LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101905.D

Aca On : 4 Jan 2018 21:43

Operator : SJ/JU

Sample : J1033-03 10X

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-BF121417.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 4.987 489 493 509 rBvV2 14857 40932 4._.48% 0.515%
2 5.457 569 573 585 rBV3 36745 135317 14.81% 1.703%
3 6.481 742 747 760 rBV3 51647 184212 20.17% 2.319%
4 6.575 760 763 778 rVB 113629 250152 27.38% 3.149%
5 6.775 793 797 811 rBV 567273 700976 76.74% 8.823%
6 6.934 820 824 835 rBV 126279 177568 19.44% 2.235%
7 7.351 893 895 897 rBV 11356 10343 1.13% 0.130%
8 7.381 897 900 917 rVB2 38225 119941 13.13% 1.510%
9 7.563 928 931 938 rVB5 7220 11765 1.29% 0.148%
10 8.022 1006 1009 1011 rBV 19401 19273 2.11% 0.243%
11 8.057 1011 1015 1034 rVB 619404 801169 87.70% 10.084%
12 8.328 1057 1061 1066 rBV5 7812 13262 1.45% 0.167%
13 8.457 1080 1083 1085 rBV 15129 12678 1.39% 0.160%
14 8.628 1109 1112 1115 rBV 32071 24663 2.70% 0.310%
15 9.057 1182 1185 1192 rVB2 16403 18339 2.01% 0.231%
16 9.128 1194 1197 1205 rVvVv 186156 189054 20.70% 2.380%
17 9.192 1205 1208 1212 rVB 40193 37082 4.06% 0.467%
18 9.510 1258 1262 1264 rBV3 17622 18860 2.06% 0.237%
19 9.610 1274 1279 1284 rVBS8 6429 13016 1.42% 0.164%
20 9.680 1287 1291 1295 rVvVv 30809 37386 4_.09% 0.471%
21 9.722 1295 1298 1302 rVB 39333 36808 4_.03% 0.463%
22 9.780 1302 1308 1309 rBV5 16089 26359 2.89% 0.332%
23 9.810 1309 1313 1325 rVB 615102 661168 72.38% 8.322%
24 10.216 1376 1382 1385 rBV 37618 36548 4 _.00% 0.460%
25 10.369 1405 1408 1413 rBV 11084 14078 1.54% 0.177%
26 10.433 1416 1419 1423 rBV2 16862 21826 2.39% 0.275%
27 10.622 1446 1451 1460 rVB3 40909 60734 6.65% 0.764%
28 10.692 1460 1463 1468 rBV 41307 50055 5.48% 0.630%
29 11.139 1536 1539 1541 rBV2 31282 27500 3.01% 0.346%
30 11.163 1541 1543 1546 rVB2 15802 14449 1.58% 0.182%

31 11.304 1563 1567 1570 rBV 657733 630195 68.99% 7.932%
32 11.327 1570 1571 1578 rVV 148918 129626 14.19% 1.632%
33 11.392 1578 1582 1588 rVB 40870 52617 5.76% 0.662%
34 11.563 1608 1611 1615 rBV2 42705 38674 4.23% 0.487%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101905.D

Aca On : 4 Jan 2018 21:43

Operator : SJ/JU

Sample : J1033-03 10X

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:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.669 1627 1629 1632 rBV 26712 18134 1.99% 0.228%
36 11.733 1636 1640 1643 rBv4 7063 11005 1.20% 0.139%
37 11.810 1650 1653 1656 rBV 26781 31007 3.39% 0.390%
38 11.845 1656 1659 1664 rVB2 19503 25104 2.75% 0.316%
39 11.921 1669 1672 1674 rVV3 31782 37798 4.14% 0.476%
40 11.969 1678 1680 1685 rVB 37572 31021 3.40% 0.390%
41 12.104 1700 1703 1704 rBV3 16310 14880 1.63% 0.187%
42 12.186 1712 1717 1718 rBV4 10250 15259 1.67% 0.192%
43 12.221 1720 1723 1726 rBV4 16957 20709 2.27% 0.261%
44 12.357 1743 1746 1748 rBVY 104313 115220 12.61% 1.450%
45 12.374 1748 1749 1751 rVB2 50984 28634 3.13% 0.360%
46 12.469 1758 1765 1768 rBV7 19697 44736 4_.90% 0.563%
47 12.521 1771 1774 1780 rBVY 242156 252812 27.68% 3.182%
48 12.733 1807 1810 1811 rBV2 74171 66167 7.24% 0.833%

49 12.757 1811 1814 1819 rVB 243080 238324 26.09% 3.000%
50 12.880 1832 1835 1843 rVB 252431 217876 23.85% 2.742%

51 13.086 1867 1870 1873 rVB 77217 69027 7.56% 0.869%
52 13.192 1884 1888 1890 rBV2 38604 57492 6.29% 0.724%
53 13.280 1901 1903 1906 rBV3 32490 38685 4.23% 0.487%
54 13.427 1925 1928 1931 rBV 72318 70580 7.73% 0.888%
55 13.757 1982 1984 1987 rBV2 70121 57321 6.27% 0.721%
56 13.898 2006 2008 2011 rVB 65652 55344 6.06% 0.697%
57 13.957 2013 2018 2021 rBV2 797824 913496 100.00% 11.498%
58 14.074 2035 2038 2041 rVB2 71267 69555 7.61% 0.875%
59 14.374 2087 2089 2092 rBV2 94624 87698 9.60% 1.104%
60 14.674 2138 2140 2143 rBV2 105480 78585 8.60% 0.989%

61 14.998 2192 2195 2199 rBV2 197671 278157 30.45% 3.501%
62 15.427 2265 2268 2274 rVB 312743 383815 42.02% 4_.831%

Sum of corrected areas: 7945066
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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:\HPCHEM1I\BNA F\DATA\BF010418\
BF101905.D

4 Jan 2018 21:43

SJ/JU

J1033-03 10X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101905.D

Aca On : 4 Jan 2018 21:43

Operator : SJ/JU

Sample = J1033-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.57 Concentration Rank 1

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

6.57 7.14 ng 250152 1,4-Dichlorobenzene-d4 6.77
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 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 12

Abundance Scan 762 (6.569 min): BF101905.D (-760) (-) m/z 132.00 100.00%
32
5000 68 IL
96 SARPEAAREENAREE SRR
40 40 54 62“ [ 104 6.20 6.40 6.60 6.80 7.00
o} ST v PSS O . SN S [ S m/z 68.00 41.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 29.92%
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 28.60%
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 #14212: 1,3-Cyclopentanedione, 2-chloro-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17 .45%
5000
69
57
39 76
89 103
0....,....,..??,....,??..,....,....,..?T,....,}}ﬁ,...., T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101905.D

Aca On : 4 Jan 2018 21:43

Operator : SJ/JU

Sample = J1033-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Naphthalene, 1,2-dihydro-4-... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.36 3.66 ng 115220 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 55
2 1.3-Diphenvl-3-methvlcvclopropnene 206 C16H14 086544-79-8 52
3 1-Methvl-3-phenvIl-1H-indene 206 C16H14 022360-62-9 51
4 Pentadecane 212 C15H32 000629-62-9 51

5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 50
Abundance Scan 1747 (12.363 min): BF101905.D (-1743) (-) m/z 57.00 100.00%
206
5000
191 e e
9110
127 141152 165 178 12.00 12.20 12.40 12.60
0 m/z 43.10 84 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66280: Naphthalene, 1,2-dihydro-4-phenyl-
206
191
5000 91 L L B L L L
128 12.00 12.20 12.40 12.60
m/z 71.05 57.02%
65 178
,7 39 51 63 76 102115 | 59 152 ‘
SN N W R 1 P Y| Mo w.,...w A
m/z--> 20 40 60 o 100 120 140 160 180
Abundance
206
e R B S
191 12.00 12.20 12.40 12.60
5000 m/z 206.05 56.55%
91 128 165
. 29 4, 51 63 77 103115 ™ 139 152 *~ 178
o T et B B manan s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66258: 1-Methyl-3-phenyl-1H-indene
206 12.00 12.20 12.40 12.60
m/z 41.00 47 .57%
191
5000
128 6
27 39 5} 63 77 ?ﬁ 193115 |, 139 152 178 ‘ M
O L .p....,....,. T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 00 12. 20 12. 40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010418\
Data File : BF101905.D

Acq On : 4 Jan 2018 21:43

Operator : SJ/JU

Sample : J1033-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 .57 6.57 7.1 ng 250152 1 6.77 700976 20.0
Naphthalene, 1,2-... 12.36 3.7 ng 115220 4 11.30 630195 20.0
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