LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109010.D

Aca On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample : J4892-13

Misc :

ALS Vial : 19 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-BF091418 .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 3.290 156 162 174 rBV 23215 43727 1.04% 0.154%
2 4.254 322 326 335 rBV 142442 176144 4._.20% 0.620%
3 4.901 433 436 444 rBV 69441 77448 1.85% 0.273%
4 5.319 503 507 511 rBVY 1505483 1425825 33.98% 5.020%
5 6.342 678 681 685 rBY 1007320 867309 20.67% 3.054%

6.484 701 705 709 rBV 2821986 2819424 67.18% 9.927%
6.719 741 745 748 rBV 1134685 914902 21.80% 3.221%
6.878 767 772 775 rBV 3148233 2754381 65.63% 9.698%
7.278 835 840 843 rBV 2268372 2329289 55.50% 8.202%
8.001 959 963 966 rBV 1396258 1189062 28.33% 4.187%

=
QO ~NO®

11 9.078 1141 1146 1149 rBV 4492678 4196587 100.00% 14.776%
12 9.748 1256 1260 1264 rBV 1500729 1287972 30.69% 4 _535%
13 10.536 1389 1394 1397 rBV 2793337 2704582 64.45% 9.523%
14 11.225 1507 1511 1515 rBV 1720234 1421915 33.88% 5.007%
15 12.813 1776 1781 1784 rBV 4313394 4193375 99.92% 14.765%

16 13.848 1953 1957 1961 rBV 1173852 1076002 25.64% 3.789%

17 14.954 2141 2145 2149 rBvV 49103 48665 1.16% 0.171%

18 15.254 2191 2196 2201 rBvV 559649 674520 16.07% 2.375%

19 15.307 2201 2205 2210 rVB 52940 64391 1.53% 0.227%

20 15.712 2268 2274 2283 rBV2 46979 71577 1.71% 0.252%

21 16.177 2348 2353 2361 rBV 37774 63638 1.52% 0.224%
Sum of corrected areas: 28400735

8270-BF091418.M Mon Sep 17 14:56:48 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109010.D

Aca On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample : J4892-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109010.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109010.D

Aca On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample : J4892-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.25 3.85 ng 176144 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 325 (4.248 min): BF109010.D (-322) (-) m/z 83.00 100.00%
55.1 83.0
5000
43.0 8.1
‘ L eo 400 420 440 460
0...,”..,”..,”.!ﬂh..P”!.,”.1,”..,J..,”.u,”.. m/z 55.10 92.88%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten—2 one, 4-methyl-
55.0 83.0
5000 LRI L UL I
20,0 430 98.0 400 420 4.40 4.60
‘ m/z 43.00 42 .40%
0 .|.‘ 1L Il | | 67.0 75.0 | L
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one
83.0
430 550 400 420 440 460
5000 m/z 98.10 34.77%
29.0 98.0
15.0 H
0'"|'”'w'"'|“"|“"w'“"|“"|"'w'l"|“"|"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- B b R B
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 31.94%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ \‘ an N ‘ ‘ | ‘\ il L
L S SIS I UL SURLL UM FUILE SUILS UL S U U A IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109010.D

Aca On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample : J4892-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.48 Concentration Rank 1

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

6.48 61.63 ng 2819420 1,4-Dichlorobenzene-d4 6.72
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 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 704 (6.478 min): BF109010.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 * o | TS50 ok ok ok
01 L o o B m/z 68.10 45_.74%
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 ISR R R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 30.85%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 28.71%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.59%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| T ERAE RS R S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091418\
Data File : BF109010.D

Aca On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample : J4892-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.12 ng 71577 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2274 (15.712 min): BF109010.D (-2268) (-) m/z 57.10 100.00%
57.1
5000
9.1 UL N SUNRA SRR
l| B 411 193.0 15.40 15.60 15.80 16.00
olb— Ll ] m/z 71.05 71.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 UL N SUNRA SRR
15.40 15.60 15.80 16.00
99.0 m/z 43.10 70.62%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 58.52%
99.0
0 WL reo 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.65%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1520 1560 1580 1600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091418\
Data File : BF109010.D

Acq On : 14 Sep 2018 22:14

Operator : JU/SJ

Sample - J4892-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
3-Penten-2-one, 4. .. 4.25 3.9 ng 176144 1 6.72 914902 20.0
unknown6 .48 6.48 61.6 ng 2819420 1 6.72 914902 20.0
Heneicosane 15.71 2.1 ng 71577 6 15.25 674520 20.0
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