LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\

Data File : BF102968.D

Aca On : 13 Feb 2018 18:12 Instrument :

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

3?22'6 : J1397-05 2X CL-01-021218-C

ALS Vial : 18 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-BF020318.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 5.087 507 510 519 rVB 39741 43565 2.05% 0.215%
2 5.487 574 578 590 rBVY 1847818 1720189 81.05% 8.498%
3 6.498 745 750 761 rBVY 2160989 2024271 95.37% 10.000%
4 6.639 770 774 778 rBVY 2284999 1899742 89.50% 9.385%
5 6.875 810 814 817 rBV 1222311 1029573 48.51% 5.086%
6 7.028 836 840 844 rBVY 1558410 1265020 59.60% 6.249%
7 7.434 905 909 912 rBVY 1429474 1161273 54.71% 5.737%
8 8.157 1028 1032 1035 rBV 1594992 1326537 62.50% 6.553%
9 9.228 1210 1214 1217 rBV 2622593 2122507 100.00% 10.485%
10 9.304 1224 1227 1230 rBV 43804 35498 1.67% 0.175%

11 9.622 1278 1281 1284 rBV 123309 111852 5.27% 0.553%
12 9.833 1309 1317 1320 rBvV2 113212 112228 5.29% 0.554%
13 9.910 1326 1330 1334 rBV2 1521512 1322256 62.30% 6.532%

14 10.151 1369 1371 1375 rVB2 24496 25988 1.22% 0.128%
15 10.333 1399 1402 1404 rVB 116972 90811 4.28% 0.449%
16 10.551 1435 1439 1441 rBV 34042 34285 1.62% 0.169%

17 10.698 1460 1464 1470 rVB 1397756 1207296 56.88% 5.964%
18 10.804 1479 1482 1491 rVB 99964 122162 5.76% 0.603%

19 11.251 1555 1558 1560 rBV 50053 39490 1.86% 0.195%
20 11.280 1560 1563 1570 rVB3 35589 48621 2.29% 0.240%
21 11.345 1570 1574 1579 rBV 22218 28421 1.34% 0.140%
22 11.398 1579 1583 1594 rBV 1279111 1156042 54.47% 5.711%
23 11.910 1668 1670 1675 rVB6 22380 26860 1.27% 0.133%
24 12.321 1738 1740 1745 rBV6 19186 28080 1.32% 0.139%
25 12.468 1762 1765 1766 rBV2 29544 25068 1.18% 0.124%
26 12.839 1826 1828 1831 rBV2 47039 44016 2.07% 0.217%

27 12.980 1848 1852 1855 rBV 1734911 1526306 71.91% 7.540%
28 13.863 1999 2002 2005 rBV 144013 148454 6.99% 0.733%
29 14.039 2028 2032 2035 rBvV 895347 855607 40.31% 4.227%
30 15.515 2279 2283 2289 rVB 532302 661239 31.15% 3.266%

Sum of corrected areas: 20243257
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102968.D

Aca On : 13 Feb 2018 18:12

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102968.D
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Abundance TIC: BF102968.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102968.D

Aca On : 13 Feb 2018 18:12

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.64 Concentration Rank 1

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

6.64 36.90 ng 1899740 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF102968.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 N N R L
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
o N I -1 R/ A Ml S | m/z 68.00 40.04%
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 B RN S LR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.50%
38 ‘
O T T e
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 26.66%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LANLIL I L L L Y B
132 6.40 6.60 6.80 7.00
m/z 69.00 15.11%
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\BF021318\
Data File : BF102968.D

Aca On : 13 Feb 2018 18:12

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.11 ng 122162 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 83
Abundance Scan 1481 (10.798 min): BF102968.D (-1479) (-) m/z 57.00 100.00%
57
43
5000
)
9 105141 175 10.40 10.60 10.80 11.00 11.20
o} m/z 43.00 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane
57
43
71
5000 AR BRI DU B B
85 1040 10,60 10.80 11.00 1120
29 % m/z 71.00 56.76%
0 | “ Lod | 113127141155169183197 226
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
43 57
71 10,40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 33.99%
99 140
o 113 154168182 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 )
Abundance #129492: Eicosane L B e e
57 10.40 10.60 10.80 11.00 11.20
43 m/z 41.00 27.89%
71
5000
85
29 % )
oL ‘ Iy 5 1}3127141155169183197211225239253 282
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 260 2éo 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102968.D

Aca On : 13 Feb 2018 18:12

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.86 3.47 ng 148454 Chrysene-d12 14.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 93
5 1-Docosene 308 C22H44 001599-67-3 93

Abundance Scan 2002 (13.863 min): BF102968.D (-1999) (-) m/z 57.00 100.00%
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83

L
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138157176194213230 256 277 304 329 360

o m/z 55.00 89.54%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
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5000 LIS L L L LB L B
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29 111 m/z 43.00 83.46%
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— T T
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55 83
R S REEmE s
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 70.07%
266
139 168 193210 238
S T e e e
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Abundance #127771: 3-Eicosene, (E)- L T e

13.60 13.80 14.00 14.20
83 m/z 97.05 63.35%

5000
29 111
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m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021318\
Data File : BF102968.D

Acq On : 13 Feb 2018 18:12

Operator : SJ/JU

Sample - J1397-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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 .64 6.64 36.9 ng 1899740 1 6.87 1029570 20.0
Hexadecane 10.80 2.1 ng 122162 4 11.40 1156040 20.0
5-Eicosene, (E)- 13.86 3.5 ng 148454 5 14.04 855607 20.0
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