LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106470.D

Aca On - 15 Jun 2018 4:11 Instrument :

Operator : JU/SJ BNA_F

Sample - J3474-03 ClientSampleld :

Vi _ 061118-DBRI-E-D-S
isc :

ALS Vial : 34 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.195 482 486 491 rBV 60757 61452 2.06% 0.330%
2 5.613 554 557 566 rBY 1018329 1026626 34.36% 5.517%
3 6.607 723 726 734 rBV 674794 704288 23.57% 3.785%
4 6.742 746 749 753 rBVY 1788701 1651661 55.29% 8.876%
5 6.966 783 787 790 rVB 805933 638734 21.38% 3.433%

6 7.125 809 814 817 rBV 2564237 2285286 76.50% 12.282%
7 7.531 877 883 886 rBV 1901570 1787406 59.83% 9.606%
8 8.248 1001 1005 1008 rBV 852960 690482 23.11% 3.711%
9 9.325 1183 1188 1191 rBV 2884711 2747050 91.95% 14.763%
10 9.713 1250 1254 1259 rVB 136270 112374 3.76% 0.604%
11 10.007 1300 1304 1308 rVB 742350 631811 21.15% 3.395%
12 10.419 1372 1374 1377 rVB 43464 32805 1.10% 0.176%
13 10.666 1414 1416 1419 rBV 80245 57847 1.94% 0.311%
14 10.795 1434 1438 1442 rBV 1171498 1044184 34.95% 5.612%
15 10.895 1452 1455 1459 rBV 36258 37176 1.24% 0.200%

16 11.495 1554 1557 1561 rBV 779117 657192 22.00% 3.532%
17 13.083 1823 1827 1830 rBV 3098645 2987493 100.00% 16.055%

18 13.965 1973 1977 1985 rBV 66784 89662 3.00% 0.482%
19 14.148 2004 2008 2011 rBV 811265 748736 25.06% 4.024%
20 15.001 2149 2153 2160 rVB 76073 82617 2.77% 0.444%

21 15.677 2263 2268 2278 rBV 416450 532498 17.82% 2.862%

Sum of corrected areas: 18607380
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\

BF106470.D

15 Jun 2018 4:-11

Ju/SsJ

J3474-03 061118-DBRI-E-D-S
34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_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 : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106470.D

Aca On - 15 Jun 2018 4:11

Operator : JU/SJ

ﬁ?ggle i J3474-03 061118-DBRI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.74 Concentration Rank 2

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

6.74 51.72 ng 1651660 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF106470.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || ho it T ok ko 7o
o T O N .- B £ I | N m/z 68.10 42.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.10%
0'W'”'P'”I”'“'h'M'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.90%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- i
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.29%
117.0
5000
39.0 910
Zo "1 °p) @o0mo | wso || |
0|||||||||‘|||||||||‘|‘||||l|||||||||||||| |‘|‘|||||l|||l‘ AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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8270-BF061118_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106470.D

Aca On 15 Jun 2018 4:11

Operator : JU/SJ

Sample : J3474-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Pentafluoropropionic acid, Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.40 ng 89662 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 1978 (13.971 min): BF106470.D (-1973) (-) m/z 56.95 100.00%
57.0
97.1
5000
\ 291 00 560 1580 140 1030 "
ol e 1 | m/z 55.00 83.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 R SRR B S
13.60 13.80 14.00 14.20
m/z 43.00 83.17%
oL260] L | “ \‘ ‘L 13 D 17702109 2550 356.0
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 DA SUNIR SR S I
13.60 13.80 14.00 14.20
5000 m/z 83.10 81.14%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 71.97%
5000
0 26l0]| | | 1390 196.0 269.0 3200
m/z--> - "50 100 150 ééd i 250 " 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106470.D

Aca On - 15 Jun 2018 4:11

Operator : JU/SJ

ﬁ?ggle i J3474-03 061118-DBRI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.10 ng 82617 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 90
3 Supraene 410 C30H50 007683-64-9 90
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 53
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
Abundance Scan 2153 (15.001 min): BF106470.D (-2149) (-) m/z 69.05 100.00%
69.0
5000 l
07.0137.1 14:60 14.80 15.00 15.20 15.40
0 .?8.\9,% Py e o0 781,00 53.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AL SRR DU UM B
14.60 14.80 15.00 15.20 15.40
m/z 41.00 23.07%
0 L j}O( 0“13“‘7 9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 95.05 13.58%
29.0 1230 o
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A EEE e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 12.73%
5000
137.0
0 29.0{ L1 3970 ) 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF061118.M Fri Jun 15 15:24:10 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061418\

Data File : BF106470.D

Acq On = 15 Jun 2018 4:11

Operator : JU/SJ

ﬁ?ggle i J3474-03 061118-DBRI-E-D-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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 .74 6.74 51.7 ng 1651660 1 6.97 638734 20.0
Pentafluoropropio... 13.97 2.4 ng 89662 5 14.15 748736 20.0
Squalene 15.00 3.1 ng 82617 6 15.68 532498 20.0
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