LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104598.D

Aca On : 18 Apr 2018 13:44

Operator : JU/SJ

Sample : J2413-03 2X

Misc :

ALS Vial : 12 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-BF040618.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 4.993 491 494 500 rBV 46767 52595 4_.57% 0.346%
2 5.410 561 565 576 rBVY 1146546 1070796 93.10% 7.052%
3 6.434 735 739 756 rVB 1194809 1058222 92.01% 6.969%
4 6.569 758 762 765 rBVY 1404601 1143853 99.46% 7.533%
5 6.804 798 802 805 rBV 806851 709550 61.69% 4.673%
6 6.957 824 828 831 rBVY 1205762 967419 84.12% 6.371%
7 7.363 893 897 907 rBV 833407 688731 59.88% 4 .536%
8 8.086 1016 1020 1023 rBV 1041855 834120 72.53% 5.493%
9 8.904 1155 1159 1161 rBvV2 20397 20446 1.78% 0.135%
10 9.028 1177 1180 1185 rVB5 8960 15711 1.37% 0.103%
11 9.098 1190 1192 1195 rBV 22517 19323 1.68% 0.127%
12 9.157 1199 1202 1211 rVV 1328915 1150113 100.00% 7.575%
13 9.233 1212 1215 1218 rVB 28200 28514 2.48% 0.188%
14 9.428 1243 1248 1253 rBV7 12147 19233 1.67% 0.127%
15 9.557 1266 1270 1273 rBV 128275 135097 11.75% 0.890%
16 9.698 1292 1294 1299 rBV 39636 41961 3.65% 0.276%
17 9.769 1303 1306 1309 rVB 39784 35558 3.09% 0.234%
18 9.839 1314 1318 1322 rBvV2 947418 795984 69.21% 5.242%
19 9.992 1340 1344 1347 rBV3 10432 15845 1.38% 0.104%
20 10.039 1351 1352 1357 rVvv4 13303 15889 1.38% 0.105%
21 10.086 1357 1360 1364 rVV3 21544 25596 2.23% 0.169%
22 10.157 1369 1372 1374 rBV3 15340 17960 1.56% 0.118%
23 10.239 1383 1386 1388 rBV2 22476 23710 2.06% 0.156%
24 10.269 1388 1391 1393 rVB 53275 45409 3.95% 0.299%
25 10.386 1408 1411 1417 rVB6 7834 16598 1.44% 0.109%
26 10.486 1424 1428 1434 rVB 30347 39691 3.45% 0.261%

27 10.627 1449 1452 1462 rVB 566187 520020 45.21% 3.425%
28 10.751 1468 1473 1480 rVB2 70320 103583 9.01% 0.682%

29 10.927 1501 1503 1507 rBv4 8712 13699 1.19% 0.090%
30 11.186 1544 1547 1549 rBV 28347 25870 2.25% 0.170%
31 11.216 1549 1552 1558 rVB3 37573 47818 4.16% 0.315%
32 11.327 1567 1571 1574 rBV 801508 701852 61.02% 4.622%
33 11.351 1574 1575 1579 rVvV 104593 66071 5.74% 0.435%
34 11.404 1582 1584 1586 rVB 18722 13842 1.20% 0.091%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104598.D

Aca On : 18 Apr 2018 13:44

Operator : JU/SJ

Sample : J2413-03 2X

Misc :

ALS Vial : 12 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-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.563 1604 1611 1615 rBV7 15628 29825 2.59% 0.196%
36 11.616 1617 1620 1623 rVV3 24787 24175 2.10% 0.159%
37 11.663 1624 1628 1634 rVB5 11429 18674 1.62% 0.123%
38 11.827 1653 1656 1659 rBV 24341 24304 2.11% 0.160%
39 11.857 1659 1661 1665 rVB 34269 27788 2.42% 0.183%
40 11.939 1672 1675 1678 rBV2 34395 36287 3.16% 0.239%
41 11.963 1678 1679 1683 rVB 21945 17443 1.52% 0.115%
42 12.021 1685 1689 1694 rBV4 21188 23919 2.08% 0.158%
43 12.380 1745 1750 1753 rBVY 34895 42077 3.66% 0.277%
44 12.410 1753 1755 1758 rVVv2 23116 26514 2.31% 0.175%
45 12.469 1762 1765 1767 rBV3 14911 16560 1.44% 0.109%
46 12.539 1774 1777 1781 rBV 184530 177303 15.42% 1.168%
47 12.721 1805 1808 1811 rVB2 49584 46331 4._.03% 0.305%
48 12.768 1811 1816 1823 rBV 193694 230140 20.01% 1.516%
49 12.827 1823 1826 1829 rVB3 16892 18681 1.62% 0.123%
50 12.916 1837 1841 1847 rVB 974784 913067 79.39% 6.013%
51 12.986 1849 1853 1857 rBvV4 25523 42040 3.66% 0.277%
52 13.080 1865 1869 1870 rBv4 23343 30219 2.63% 0.199%
53 13.098 1870 1872 1875 rVB 33166 32664 2.84% 0.215%
54 13.204 1887 1890 1892 rBV2 30922 27654 2.40% 0.182%
55 13.292 1902 1905 1908 rVB2 22280 26720 2.32% 0.176%
56 13.327 1908 1911 1914 rBV 27002 31246 2.72% 0.206%
57 13.357 1914 1916 1919 rVB3 14897 15319 1.33% 0.101%
58 13.610 1956 1959 1963 rVB 29329 27367 2.38% 0.180%
59 13.721 1975 1978 1981 rVB3 25231 24625 2.14% 0.162%
60 13.751 1981 1983 1984 rBV 21196 14768 1.28% 0.097%
61 13.768 1984 1986 1988 rVVv2 17145 16199 1.41% 0.107%
62 13.810 1990 1993 1998 rVB2 70314 84951 7.39% 0.559%

63 13.974 2013 2021 2023 rBV2 898074 1032422 89.77% 6.799%
64 13.998 2023 2025 2033 rVB 166821 165743 14.41% 1.092%
65 14.363 2085 2087 2090 rVB 39645 30460 2.65% 0.201%

66 15.010 2193 2197 2200 rBV 171405 243101 21.14% 1.601%

67 15.310 2245 2248 2254 rVB 94599 118518 10.30% 0.781%

68 15.368 2255 2258 2263 rVvV 135233 168348 14.64% 1.109%

69 15.439 2265 2270 2283 rVB 633650 897876 78.07% 5.913%
Sum of corrected areas: 15184007
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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\BF041818\

BF104598.D

18 Apr 2018 13:44

JussJ

J2413-03 2X

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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\BF041818\
Data File : BF104598.D

Aca On : 18 Apr 2018 13:44

Operator : JU/SJ

Sample : J2413-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 32.24 ng 1143850 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 762 (6.569 min): BF104598.D (-758) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTT T T T T T T T T
40 54 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...::'.'..?,....??.l.'....,..5??,....,.':..,.1.1.5.,...., I m/z 68.10 39.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 A
620 6.40 6.60 6.80 7.00
104 m/z 134.00 32.45%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> 90 % 4 5 e 7o 8 o 100 130 130 130 1k
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132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .34Y%
104

65
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R L e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.56%

5000 104

39 52 g5 78

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041818\
Data File : BF104598.D

Aca On : 18 Apr 2018 13:44

Operator : JU/SJ

Sample : J2413-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.75 2.95 ng 103583 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
3 Tridecane 184 C13H28 000629-50-5 74
4 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59

Abundance Scan 1473 (10.751 min): BF104598.D (-1468) (-) m/z 57.05 100.00%
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0 m/z 71.10 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
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5000 LA L L L L L L B
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99113127
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T e e e e e e e e T e
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Abundance #48832: Tridecane M
43 57 10.40 10.60 10.80 11.00
m/z 41.05 22.19%
71
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a5 | b o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041818\
Data File : BF104598.D

Acq On : 18 Apr 2018 13:44

Operator : JU/SJ

Sample : J2413-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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 32.2 ng 1143850 1 6.80 709550 20.0
Hexadecane, 2,6,1... 10.75 3.0 ng 103583 4 11.33 701852 20.0
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