LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109279.D
Aca On 1 24 Sep 2018 20:22 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : J5044-03 GRID03-COMP-092018
ALS Vial : 26 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-BF092218 .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 4.898 475 478 488 rVB 51911 62863 3.26% 0.364%
2 5.316 545 549 553 rBY 1554060 1548560 80.23% 8.972%
3 6.345 720 724 733 rBVY 1688191 1723207 89.27% 9.983%
4 6.481 742 747 750 rBVY 1824019 1669261 86.48% 9.671%
5 6.710 782 786 789 rBV 833222 640760 33.20% 3.712%

6.869 809 813 816 rBV 1514293 1313495 68.05% 7.610%
7.269 877 881 884 rBV 1216759 988241 51.20% 5.725%
1029246 798744 41 .38% 4.628%
9.069 1183 1187 1190 rBV 2431809 1930259 100.00% 11.183%
9.457 1250 1253 1257 rBV 482046 404396 20.95% 2.343%
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11 9.739 1298 1301 1305 rBV 950088 872578 45.21% 5.055%
12 10.527 1431 1435 1438 rBV 1179722 1101575 57.07% 6.382%
13 11.222 1549 1553 1556 rBV 1014933 866417 44.89%% 5.020%
14 11.757 1641 1644 1655 rBV2 43516 55149 2.86% 0.320%
15 12.798 1817 1821 1825 rBV 1858029 1748978 90.61% 10.133%

16 13.710 1973 1976 1982 rBV2 93676 151803 7.86% 0.879%
17 13.845 1995 1999 2002 rBV 819053 725804 37.60% 4_.205%

18 14.692 2140 2143 2148 rVB 143767 137990 7.15% 0.799%
19 15.251 2233 2238 2242 rBV 435246 520626 26.97% 3.016%

Sum of corrected areas: 17260706
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109279.D

Aca On : 24 Sep 2018 20:22

Operator : JU/SJ

ﬁ?ggle i J5044-03 GRID03-COMP-092018
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109279.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109279.D

Aca On : 24 Sep 2018 20:22

Operator : JU/SJ

ﬁ?ggle i J5044-03 GRID03-COMP-092018
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.48 Concentration Rank 1

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

6.48 52.10 ng 1669260 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 747 (6.481 min): BF109279.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IR AR RN LR
400 540 | 6.20 6.40 6.60 6.80
O et 782 L ageo ML w7z 68.10  40.96%
m/z--> 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 IR AR R

6.20 6.40 6.60 6.80
m/z 134.00 32.92%

31.0 51.0
o TR |..7P'O . I
B B R I R L L AR
m/z--> 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-
132.0
AN LSS S
117.0 6.20 6.40 6.60 6.80
5000 m/z 66.10 26.07%
39.0 910
20 ] e e | o |l
O e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.57%
97.0
5000
70.0
52.0
310 ‘ 86.0 116.0
O T T T T T e e I RN B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109279.D

Aca On : 24 Sep 2018 20:22

Operator : JU/SJ

ﬁ?ggle i J5044-03 GRID03-COMP-092018
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.18 ng 151803 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
4 Cvcloeicosane 280 C20H40 000296-56-0 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1976 (13.710 min): BF109279.D (-1973) (-) m/z 57.10 100.00%
57. .
139.1166.0 193 1 223.2 253.2280.2 309.2 341 1 13.40 13.60 13.80 14.00
ob——y : : m/z 43.10 95.14%
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 IR DU B
13.40 13.60 13.80 14.00
29.0 125.0 m/z 83.10 91.98%
o ” | .|l 1540 196.02240  269.0 320.0
m/z--> 50 100 150 200 250 300
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
83.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 87.27%
111.0
29.0 169.0 238.0
ol p ALy PO 210077 s
m/z--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)- A REEREEaSS
57.0 83.0 13.40 13.60 13.80 14.00
m/z 97.10 81.05%
5000
29.0 111.0
o ‘ | | 390 168.0196.0223.0 252.0 280.0
m/z--> 50 100 150 200 250 300 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092418\

Data File : BF109279.D

Aca On : 24 Sep 2018 20:22

Operator : JU/SJ

ﬁ?ggle i J5044-03 GRID03-COMP-092018
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.69 5.30 ng 137990 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 80
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72
Abundance Scan 2143 (14.692 min): BF109279.D (-2140) (-) m/z 69.10 100.00%
69.1
5000 ,L
R AL B SO B
14.40 14.60 14.80 15.00
0 .?9.\0 by d i ”-5? 118912202 2631 30813431 4122 Thz781.10 52.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LR ISULIL B UL SRR
14,40 14.60 14.80 15.00
m/z 41.10 24 .23%
137.0
o 29.0‘. o h ] 2050, |, 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
14,40 14.60 14.80 15.00
5000 m/z 95.10 14_.01%
137.0
o L bk dos.00 7 1750 2310 273.0 341.0 MJAN’VM
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R REREEmEm s
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.66%
5000
137.0
oY || yds0 [ 1920 270 w0 | et e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092418\

Data File : BF109279.D

Acq On 1 24 Sep 2018 20:22

Operator : JU/SJ

ﬁ?ggle i J5044-03 GRID03-COMP-092018
ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .48 6.48 52.1 ng 1669260 1 6.71 640760 20.0
Trifluoroacetoxy ... 13.71 4.2 ng 151803 5 13.84 725804 20.0
Supraene 14.69 5.3 ng 137990 6 15.25 520626 20.0
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