LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108589.D

Aca On : 29 Aug 2018 6:59 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4656-12 osmuaoséipus
isc :

ALS Vial : 36 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-BF080818 .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 5.642 558 562 580 rBV 179499 504595 16.11% 2.899%
2 6.631 726 730 750 rBV 138674 392777 12.54% 2.256%
3 6.772 750 754 778 rVB 988326 1409053 44.98% 8.094%
4 7.001 789 793 815 rVB 414870 583539 18.63% 3.352%
5 7.154 815 819 843 rBVY 2091213 2269853 72.46% 13.039%

7.566 884 889 917 rBV 1388493 1852296 59.13% 10.641%
8.283 1007 1011 1034 rBV 541602 693058 22.12% 3.981%
9.354 1189 1193 1209 rBV 3334128 3132668 100.00% 17.996%
9.748 1256 1260 1272 rBV 30917 42884 1.37% 0.246%
10.042 1306 1310 1322 rBV 683343 674092 21.52% 3.872%

=
QO ~NO®

11 10.836 1441 1445 1465 rBV 939651 1019988 32.56% 5.859%
12 11.536 1561 1564 1580 rBV 577324 614408 19.61% 3.530%

13 11.771 1597 1604 1615 rBV6 13851 37194 1.19% 0.214%
14 13.124 1830 1834 1837 rBV 2837139 2482580 79.25% 14.261%
15 14.030 1984 1988 2001 rVB4 32641 81861 2.61% 0.470%

16 14.195 2012 2016 2021 rBV 722044 711230 22.70% 4._.086%
17 15.030 2154 2158 2163 rBV 224292 233019 7.44% 1.339%
18 15.748 2271 2280 2297 rVB 394724 579013 18.48% 3.326%

19 16.724 2440 2446 2455 rVB8 19178 53347 1.70% 0.306%
20 17.253 2524 2536 2537 rBvV10 14723 40296 1.29% 0.231%
Sum of corrected areas: 17407751

8270-BF080818.M Wed Aug 29 13:18:09 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108589.D

Aca On : 29 Aug 2018 6:59

Operator : JU/SJ

ﬁ?ggle i J4656-12 082418-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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: BF108589.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108589.D

Aca On : 29 Aug 2018 6:59

Operator : JU/SJ

ﬁ?ggle i J4656-12 082418-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 48.29 ng 1409050 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108589.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1 ﬂ\\_
400 9%.1 J 540 k0 650 760 7.0
01 R e L B m/z 68.10 44 _20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LR S LA S
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.22%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 28.72%
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14491 5-Aminoindole L BLALEL I L A L B B
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.33%
5000
104.0
m/z--> 25 Jo éo 85 160 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108589.D

Aca On : 29 Aug 2018 6:59

Operator : JU/SJ

ﬁ?ggle i J4656-12 082418-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Carbonic acid, octadecyl 2,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 2.30 ng 81861 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 91
2 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance _ Scan 1988 (14.030 min): BF108589.D (-1984) (-) m/z 57.10 100.00%
5'183.1
5000 111.1
| - 1380 1400 14120 1440
O et m/z 55.05 90.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester
5000 LR SR SIS SUBURA B

13.80 14.00 14.20 14.40
m/z 43.00 80.58%

139.0 168.0 195.0 224.0 252.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57.0 83.0
s B B
13.80 14.00 14.20 14.40
5000 m/z 83.10 78.45%
29.0 139.0 196.0222.0
Ol 1580 2000 e 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0 13.80 14.00 14.20 14.40
83.0 m/z 97.05  74.76%
5000
29.0
0 182.0 210.0 255.0 306.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108589.D

Aca On : 29 Aug 2018 6:59

Operator : JU/SJ

ﬁ?ggle i J4656-12 082418-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.
15.03 8.05 ng 233019 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
Abundance Scan 2158 (15.030 min): BF108589.D (-2154) (-) m/z 69.05 100.00%
69.0
5000 AJ
R
07.1137.1 14.80 15.00 15.20 15.40
ob b dy I 251 212 231 w3 Lz er g 50.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
14.80 15.00 15.20 15.40
1370 m/z 41.10 28.03%
0 29.o|. L4l 10707 " 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
1480 15.00 15.20 15.40
5000 m/z 95.05 12.41%
0 | _}0{-({113,7'? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R B B RS B S
69.0 14.80 15.00 15.20 15.40
m/z 68.10 11.71%
5000
111.0
129 [0 1999 1920 par0 o730 50 3sao
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082818\

Data File : BF108589.D

Acg On : 29 Aug 2018 6:59

Operator : JU/SJ

ﬁ?ggle i J4656-12 082418-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 48.3 ng 1409050 1 7.00 583539 20.0
Carbonic acid, oc... 14.03 2.3 ng 81861 5 14.19 711230 20.0
Supraene 15.03 8.1 ng 233019 6 15.75 579013 20.0
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