LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 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-BF022218.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 5.493 575 579 587 rBV 508276 535099 45.20% 4.161%
2 6.504 748 751 771 rBV 489146 588995 49.75% 4.581%
3 6.646 771 775 782 rBV 620640 567935 47.97% 4_.417%
4 6.875 810 814 821 rBVY 1036177 891937 75.34% 6.937%
5 7.028 836 840 850 rBV 509755 437401 36.95% 3.402%
6 7.434 906 909 918 rBV 251243 288474 24.37% 2.243%
7 8.157 1028 1032 1044 rBV 1329871 1183890 100.00% 9.207%
8 9.228 1211 1214 1223 rBV 637933 559434 47 .25% 4_.351%
9 9.328 1229 1231 1237 rVB6 10029 13127 1.11% 0.102%
10 9.575 1268 1273 1275 rBV 13823 16266 1.37% 0.126%
11 9.622 1278 1281 1289 rVB 63489 69964 5.91% 0.544%
12 9.710 1294 1296 1303 rVB4 8382 13648 1.15% 0.106%
13 9.775 1303 1307 1313 rBV 35917 42275 3.57% 0.329%
14 9.834 1313 1317 1322 rBVY 26393 28621 2.42% 0.223%
15 9.916 1327 1331 1335 rVVvV 1286243 1119146 94.53% 8.704%
16 9.945 1335 1336 1340 rVB 30124 21598 1.82% 0.168%
17 10.116 1363 1365 1369 rvVB4 15225 18197 1.54% 0.142%
18 10.157 1369 1372 1375 rBVvV4 16333 16725 1.41% 0.130%
19 10.304 1395 1397 1399 rBvV 18094 17823 1.51% 0.139%
20 10.334 1399 1402 1405 rVB 40106 36917 3.12% 0.287%
21 10.463 1422 1424 1430 rVB2 22446 26224 2.22% 0.204%
22 10.551 1433 1439 1441 rBV2 21987 28008 2.37% 0.218%
23 10.704 1462 1465 1473 rBV 245663 266663 22.52% 2.074%
24 10.804 1480 1482 1488 rBV 46178 66359 5.61% 0.516%
25 11.016 1512 1518 1520 rBV5 19035 35153 2.97% 0.273%
26 11.128 1535 1537 1541 rBvV4 11265 17207 1.45% 0.134%
27 11.216 1549 1552 1556 rvVv 12927 13667 1.15% 0.106%
28 11.251 1556 1558 1561 rvVv 42661 37948 3.21% 0.295%
29 11.281 1561 1563 1565 rVvv2 25975 25677 2.17% 0.200%
30 11.304 1565 1567 1570 rVB 25420 22004 1.86% 0.171%

31 11.404 1581 1584 1587 rBV 997118 993833 83.95% 7.729%
32 11.428 1587 1588 1594 rVV 423058 349124 29.49% 2.715%
33 11.480 1594 1597 1602 rVvVv 79984 80920 6.84% 0.629%
34 11.639 1621 1624 1628 rBV2 21240 27212 2.30% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 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-BF022218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.680 1628 1631 1633 rBV 34056 31360 2.65% 0.244%
36 11.739 1638 1641 1646 rVB2 31120 38693 3.27% 0.301%
37 11.780 1646 1648 1650 rBV3 22521 20406 1.72% 0.159%
38 11.863 1660 1662 1664 rBV3 15049 15120 1.28% 0.118%
39 11.910 1667 1670 1672 rVV 89707 90414 7.64% 0.703%
40 11.939 1672 1675 1679 rVvV 111777 111789 9.44% 0.869%
41 11.986 1680 1683 1686 rVv2 33665 37506 3.17% 0.292%
42 12.022 1686 1689 1691 rVvv2 112186 124022 10.48% 0.965%
43 12.045 1691 1693 1697 rVB 60529 52886 4_.47% 0.411%
44 12.086 1698 1700 1703 rBV2 39684 33130 2.80% 0.258%
45 12.204 1717 1720 1723 rBVY 52001 50778 4._.29% 0.395%
46 12.233 1723 1725 1729 rVB 46376 48775 4.12% 0.379%
47 12.351 1743 1745 1747 rBV2 20075 16202 1.37% 0.126%
48 12.457 1760 1763 1765 rBVY 66429 59929 5.06% 0.466%
49 12.480 1765 1767 1768 rBVY 27809 21624 1.83% 0.168%
50 12.551 1776 1779 1782 rBvV4 36508 49302 4.16% 0.383%

51 12.622 1788 1791 1795 rBV 645534 579592 48.96% 4_.507%
52 12.857 1824 1831 1836 rBV 554195 701910 59.29% 5.459%

53 12.904 1837 1839 1842 rVB2 43094 40249 3.40% 0.313%
54 12.986 1847 1853 1856 rBV 485575 465685 39.34% 3.622%
55 13.075 1864 1868 1872 rBV3 50130 78734 6.65% 0.612%
56 13.180 1884 1886 1888 rVB 65765 50077 4.23% 0.389%
57 13.245 1895 1897 1900 rBV2 48825 45866 3.87% 0.357%
58 13.410 1923 1925 1927 rBV 54175 49701 4._.20% 0.387%

59 14.057 2030 2035 2037 rBV2 805129 935732 79.04% 7.277%
60 14.080 2037 2039 2043 rVB 249166 214203 18.09% 1.666%
61 15.557 2286 2290 2294 rVB 343289 437382 36.94% 3.401%

Sum of corrected areas: 12858538
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103236.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 12.73 ng 567935 1,4-Dichlorobenzene-d4 6.87
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 12
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 776 (6.651 min): BF103236.D (-771) (-) m/z 132.00 100.00%
5000
68
96 PRSP SARRE SERRENA
40 _ 54 75 104 6.40 6.60 6.80 7.00
o..,....,....,...::'!..7.,::..??.l.'....,..?‘.7,..!.,.-:..,....,....,"...,.. m/z 68.00 34.16%
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 IR IS L R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.74%
31 4 ‘
0'W'”'P'”I”J“'h'J'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.26%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 96.00 12.86%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.25 ng 111789 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 91
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91

Abundance Scan 1675 (11.939 min): BF103236.D (-1672) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 191.00 53.61%

165
o 39 50 63 83 95 112 126 139 152 180 207 221

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54749: Phenanthrene, 2-methyl-

5000
11.60 11.80 12.00 12.20

m/z 189.00 31.07%

165
27 3950 63 82 9 115126139152 | 176 |

O o L e e B L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.00 14.79%
165
o 44 63 74 g5 96 115126 139152 | 176
B o B e L e AN BB o i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54731: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.00 14.46%
5000
9 165
27 39 51 63 82 | 115126 139152 ~°176 ||
B e B e e B R R RN R aE E e e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103236.D

Aca On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample : J1691-25 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 3

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

12.02 2.50 ng 124022 Phenanthrene-d10 11.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52

3 1-Chloro-4-(2-chloro-2-fluoroeth... 190 C8H5CI2F 1000305-36-3 38
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 38

5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 1689 (12.022 min): BF103236.D (-1686) (-) m/z 189.00 100.00%
149

5000

11.80 12.00 12.20 12.40
m/z 190.00 96.53%

1
o 106 122 139152 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
Q

5000
11.80 12.00 12.20 12.40

o4 m/z 192.10 62.97%
27 39 51 63 81 | 110122 137150163 178 |

R N i NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
LB L e S L
11.80 12.00 12.20 12.40
5000 m/z 191.05 53.26%
94
81 163
| NSNS SN NNISNSMMNUSIS SMMMMS | SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53443: 1-Chloro-4-(2-chloro-2-fluoroethenyl)benzene
190 11.80 12.00 12.20 12.40
m/z 94.85 18.34%
120
5000
155
50 77 99 135
0,....,.Ju.??.ﬂﬂ,“”Mﬂ....v...b SN (| e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103236.D

Acq On : 26 Feb 2018 23:43

Operator : SJ/JU

Sample - J1691-25 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .65 6.65 12.7 ng 567935 1 6.87 891937 20.0
Phenanthrene, 2-m... 11.94 2.3 ng 111789 4 11.40 993833 20.0
4H-Cyclopenta[def... 12.02 2.5 ng 124022 4 11.40 993833 20.0
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