LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109109.D

Aca On : 18 Sep 2018 21:23

Operator : JU/SJ

Sample : J4960-01

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 4.907 434 437 444 rVB 49194 52807 3.31% 0.379%
2 5.331 504 509 512 rBVY 1472991 1364328 85.61% 9.779%%
3 6.354 679 683 700 rBV2 1750969 1593673 100.00% 11.423%
4 6.490 702 706 709 rBVY 1727585 1422336 89.25% 10.195%
5 6.719 742 745 749 rBV 846168 734916 46.11% 5.268%
6 6.878 768 772 775 rBVY 1084899 838790 52.63% 6.012%
7 7.278 836 840 843 rBV 830560 651061 40.85% 4_.667%
8 7.389 857 859 864 rVB 36706 29097 1.83% 0.209%
9 8.001 959 963 967 rBY 1069658 853511 53.56% 6.118%
10 9.078 1142 1146 1149 rBV 1264968 953945 59.86% 6.838%

11 9.472 1209 1213 1216 rBV 182145 146437 9.19% 1.050%
12 9.754 1257 1261 1264 rBV 927245 798449 50.10% 5.723%
13 10.536 1390 1394 1405 rBV 707119 682954 42.85% 4 _895%
14 11.230 1508 1512 1515 rBV 862717 745019 46.75% 5.340%

15 11.766 1599 1603 1608 rBv4 22954 29856 1.87% 0.214%
16 12.436 1714 1717 1720 rBV 63215 55451 3.48% 0.397%
17 12.660 1750 1755 1759 rBV 52700 62784 3.94% 0.450%
18 12.807 1777 1780 1784 rBV 892565 758535 47.60% 5.437%
19 13.718 1932 1935 1940 rVB3 82488 98948 6.21% 0.709%
20 13.771 1942 1944 1949 rVB6 26569 26735 1.68% 0.192%
21 13.854 1954 1958 1961 rBV 1092887 998065 62.63% 7.154%
22 14.342 2039 2041 2045 rBVZ2 51155 61848 3.88% 0.443%
23 14.389 2047 2049 2053 rVB 64100 56535 3.55% 0.405%
24 14.613 2084 2087 2089 rBV 67459 64023 4.02% 0.459%
25 14.960 2143 2146 2150 rVB 94957 97797 6.14% 0.701%

26 15.260 2193 2197 2201 rVB 677403 773669 48.55% 5.545%

Sum of corrected areas: 13951569
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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\BF091818\

BF109109.D

18 Sep 2018 21:23

JussJ

J4960-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109109.D

Aca On : 18 Sep 2018 21:23

Operator : JU/SJ

Sample : J4960-01

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 unknown6.49 Concentration Rank 1

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

6.49 38.71 ng 1422340 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 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 706 (6.490 min): BF109109.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 540 ®1 o5 oo ko ko
01 - B o m/z 68.10 41 .22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN RAREE LR RS R
6.20 6.40 6.60 6.80
310 5.0 m/z 134.00 32.32%
01 N D S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok 5k ko
5000 980 1160 m/z 66.10 25.83%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.58%
117.0
5000
91.0
Ty Lol
0 I'h"f'“M'Fm"mi'“*'IM"EH'P"I""I""I"" RN RALEE LR RN R
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\BF091818\
Data File : BF109109.D

Aca On : 18 Sep 2018 21:23

Operator : JU/SJ

Sample : J4960-01

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 3 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.53 ng 97797 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2146 (14.960 min): BF109109.D (-2143) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1 182 1 204 1292:1 315.1 14.60 14.80 15.00 15.20
- .|-, b '||, Lo Cr 1821 22817 2801 3151 3562 m/z 71.10 80.88%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 85.0 LR DA B UL BUMRE

14 60 14. 80 15. OO 15.20

0.0 m/z 43.05 69.12%
oL L ‘f1?014101690197022502540
T A A R e s
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
N
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.10 61.68%
29.0 113.0
oL Il L ] 141-0160.0197.0225.0253.0 2960
N i e LA
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- R BE T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 24 _68%
5000 85.0
113.0
oL } | I [ 14101600 210.0539.0267.0 309033803660
i e i e R
mz--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\
Data File : BF109109.D

Acq On : 18 Sep 2018 21:23

Operator : JU/SJ

Sample - J4960-01

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]
unknown6 .49 6.49 38.7 ng 1422340 1 6.72 734916 20.0
Octadecane 14.96 2.5 ng 97797 6 15.26 773669 20.0
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