LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103471.D

Aca On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample : J1809-05 2X

Misc :

ALS Vial : 13 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

5.104 510 513 527 rvVB2 13090 30721 1.81% 0.186%
5.498 576 580 610 rBV 808741 1618902 95.14% 9.798%
rBv 823070 1664677 97.83% 10.075%
6.639 771 774 798 rVB 1333816 1701579 100.00% 10.298%
6.869 810 813 826 rBV 774350 853179 50.14% 5.164%
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7.022 836 839 855 rBV 1013512 1200112 70.53% 7.263%
7.439 906 910 934 rBV 570299 1020727 59.99% 6.178%
rBv 756692 1137234 66.83% 6.883%
9.227 1210 1214 1223 rBV 1361337 1486405 87.35% 8.996%
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1 9.292 1223 1225 1230 rVB 39565 45411 2.67% 0.275%
11 9.627 1275 1282 1288 rBV2 76177 125880 7.40% 0.762%
12 9.822 1311 1315 1320 rBV 48804 49424 2.90% 0.299%
13 9.910 1327 1330 1342 rBV2 952539 1038156 61.01% 6.283%
14 10.298 1393 1396 1398 rBV 30038 28410 1.67% 0.172%
15 10.322 1398 1400 1404 rVB 68138 51100 3.00% 0.309%
16 10.539 1432 1437 1441 rBV 29147 38744 2.28% 0.234%
17 10.710 1462 1466 1478 rBV 494971 631673 37.12% 3.823%
18 10.798 1478 1481 1490 rVB2 62583 92906 5.46% 0.562%
19 11.245 1554 1557 1559 rBV 39439 31453 1.85% 0.190%
20 11.274 1559 1562 1569 rVB3 25247 35485 2.09% 0.215%
21 11.410 1581 1585 1596 rBV 772749 919081 54.01% 5.563%
22 11.674 1627 1630 1633 rBV 31080 23359 1.37% 0.141%
23 11.921 1668 1672 1674 rBV3 24098 30888 1.82% 0.187%
24 12.080 1697 1699 1702 rVB2 24054 17308 1.02% 0.105%
25 12.463 1761 1764 1767 rBV3 20423 26920 1.58% 0.163%
26 12.563 1776 1781 1789 rBV9 16198 41399 2.43% 0.251%
27 12.627 1789 1792 1797 rBV 83192 94681 5.56% 0.573%
28 12.710 1803 1806 1812 rBV7 13004 22208 1.31% 0.134%

29 12.863 1826 1832 1838 rBV 161821 207653 12.20% 1.257%
30 12.986 1849 1853 1864 rBV 1025613 1006381 59.14% 6.091%

31 13.415 1924 1926 1929 rBV2 23085 21343 1.25% 0.129%
32 13.874 2000 2004 2008 rBv4 70439 107213 6.30% 0.649%
33 14.062 2032 2036 2039 rBV 687915 701599 41.23% 4.246%
34 15.574 2289 2293 2301 rVB2 297789 420460 24.71% 2.545%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103471.D

Aca On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample : J1809-05 2X

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

Sum of corrected areas: 16522671
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030618\

BF103471.D
6 Mar 2018 22:22
SJ/Ju
J1809-05 2X
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103471.D

Aca On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample : J1809-05 2X

Misc :

ALS Vial : 13 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 unknown6.64 Concentration Rank 1

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

6.64 39.89 ng 1701580 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF103471.D (-771) (-) m/z 132.00 100.00%
5000 68
6.40 6.60 6.80 7.00
o B E e m/z 68.00 44 _78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I I R I
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.47%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 30.54%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R LA R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 17.99%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . NSRS SV S —
m/z--> 40 60 80 100 120 140 160 180 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\BF030618\
Data File : BF103471.D

Aca On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample : J1809-05 2X

Misc :

ALS Vial : 13 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.02 ng 92906 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 1481 (10.798 min): BF103471.D (-1478) (-) m/z 57.00 100.00%
g7
5000
0 1040 1060 10130 1100 1120
e e e || M7z 4300 66.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 AR U FUREL B B
mmmmmmnmnm
m/z 71.00 59.65%
270 ||| H\ 141 183 225 281 337 394
m/z--> éo 160 1éo 260 250 300 350 400 4%0 560 séo 660
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.00 38.95%
97
127 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 160 1éo 260 250 300 350 400 450 560 séo 660
Abundance #94345: Heptadecane LGS BN LI BN
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 34 .44Y%
5000
99
27} | |7, 141 187 240
m/z--> éo 160 150 200 250 300 350 460 4%0 560 séo 660 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030618\
Data File : BF103471.D

Aca On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample : J1809-05 2X

Misc :

ALS Vial : 13 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 5 5-Octadecene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.87 3.06 ng 107213 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 s-octadecere. (E>- 252 C18H36 007206-21-5 91

2 Heptafluorobutvric acid. hexadec...
3 Heptafluorobutvric acid. pentade...
4 Heptadecvl heptafluorobutvrate

5 Pentafluoropropionic acid, penta...

438 C20H33F702
424 C19H31F702
452 C21H35F702
374 C18H31F502

006385-15-5 81
959261-23-5 74
959085-66-6 74
959092-08-1 74

Abundance Scan 2003 (13.868 min): BF103471.D (-2000) (-) m/z 57.00 100.00%
5|7
83 226
5000
13.60 13.80 14.00 14.20
m/z 43.00 92.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
29 111 m/z 55.00 72.10%
‘\ h‘ d\\ L 139 168 195 224 252
] — T
m/z--> 50 150 200 250 300 350 400
Abundance
57
R EEEEE RS
97 13.60 13.80 14.00 14.20
5000 m/z 83.00 70.91%
125
29 169
147" 196 224 g 420
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester i B
57 13.60 13.80 14.00 14.20
83 m/z 225.95 67.11%
5000 11
29 169
L‘ |1 i hl39‘ | \ 255 406
....,.... .... T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF022218_.M Wed Mar 07 13:23:32 2018

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030618\
Data File : BF103471.D

Acq On : 6 Mar 2018 22:22

Operator : SJ/JU

Sample - J1809-05 2X

Misc :

ALS Vial : 13 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 .64 6.64 39.9 ng 1701580 1 6.87 853179 20.0
Octacosane 10.80 2.0 ng 92906 4 11.41 919081 20.0
5-Octadecene, (E)- 13.87 3.1 ng 107213 5 14.06 701599 20.0
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