LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On > 6 Sep 2018 3:06 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4791-07 5X ClientSampleld :
Misc - DOCUMENTATION-#16
ALS Vial : 20 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-BF090518 .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 4.913 435 438 444 rVB 25050 28705 1.31% 0.131%
2 5.331 505 509 512 rBV 726320 656063 29.83% 2.988%
3 6.354 679 683 686 rBV 925247 719370 32.71% 3.276%
4 6.495 703 707 711 rBV 927130 722001 32.83% 3.288%
5 6.737 744 748 751 rBVY 1835308 1605665 73.02% 7.313%
6 6.890 770 774 777 rVB 738528 573274 26.07% 2.611%
7 7.290 838 842 845 rBV 442007 392834 17.86% 1.789%
8 8.019 962 966 969 rBVY 2357887 2130346 96.88% 9.702%
9 9.089 1144 1148 1151 rBV 1214961 866718 39.41% 3.947%
10 9.484 1212 1215 1218 rBV 202838 157902 7.18% 0.719%
11 9.625 1235 1239 1242 rBV 42057 36153 1.64% 0.165%
12 9.766 1259 1263 1266 rBvY 2656013 2184904 99.36% 9.951%
13 9.795 1266 1268 1273 rVB 119425 94082 4.28% 0.428%
14 9.966 1294 1297 1301 rBV 49094 40542 1.84% 0.185%
15 10.307 1352 1355 1358 rBv2 78692 58382 2.65% 0.266%
16 10.542 1392 1395 1400 rBvV 451955 372316 16.93% 1.696%
17 11.042 1477 1480 1485 rvB2 25861 26506 1.21% 0.121%
18 11.095 1486 1489 1492 rBvV3 17389 26988 1.23% 0.123%
19 11.136 1494 1496 1498 rVvVB2 32966 26247 1.19% 0.120%

20 11.242 1510 1514 1516 rBV 2398039 2007242 91.28% 9.142%

21 11.266 1516 1518 1521 rVV 477153 375356 17.07% 1.709%
22 11.313 1523 1526 1529 rVB 275245 220619 10.03% 1.005%

23 11.466 1546 1552 1555 rBV2 47710 59670 2.71% 0.272%
24 11.742 1596 1599 1601 rBV 74422 57613 2.62% 0.262%
25 11.772 1601 1604 1608 rVB 87763 90790 4._.13% 0.413%
26 11.813 1608 1611 1614 rVB 73666 65367 2.97% 0.298%
27 11.848 1614 1617 1620 rBV 123202 145907 6.64% 0.665%
28 12.036 1646 1649 1650 rBV 59756 45115 2.05% 0.205%
29 12.289 1688 1692 1695 rBV 49997 61955 2.82% 0.282%
30 12.366 1703 1705 1711 rVB2 43208 58092 2.64% 0.265%
31 12.448 1715 1719 1723 rVV 810373 721420 32.81% 3.286%
32 12.501 1725 1728 1732 rVV4 28146 32960 1.50% 0.150%
33 12.672 1752 1757 1760 rBV 823179 794755 36.14% 3.620%
34 12.719 1763 1765 1772 rVB3 33834 48579 2.21% 0.221%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On > 6 Sep 2018 3:06 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4791-07 5X ClientSampleld :
Misc - DOCUMENTATION-#16
ALS Vial : 20 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\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.789 1775 1777 1779 rBV 42684 40489 1.84% 0.184%
36 12.819 1779 1782 1789 rVB 876803 769434 34 .99% 3.504%
37 12.895 1790 1795 1797 rBV3 66603 94486 4 _30% 0.430%
38 12.977 1806 1809 1810 rBV3 48962 45550 2.07% 0.207%
39 13.001 1810 1813 1816 rVB 113065 110976 5.05% 0.505%
40 13.066 1821 1824 1827 rBV3 95200 88993 4._05% 0.405%
41 13.101 1827 1830 1833 rVVv2 84645 85966 3.91% 0.392%
42 13.130 1833 1835 1838 rVB 31516 29194 1.33% 0.133%
43 13.195 1844 1846 1849 rVB 62011 50546 2.30% 0.230%
44 13.224 1849 1851 1855 rBVY 57338 53899 2.45% 0.245%
45 13.301 1862 1864 1866 rVB3 42010 29964 1.36% 0.136%
46 13.495 1894 1897 1900 rBV2 245506 222688 10.13% 1.014%
47 13.613 1914 1917 1920 rBV2 52144 67086 3.05% 0.306%
48 13.642 1920 1922 1924 rBV 54439 52688 2.40% 0.240%

49 13.866 1955 1960 1963 rBV2 2078132 2199013 100.00% 10.015%
50 13.889 1963 1964 1967 rVB 333433 185737 8.45% 0.846%

51 14.360 2042 2044 2048 rVB4 75639 82484 3.75% 0.376%
52 14.871 2127 2131 2134 rBV 240860 358926 16.32% 1.635%
53 14.971 2145 2148 2155 rVB2 151034 177542 8.07% 0.809%
54 15.154 2176 2179 2184 rVB 132213 149352 6.79% 0.680%
55 15.207 2185 2188 2192 rVB 200944 222125 10.10% 1.012%

56 15.271 2194 2199 2202 rBV 1192972 1335821 60.75% 6.084%

Sum of corrected areas: 21957397
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On : 6 Sep 2018 3:06

Operator : JU/SJ

a?ggle : J4791-07 5X DOCUMENTATION-#16
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108800.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On : 6 Sep 2018 3:06

Operator : JU/SJ

a?ggle : J4791-07 5X DOCUMENTATION-#16
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 1 unknown6.50 Concentration Rank 1

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

6.50 8.99 ng 722001 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 708 (6.501 min): BF108800.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
w0 %1 J "k 6 680 b
01 s m/z 68.10 36.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS RS BRRRE RSN AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.91%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oko ok
5000 980 1160 m/z 66.00 22.21%
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole L L B B Ay T T/
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.36%
5000
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
m/z--> 20 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On : 6 Sep 2018 3:06

Operator : JU/SJ

a?ggle : J4791-07 5X DOCUMENTATION-#16
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3 Triphenyl phosphate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.03 ng 222688 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvl phosphate 326 C18H1504P 000115-86-6 99
2 Benzenamine. N-(9-anthracenvilmet... 326 C21H14N202 014607-12-6 11
3 6-Ouinoxalinecarboxvlic acid. 2.... 326 C21H14N202 032387-96-5 10
4 Phosphoramidic acid. phenvl-. di... 325 C18H16NO3P 003848-51-9 10
5 Benzene, (ethylsulfonyl)- 170 C8H1002S 000599-70-2 10
Abundance Scan 1898 (13.501 min): BF108800.D (-1894) (-) m/z 326.05 100.00%
230.1
5000
13.20 13.40 13.60 13.80
o} m/z 230.10 94 .86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165692: Triphenyl phosphate
326.0
5000 .0
170.0 2150 13.20 13.40 13.60 13.80
m/z 325.10 89.72%
oo ‘ 1410 I | 249.0
0 27-01 || - I| 1150 ||| I L | |‘|. l] 289.0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #166160: Benzenamine, N-(9-anthracenylmethylene)-4-nitro-
326.0
oo 13120 1340 13,60 1350
5000 ' m/z 77.00 56.03%
139.0 176.0 203.0
260 800 To0 O b 2200, M‘ |
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #166158: 6-Quinoxalinecarboxylic acid, 2,3-diphenyl- B S ERamEEsamee e
326.0 13.20 13.40 13.60 13.80
m/z 65.00 33.77%
5000 103.0
77.0
51.0
L, 1400 17? 0 223.0249.0 2810
OHr e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108800.D

Aca On : 6 Sep 2018 3:06

Operator : JU/SJ

a?ggle : J4791-07 5X DOCUMENTATION-#16
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 4 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.66 ng 177542 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 83
2 Hexadecane 226 C16H34 000544-76-3 74
3 Benzolalpvrene 252 C20H12 000050-32-8 58
4 Benzolklfluoranthene 252 C20H12 000207-08-9 55
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 51
Abundance Scan 2148 (14.971 min): BF108800.D (-2145) (-) m/z 252.05 100.00%
57.1 25p.1
5000
1691 14.60 14.80 15.00 15.20
o 230 ) 2o 802 362 | nsz 57.10 93.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104221: Benzo[e]pyrene
25p.0
5000 L LI UL BURLL LIS
14.60 14.80 15.00 15.20
126.0 m/z 71.10 69 .38%
ol 410 910 ), 158.0 200.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
1460 14.80 15.00 15.20
5000 m/z 43.10 58.06%
o 2q]o“ 1[990 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene B B
252.0 14.60 14.80 15.00 15.20
m/z 85.10 47 .55%
5000
126.0
0 50.0 870 . | 163.0 200.0
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090518\

Data File : BF108800.D

Acq On : 6 Sep 2018 3:06

Operator : JU/SJ

a?ggle - J4791-07 5X DOCUMENTATION-#16
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
Quant Title : 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 .50 6.50 9.0 ng 722001 1 6.74 1605670 20.0
Triphenyl phosphate 13.50 2.0 ng 222688 5 13.87 2199010 20.0
Benzo[e]pyrene 14.97 2.7 ng 177542 6 15.27 1335820 20.0
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