LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106516.D

Aca On : 16 Jun 2018 2:59

Operator : JU/SJ

Sample : J3449-02

Misc :

ALS Vial : 29 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 5.196 482 486 493 rVB 81027 83466 3.17% 0.451%
2 5.613 553 557 570 rBVY 1209879 1293415 49.15% 6.982%
3 6.607 722 726 733 rBV 957822 887325 33.72% 4 _.790%
4 6.743 745 749 753 rBY 2295754 2080454 79.06% 11.231%
5 6.966 783 787 790 rBV 779673 598743 22.75% 3.232%
6 7.125 809 814 817 rBVY 2270060 2009669 76.37% 10.849%
7 7.531 877 883 886 rBY 1737992 1638313 62.26% 8.844%
8 8.248 1001 1005 1008 rBV 797872 658995 25.04% 3.557%
9 9.319 1183 1187 1191 rBvV 2575171 2512062 95.46% 13.561%
10 9.713 1250 1254 1262 rBV 134991 119162 4_.53% 0.643%
11 9.919 1286 1289 1292 rBV 36263 27028 1.03% 0.146%
12 10.007 1300 1304 1311 rVB 699236 596809 22.68% 3.222%
13 10.419 1372 1374 1378 rVB 47364 35529 1.35% 0.192%
14 10.801 1434 1439 1442 rBV 1429157 1387405 52.72% 7 .490%
15 10.895 1451 1455 1459 rBvV 34515 35294 1.34% 0.191%

16 11.495 1554 1557 1561 rBV 658325 580220 22.05% 3.132%
17 13.083 1823 1827 1830 rBV 2775362 2631435 100.00% 14.205%

18 13.966 1974 1977 1987 rBV 49415 68486 2.60% 0.370%
19 14.148 2004 2008 2011 rBV 726161 691610 26.28% 3.734%
20 15.001 2149 2153 2158 rBV 85229 84052 3.19% 0.454%

21 15.677 2263 2268 2275 rBV2 375927 504805 19.18% 2.725%

Sum of corrected areas: 18524277
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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\BF061518\

BF106516.D

16 Jun 2018 2:59

JussJ

J3449-02

29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106516.D

Aca On : 16 Jun 2018 2:59

Operator : JU/SJ

Sample : J3449-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.20 2.79 ng 83466 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF106516.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A U IR IR
| 831 | 4.80 500 5.20 5.40 5.60
o PR | e m/z 59.00 60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN L UL I I
59.0 480 500 520 540 5.60
m/z 101.00 21.25%
31.0 g30 1010
O”I””I””I””T'”P'”P'”P'”P'”P”'“”'P”'P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 17.34%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T Rame o e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.87%
5000 41.0
0 I L 730 1260 1420 )
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 1§o 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106516.D

Aca On : 16 Jun 2018 2:59

Operator : JU/SJ

Sample : J3449-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2 unknown6.74 Concentration Rank 1

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

6.74 69.49 ng 2080450 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.743 min): BF106516.D (-745) (-) m/z 132.10 100.00%
130.1
5000 68.1
%0 B e T ok ok 70
01 B e e m/z 68.10 42 _.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR S R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.29%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 27.01%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.22%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R e BRI
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061118.M Mon Jun 18 11:57:23 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106516.D

Aca On : 16 Jun 2018 2:59

Operator : JU/SJ

Sample : J3449-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.33 ng 84052 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
5 2,6-Octadiene, 4,5-dimethyl- 138 C10H18 018476-57-8 50
Abundance Scan 2153 (15.001 min): BF106516.D (-2149) (-) m/z 69.05 100.00%
69.0
5000
[TTT T T T prT
07.0137.1 14.60 14.80 15.00 15.20 15.40
0 .?Q.LO,".' w0 A 1891 281 a0 T Tei 049, 73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LN BRI SUNIL B
14.60 14.80 15.00 15.20 15.40
m/z 41.05 24 _70%
0 CLk ﬂroﬁ-oﬁf '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 12.92%
137.0
0[29:0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal B BEE e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 137.10 10.94%
5000
137.0
29.0 bmyo ] 192.0 247.0 316.0
OI\JI\JIJI.‘Lli‘ll.lxul‘luwll\llIII\I‘IIII\Illlllwlllllllllll
m/z--> 50 100 150 200 250 300 350 400 14.60 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\BF061518\
Data File : BF106516.D

Acq On : 16 Jun 2018 2:59

Operator : JU/SJ

Sample - J3449-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
2-Pentanone, 4-hy... 5.20 2.8 ng 83466 1 6.97 598743 20.0
unknown6 .74 6.74 69.5 ng 2080450 1 6.97 598743 20.0
Squalene 15.00 3.3 ng 84052 6 15.68 504805 20.0
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