LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108722.D

Aca On : 1 Sep 2018 6:55 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J4729-08 0&m1&DBéiPUE
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-BF083018 .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

5.231 489 492 499 rBvV 24412 32549 1.21% 0.238%
5.678 559 568 578 rBvV3 36443 184681 6.86% 1.351%
rBv 59497 122944 4._.57% 0.899%
6.772 751 754 783 rBV 465353 1054503 39.19% 7.714%
7.007 790 794 815 rvV 137682 391642 14.56% 2.865%
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7.154 815 819 855 rVB 1323264 1988687 73.92% 14.548%
7.566 886 889 911 rBV 561168 1345401 50.01% 9.842%
8.283 1007 1011 1032 rBV 179034 445639 16.56% 3.260%
9.354 1189 1193 1227 rBV 1800369 2690403 100.00% 19.682%
9.742 1254 1259 1270 rBV 40505 73777 2.74% 0.540%

=
QO ~NO®

11 10.042 1306 1310 1325 rBV 323557 482988 17.95% 3.533%
12 10.695 1418 1421 1427 rVV 46932 53726 2.00% 0.393%
13 10.836 1441 1445 1456 rBV 424925 793937 29.51% 5.808%
14 11.542 1561 1565 1577 rBV 278176 505493 18.79% 3.698%
15 13.118 1829 1833 1856 rVB 2054097 2461027 91.47% 18.004%

16 14.195 2012 2016 2032 rBV 414746 591394 21.98% 4_.326%

17 15.018 2152 2156 2160 rVB 33574 39141 1.45% 0.286%

18 15.754 2276 2281 2294 rVB 189489 376132 13.98% 2.752%

19 16.171 2348 2352 2360 rVB3 19868 35379 1.32% 0.259%
Sum of corrected areas: 13669443
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108722.D

Aca On : 1 Sep 2018 6:55

Operator : JU/SJ

ﬁ?ggle i J4729-08 082918-DBRI-F-U-B
ALS Vial : 34 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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: BF108722.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108722.D

Aca On : 1 Sep 2018 6:55

Operator : JU/SJ

ﬁ?ggle i J4729-08 082918-DBRI-F-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 53.85 ng 1054500 1,4-Dichlorobenzene-d4 7.01
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 754 (6.772 min): BF108722.D (-751) (-) m/z 132.00 100.00%

640 660 680 700 720

132.0
5000 68.0

0 — m/z 68.05 44.25Y%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 R EERSRRE AR
6.40 660 6.80 7.00 7.20

m/z 134.00 32.27%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.05 28.81%
70.
1m0, w0 | ||
0....,..‘..,‘.... -t
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.05 17.19%

74.0
116.0
5000 98.0 /\]L
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108722.D

Aca On : 1 Sep 2018 6:55

Operator : JU/SJ

Sample : J4729-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_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 Triethyl citrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.70 2.22 ng 53726 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 Quinoline. 2.4-dimethvl- 157 C11H11N 001198-37-4 45
3 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 37
4 2-Chlorobenzoic acid. hexadecvl ... 380 C23H37Cl102 070152-86-2 37
5 Quinoline, 2,7-dimethyl- 157 C11H1i1IN 000093-37-8 32

Abundance Scan 1422 (10.701 min): BF108722.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 115.0
69.0 87.0 139.1 203.1 10.40 10.60 10.80 11.00
0,....,...'.,..'..','.'...,..l..|'.'ll'..||'...'.||....,....,...., m/z 114.95 36.63%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #123853: Triethyl citrate
157.0
5000
430 115.0 10.40 10.60 10.80 11.00
’ 203.0 m/z 43.05 18.20%
o 27]0 600 870 130.0 185.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #29213: Quinoline, 2,4-dimethyl-
157.0
10.40 10.60 10.80 11.00
5000 m/z 203.10 14 .06%
115.0
270 510 770 g9 | 20|
mz> 20 4 e @ 100 130 1o 1% 180 2o
Abundance #29207: Quinoline, 4,8-dimethyl- LI L L L I
157.0 10.40 10.60 10.80 11.00
m/z 129.10 12.03%
5000
77.0 115.0 142.0
0,....w...ﬂm.ﬂ,.”.,..m].%.w...ﬂ“...,”..,.”. -
mz-> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108722.D

Aca On : 1 Sep 2018 6:55

Operator : JU/SJ

ﬁ?ggle i J4729-08 082918-DBRI-F-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.08 ng 39141 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 90
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 Supraene 410 C30H50 007683-64-9 72
5 2,6,10-Dodecatrien-1-o0l, 3,7,11-... 264 C17H2802 004128-17-0 59
Abundance Scan 2156 (15.018 min): BF108722.D (-2152) (-) m/z 69.10 100.00%
69.1
5000
B e " 480 1500 1550 1540
Olprrrb : m/z 81.10 53.65%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 LU SRR BRI IR B

14.80 15.00 15.20 15.40
m/z 41.10  33.40%

][“,' 191.0  273.0 3410

O i T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0
e A B
14.80 15.00 15.20 15.40
5000 m/z 68.00 14.97%
137.0
o180 | MH [, 1910 2730 3410 409.0 477.0 546.0
s L B e L L ot s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R B R s
69.0 14.80 15.00 15.20 15.40
m/z 137.10 13.49%

5000

1.0
27. { ?[ dy 1161 0205 0 273 0315 0 384.0

e BRI P b Sl S TS e oo . I Y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083118\

Data File : BF108722.D

Acq On : 1 Sep 2018 6:55

Operator : JU/SJ

ﬁ?ggle i J4729-08 082918-DBRI-F-U-B
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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 .77 6.77 53.9 ng 1054500 1 7.01 391642 20.0
Triethyl citrate 10.70 2.2 ng 53726 3 10.04 482988 20.0
Squalene 15.02 2.1 ng 39141 6 15.75 376132 20.0

8270-BF083018.M Tue Sep 04 16:16:36 2018 Page: 6



