LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109377.D

Aca On : 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 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-BF092218 .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 4.263 366 370 380 rVB 107364 127842 3.35% 0.502%
2 4.904 474 479 491 rBV 626542 820107 21.52% 3.220%
3 5.328 546 551 554 rBVY 2224257 2215547 58.14% 8.699%
4 6.345 719 724 727 rBVY 2213914 2309970 60.62% 9.069%
5 6.475 742 746 749 rBVY 2471642 2330784 61.17% 9.151%

6.704 782 785 789 rBV 815917 653078 17.14% 2.564%
6.863 808 812 815 rBV 2807560 2634128 69.13% 10.342%
7.269 875 881 884 rBV 2045870 2166626 56.86% 8.507%
7.986 999 1003 1009 rBV 968992 801189 21.03% 3.146%
9.069 1181 1187 1190 rBV 3843174 3810586 100.00% 14.961%

=
QO ~NO®

11 9.733 1296 1300 1309 rBV 928462 865727 22.72% 3.399%
12 10.521 1429 1434 1447 rBV 1611605 1477872 38.78% 5.802%
13 11.210 1548 1551 1555 rBV 818775 772081 20.26% 3.031%
14 12.798 1816 1821 1824 rBV 3340466 3141997 82.45% 12.336%
15 13.839 1994 1998 2001 rBV 848380 733813 19.26% 2.881%

16 15.239 2231 2236 2241 rBV 521191 608539 15.97% 2.389%

Sum of corrected areas: 25469886
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109377.D

Aca On : 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109377.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109377.D

Aca On : 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4

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

4.26 3.92 ng 127842 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 369 (4.257 min): BF109377.D (-366) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 8.1
‘ | e 400 420 4.40 4.60
O R e L e T m/z 55.10 89.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L R LR I R
20,0 43.0 98.0 400 420 4.40 4.60
' m/z 43.00 39.22%
0 .|. 1L Il | | 67.0 75.0 | L
LI FUELEL SN FULELEL UL SURRLLS SR UL SURLLIL SULEL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
.0 TiB0 a0 a0 48
5000 43.0 m/z 98.10 31.47%
98.0
29.0
0 \‘ ‘ “‘ I 11 ‘ ! 69\0 | I
LI FUELEL SR FULELEL UL SURLS SURELLE UL SRR SURLEL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R e o
55.0 83.0 4.00 420 4.40 4.60
m/z 39.00 30.29%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 '“l'J"w"*h"”il"'Whl'|"LM""ﬁl"|"“W"" U S AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109377.D

Aca On : 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 25.12 ng 820107 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.898 min): BF109377.D (-474) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 UL UL L UL R
| 83.0 | 4.60 4.80 5.00 5.20
o BT S| Rt S m/z 59.10 54.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L I L
59.0 460 480 500 520
0
150 41, 1010 m/z 101.10 18.82%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
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
59.0
460 480 500 520
5000 410 m/z 58.00 14 .95%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R a ma
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000
101.0
15.0 270 6.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W IR RS LR UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109377.D

Aca On : 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 2

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

6.47 71.38 ng 2330780 1,4-Dichlorobenzene-d4 6.70
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 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.469 min): BF109377.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 S J "T550 640 660 680
01 B L T m/z 68.10 46.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.18%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.00 28.49%
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 R R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.82%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R B mE e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
Data File : BF109377.D

Acq On = 27 Sep 2018 9:45

Operator : JU/SJ

Sample : PB113192BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4.26 3.9 ng 127842 1 6.70 653078 20.0
2-Pentanone, 4-hy... 4.90 25.1 ng 820107 1 6.70 653078 20.0
unknown6 .47 6.47 71.4 ng 2330780 1 6.70 653078 20.0
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