LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 4.810 460 463 479 rBV 145501 191290 9.84% 0.860%
2 5.251 534 538 552 rBY 1634070 1856699 95.47% 8.352%
3 6.298 712 716 733 rBVY 1971513 1944822 100.00% 8.749%
4 6.416 733 736 743 rVB 2128203 1892302 97.30% 8.512%
5 6.645 772 775 782 rBV 957092 791514 40.70% 3.561%
6 6.804 798 802 811 rBVY 1420178 1370978 70.49% 6.167%
7 7.216 868 872 885 rBVY 1275058 1137755 58.50% 5.118%
8 7.928 990 993 1003 rBY 1148374 1113677 57.26% 5.010%
9 8.645 1112 1115 1122 rVB 28168 26215 1.35% 0.118%
10 8.739 1127 1131 1137 rVB 19822 26605 1.37% 0.120%
11 9.004 1172 1176 1180 rBvV 2221212 1882907 96.82% 8.470%
12 9.086 1185 1190 1192 rBV3 20940 26668 1.37% 0.120%
13 9.404 1241 1244 1247 rVB 257413 198231 10.19% 0.892%
14 9.545 1265 1268 1272 rBV 28399 34546 1.78% 0.155%
15 9.586 1272 1275 1278 rVB2 23681 22216 1.14% 0.100%
16 9.616 1278 1280 1284 rBV 27611 27349 1.41% 0.123%
17 9.681 1287 1291 1294 rVV 1253057 1061732 54.59% 4_.776%
18 9.710 1294 1296 1302 rVB 68315 66156 3.40% 0.298%
19 9.886 1322 1326 1329 rBvV2 49596 45489 2.34% 0.205%
20 9.998 1342 1345 1349 rBV4 16879 22229 1.14% 0.100%
21 10.081 1357 1359 1362 rBV3 22152 21926 1.13% 0.099%
22 10.116 1362 1365 1367 rVB2 37106 32293 1.66% 0.145%
23 10.228 1380 1384 1389 rBV 65715 63834 3.28% 0.287%
24 10.386 1408 1411 1414 rVB3 19968 21403 1.10% 0.096%
25 10.469 1421 1425 1430 rBVY 1014761 875431 45.01% 3.938%
26 10.586 1443 1445 1452 rVB3 56702 88898 4_.57% 0.400%
27 10.739 1468 1471 1473 rBV3 24485 25190 1.30% 0.113%
28 11.033 1518 1521 1523 rBV2 28544 24644 1.27% 0.111%
29 11.057 1523 1525 1529 rVB 41994 41036 2.11% 0.185%

30 11.163 1539 1543 1545 rBV 1049891 917047 47.15% 4.125%

31 11.186 1545 1547 1550 rVvVv 364860 287763 14.80% 1.294%

32 11.239 1553 1556 1559 rVB 97941 82588 4._.25% 0.372%
33 11.404 1580 1584 1588 rBV2 23307 33652 1.73% 0.151%
34 11.457 1591 1593 1595 rBV3 30940 23115 1.19% 0.104%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.663 1626 1628 1630 rBV 34942 28254 1.45% 0.127%
36 11.692 1630 1633 1636 rVB 55447 46757 2.40% 0.210%
37 11.775 1644 1647 1649 rBV 74791 75860 3.90% 0.341%
38 11.798 1649 1651 1654 rVB 31008 23873 1.23% 0.107%
39 11.957 1675 1678 1681 rBV 28710 28832 1.48% 0.130%
40 12.210 1718 1721 1724 rBVY 51233 50180 2.58% 0.226%
41 12.304 1733 1737 1743 rBV4 21110 27550 1.42% 0.124%

42 12.369 1745 1748 1752 rVB 505383 434218 22.33% 1.953%
43 12.598 1781 1787 1790 rBV 460899 484548 24.91% 2.180%
44 12.651 1793 1796 1800 rVB2 25619 37796 1.94% 0.170%
45 12.745 1805 1812 1815 rBV 1396217 1370630 70.48% 6.166%

46 12.816 1821 1824 1829 rBV5 24303 39230 2.02% 0.176%
47 12.927 1836 1843 1846 rVB2 65820 101519 5.22% 0.457%
48 12.992 1852 1854 1857 rVB 46270 32351 1.66% 0.146%
49 13.027 1857 1860 1863 rBV2 43963 48679 2.50% 0.219%
50 13.151 1879 1881 1884 rBV 26543 27350 1.41% 0.123%
51 13.216 1890 1892 1898 rVB2 32915 33424 1.72% 0.150%
52 13.439 1927 1930 1934 rBV2 39631 36119 1.86% 0.162%
53 13.545 1945 1948 1950 rBV 45864 41123 2.11% 0.185%
54 13.569 1950 1952 1954 rVB 35645 28011 1.44% 0.126%
55 13.592 1954 1956 1958 rBV 29638 32033 1.65% 0.144%
56 13.645 1962 1965 1968 rVB2 81019 90370 4._.65% 0.407%

57 13.792 1984 1990 1993 rBV3 974487 1211399 62.29% 5.449%
58 13.816 1993 1994 1998 rVB 186415 152527 7.84% 0.686%
59 14.804 2158 2162 2169 rBV 185195 301793 15.52% 1.358%
60 15.080 2206 2209 2211 rBV 99003 96980 4_.99% 0.436%

61 15.133 2215 2218 2224 rBV 165716 204470 10.51% 0.920%
62 15.192 2224 2228 2235 rBV 690303 866206 44 .54% 3.897%

Sum of corrected areas: 22230282
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098551.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 4.83 ng 191290 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Silane. dimethvl- 60 C2H8Si 001111-74-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 463 (4.810 min): BF098551.D (-460) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 o T
| 83.1 | 440 4.60 4.80 5.00 5.20
o] Y | AN e NN m/z 59.00 57.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LR LR LR
59.0 440 460 480 500 520
m/z 101.00 18.48%
31.0 g30 1010
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 4.80 500 5.20
5000 210 m/z 58.00 16.36%
o 73.0 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R B
59.0 440 4.60 4.80 5.00 5.20
31.0 m/z 41.00 9.07%
5000
3.0 73.0
0 15\'0 A‘ | ‘ , ‘ 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 1

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

6.42 47.81 ng 1892300 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 737 (6.422 min): BF098551.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 NP SRS SRR
40.0 54.0 J 6.00 6.20 6.40 6.60 6.80
oM'.I:SF-P. TR 3 | — m/z 68.00 38.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I UL UL RN I
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.26%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 25.12%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propiony! RS e e e s ]
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 .64%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S | G ——
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098551.D

Aca On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.24 ng 96980 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2209 (15.080 min): BF098551.D (-2206) (-) m/z 252.10 100.00%
25p.1
5000
43.0 69.0 100.012?0 163.9101.1 2239 | 2782 3201 355.1 148 2500 1520 25.4D
Bl Sl Nt BN BT e | LA e S m/z 250.10 29.43%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
m/z 253.10 21.44%
125.0
o 63.0 99.0, | 158.0 198.0224.0 ‘H
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14,80 15.00 15,20 15.40
5000 m/z 126.00 12.59%
126.0
0 99.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene R
25p.0 14.80 15.00 15.20 15.40
m/z 125.10 12.04%
5000
126.0
0390 7401000 | 1610 198.0224.0 H
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098551.D

Acq On : 15 Sep 2017 2:08

Operator : SJ/JU

Sample : 15222-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
2-Pentanone, 4-hy... 4.81 4.8 ng 191290 1 6.65 791514 20.0
unknown6 .42 6.42 47.8 ng 1892300 1 6.65 791514 20.0
Benzo[e]pyrene 15.08 2.2 ng 96980 6 15.19 866206 20.0
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