 899 rVB 21203 16941 1.22% 0.130%
8 8.022 1006 1009 1015 rBV 1428935 1244384 89.86% 9.541%
9 8.463 1080 1084 1087 rBV 24966 20917 1.51% 0.160%
10 8.628 1109 1112 1118 rBV 36885 36356 2.63% 0.279%
11 9.098 1188 1192 1204 rBV 778537 708804 51.19% 5.435%
12 9.192 1205 1208 1213 rVB 36568 34112 2.46% 0.262%
13 9.433 1247 1249 1251 rBV 22614 17526 1.27% 0.134%
14 9.486 1256 1258 1261 rBV 44228 41278 2.98% 0.316%
15 9.633 1277 1283 1284 rBV2 13926 17244 1.25% 0.132%
16 9.669 1285 1289 1295 rVB2 26810 48720 3.52% 0.374%
17 9.769 1303 1306 1317 rVB 1287912 1236361 89.28% 9.479%
18 9.974 1338 1341 1345 rVB3 18599 17785 1.28% 0.136%
19 10.551 1435 1439 1444 rBvV 420350 385445 27.83% 2.955%
20 10.686 1459 1462 1469 rBV2 21390 25194 1.82% 0.193%
21 11.245 1554 1557 1561 rBVY 1244355 1213442 87.63% 9.304%
22 11.427 1583 1588 1592 rBV5 14264 21552 1.56% 0.165%
23 11.463 1592 1594 1599 rBV2 25799 27672 2.00% 0.212%
24 11.574 1609 1613 1617 rBV7 13250 23577 1.70% 0.181%
25 11.751 1640 1643 1645 rBV 23813 22919 1.66% 0.176%
26 11.780 1645 1648 1654 rvv2 111325 121837 8.80% 0.934%
27 11.857 1658 1661 1664 rBV2 33211 36053 2.60% 0.276%
28 12.045 1690 1693 1695 rBV2 26106 25224 1.82% 0.193%
29 12.298 1733 1736 1739 rBV 38990 36291 2.62% 0.278%
30 12.457 1760 1763 1767 rBV2 46957 57246 4.13% 0.439%
31 12.568 1779 1782 1786 rBV4 47582 54284 3.92% 0.416%
32 12.680 1798 1801 1803 rBV 48823 44022 3.18% 0.338%

33 12.710 1803 1806 1815 rVB 247648 313443 22.63% 2.403%
34 12.827 1822 1826 1833 rVB 790094 682955 49.32% 5.236%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112786.D

Aca On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.874 2000 2004 2007 rBV 1498119 1384777 100.00% 10.617%

36 15.286 2239 2244 2248 rBV 922222 1077787 77.83% 8.264%

Sum of corrected areas: 13042558
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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\BF022819\

BF112786.D
1 Mar 2019 2:44
JussJ
K1650-14 5X
22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112786.D

Aca On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 14.38 ng 722001 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 750 (6.498 min): BF112786.D (-747) (-) m/z 132.00 100.00%
5000 68
96 AU RAREE R AR R
40 54 61 ‘| 5 g | 104 6.20 6.40 6.60 6.80
SR MR~ T 71 S PSR A o | N m/z 68.00 47.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B RAREE LAREE LE S
6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 31.63%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 30.50%
41 97
53 117
st el (e ) a0 Taa ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 68.95 18.70%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112786.D

Aca On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.01 ng 121837 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 86
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 55
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 53
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 50
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
Abundance Scan 1648 (11.780 min): BF112786.D (-1645) (-) m/z 192.05 100.00%
192
43 60 73
5000

11.40 11.60 11.80 12.00
m/z 73.00 73.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.40 11.60 11.80 12.00

m/z 43.00 72 .29%

94 165
27 50 63 75 115127139152 | 177
P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192

11.40 11.60 11.80 12.00
5000 m/z 60.00 68.38%

165
2739 63 82 96 115127139152 | 177 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54734: Anthracene, 2-methyl-
192 11.40 11.60 11.80 12.00
m/z 54_.95 61.45%
5000
165
63 u J\ 115 139151 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112786.D

Aca On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.71 4.53 ng 313443 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
3 2-Trimethvisilvl-3-trimethvlsilv... 228 C8H20N4Si2 1000373-05-5 59
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 58
5 Diphenolic acid 286 C17H1804 000126-00-1 56

Abundance Scan 1806 (12.710 min): BF112786.D (-1803) (-) m/z 213.10 100.00%

213

—

5000
o ° 228 12.40 12.60 12.80 13.00
39 65 135 165181197 : ' : '

0 ....,....,.'...,..1..-,.1...I,.... b .-.I'..z,‘.‘?.?‘?f‘?.f‘.l... o280, 'm/z 119.00 18.33%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 LA L L L L L LB L L |
12.40 12.60 12.80 13.00
o 119 m/z 228.10 16.95%
65 O | 135 165 2#9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-

213
S A BANE E ey
12.40 12.60 12.80 13.00
5000 m/z 214.10 15.62%
185
28 51 69 92 173128 157 \ | 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84782: 2-Trimethysilyl-3-trimethylsilylamino-1,2,4-triazole R e L R
213 12.40 12.60 12.80 13.00
m/z 91.00 10.54%
5000
73 171
28 45 9 116 WL ] 2%9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112786.D

Acq On : 1 Mar 2019 2:44

Operator : JU/SJ

Sample : K1650-14 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .50 6.50 14.4 ng 722001 1 6.75 1004330 20.0
Phenanthrene, 2-m... 11.78 2.0 ng 121837 4 11.25 1213440 20.0
Phenol, 4,4"-(1-m... 12.71 4.5 ng 313443 5 13.87 1384780 20.0
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