LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103307.D

Aca On - 28 Feb 2018 21:38 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

3§mple : J1716-04 20X L
isc _

ALS Vial : 15 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

5.457 567 573 576 rBV3 15418 19832 1.54% 0.189%
5.498 576 580 591 rvv 154792 230183 17.85% 2.197%
rBv 132676 208575 16.18% 1.991%
6.645 771 775 780 rBV 259327 257685 19.99% 2.460%
6.692 780 783 792 rVB 22949 25920 2.01% 0.247%
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6.869 810 813 821 rBV 981105 959707 74.44% 9.161%
7.028 836 840 848 rVB 209214 209022 16.21% 1.995%
rBv 13227 12988 1.01% 0.124%
7.439 907 910 921 rBV 114424 158790 12.32% 1.516%
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1 8.157 1028 1032 1050 rBV 1219506 1289244 100.00% 12.306%
11 9.228 1211 1214 1223 rBV 185200 221600 17.19% 2.115%
12 9.627 1278 1282 1289 rVB 17310 20998 1.63% 0.200%
13 9.916 1326 1331 1346 rBV 1082770 1248513 96.84% 11.917%
14 10.127 1363 1367 1370 rBV2 10373 13151 1.02% 0.126%
15 10.327 1394 1401 1405 rBV5 11162 14919 1.16% 0.142%
16 10.463 1421 1424 1430 rVB 34035 39238 3.04% 0.375%
17 10.622 1448 1451 1455 rVB 14004 16338 1.27% 0.156%
18 10.710 1462 1466 1472 rBV 93911 112176 8.70% 1.071%
19 10.804 1479 1482 1487 rVB3 10974 14012 1.09% 0.134%
20 11.010 1511 1517 1520 rBVZ2 13741 18990 1.47% 0.181%
21 11.257 1554 1559 1562 rBV3 16315 24214 1.88% 0.231%
22 11.304 1564 1567 1570 rVB 20376 21218 1.65% 0.203%

23 11.404 1580 1584 1586 rBV 918518 816811 63.36% 7.797%
24 11.427 1586 1588 1594 rVVv 509404 450896 34.97% 4 _.304%
25 11.480 1594 1597 1604 rVB 116370 111743 8.67% 1.067%

26 11.645 1621 1625 1629 rBvV4 9449 13723 1.06% 0.131%
27 11.910 1666 1670 1672 rBV 41448 41027 3.18% 0.392%
28 11.939 1672 1675 1680 rVvV 57571 57698 4.48% 0.551%
29 11.986 1680 1683 1686 rVvVv 28316 26056 2.02% 0.249%
30 12.021 1686 1689 1691 rVvV 71117 77420 6.01% 0.739%
31 12.045 1691 1693 1698 rVB 28908 26928 2.09% 0.257%
32 12.204 1716 1720 1723 rBV 33697 29848 2.32% 0.285%
33 12.457 1759 1763 1765 rBV2 17025 18238 1.41% 0.174%

34 12.621 1787 1791 1797 rBV 419491 374351 29.04% 3.573%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\

Data File : BF103307.D

Aca On : 28 Feb 2018 21:38 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : J1716-04 20X e

ALS Vial : 15 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.851 1823 1830 1836 rVV 341724 405930 31.49% 3.875%

36 12.898 1836 1838 1844 rVB3 19305 25460 1.97% 0.243%
37 12.986 1846 1853 1856 rBV2 139242 145048 11.25% 1.385%
38 13.063 1863 1866 1872 rBV3 20118 35485 2.75% 0.339%
39 13.151 1878 1881 1883 rBV2 14987 19485 1.51% 0.186%
40 13.180 1883 1886 1890 rVB 55546 51502 3.99% 0.492%
41 13.245 1894 1897 1900 rBV 47971 41897 3.25% 0.400%
42 13.286 1900 1904 1907 rBVZ2 27091 38080 2.95% 0.363%
43 13.380 1916 1920 1923 rBV2 17660 22775 1.77% 0.217%
44 13.410 1923 1925 1934 rVB3 27575 39848 3.09% 0.380%
45 13.698 1971 1974 1978 rVB5 10952 14212 1.10% 0.136%
46 13.804 1989 1992 1993 rBV 16741 13626 1.06% 0.130%
47 13.827 1993 1996 1998 rVB 28064 22306 1.73% 0.213%
48 13.857 1998 2001 2002 rBV 20028 19686 1.53% 0.188%

49 14.051 2028 2034 2037 rBV2 760470 901392 69.92% 8.604%
50 14.080 2037 2039 2045 rVB 156949 148239 11.50% 1.415%

51 14.157 2050 2052 2056 rBV 27574 23639 1.83% 0.226%
52 14.404 2092 2094 2097 rBV3 12089 15022 1.17% 0.143%
53 14.445 2098 2101 2104 rVVv2 29219 29860 2.32% 0.285%
54 14.574 2121 2123 2125 rBV3 15664 13705 1.06% 0.131%
55 15.115 2210 2215 2218 rBV 118546 195334 15.15% 1.864%
56 15.227 2231 2234 2237 rVB 21870 21115 1.64% 0.202%
57 15.427 2263 2268 2274 rVB 66505 94870 7.36% 0.906%

58 15.492 2274 2279 2284 rBV 106094 141056 10.94% 1.346%
59 15.551 2284 2289 2294 rBV 518470 745762 57 .84% 7.118%
60 17.080 2545 2549 2555 rBV3 30535 69147 5.36% 0.660%

Sum of corrected areas: 10476533
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103307.D

Aca On : 28 Feb 2018 21:38

Operator : SJ/JU

Sample : J1716-04 20X

Misc :

ALS Vial : 15 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: BF103307.D
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Abundance TIC: BF103307.D
1200000
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800000 14.05

600000 15.55
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103307.D

Aca On : 28 Feb 2018 21:38

Operator : SJ/JU

Sample : J1716-04 20X

Misc :

ALS Vial : 15 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 5.37 ng 257685 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103307.D (-771) (-) m/z 131.90 100.00%
132
5000
48 54 | % 104 6.40 6.60 6.80 7.00
0....,...!','!...,!!.. ,....,....,....,."...,....,....,'...,.. m/z 68.00 42.14%
m/z--> 30 50 90 100 110 120 130 140
Abundance #14146. 4 Chloto 6-fluoro-pyrimidine
132
97
5000 IR R R R L
6.40 6.60 6.80 7.00
31 70 m/z 133.90 35.52%
miz--> % 4 % 60 7 8 % 160 10 130 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 27 .65%
33 44 o g7 105
o 51 60 8 g6 115
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.40 6.60 6.80 7.00
m/z 69.00 15.47%
5000
63 81
3137 4450 57 | g9 75 | 88 g4 101 112
s @ B b b B % 100 1o 35 Ho 16 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103307.D

Aca On : 28 Feb 2018 21:38

Operator : SJ/JU

Sample : J1716-04 20X

Misc :

ALS Vial : 15 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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.54 ng 94870 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzolelpvrene 252 C20H12 000192-97-2 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2268 (15.427 min): BF103307.D (-2263) (-) m/z 252.10 100.00%
242
5000
125
57 224 15.20 15.40 15.60 15.80
ol 39 80 99 150 175191207 276 300 m/z 250.10 30.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252
5000
15.20 15.40 15.60 15.80
125 m/z 125.00 20.47%
oll7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
" 15.20 15,40 15.60 15.80
5000 m/z 253.05 17.64%
126
0 g7 111 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252 15.20 15.40 15.60 15.80
m/z 126.00 13.61%
5000
0 39 63 83 99 , M 146 174 200 224 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022818\
Data File : BF103307.D

Acq On : 28 Feb 2018 21:38

Operator : SJ/JU

Sample : J1716-04 20X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .65 6.65 5.4 ng 257685 1 6.87 959707 20.0
Perylene 15.43 2.5 ng 94870 6 15.55 745762 20.0
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