LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104732.D

Aca On - 24 Apr 2018 3:27 Instrument :
Operator : JU/SJ gﬁgiéam|em-
3?22 e J2494-04 042018-SIDIF-)E-D-M
ALS Vial : 33 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.004 492 496 505 rBV 100720 119918 3.23% 0.539%
2 5.422 563 567 587 rBY 1168279 1141077 30.77% 5.130%
3 6.445 737 741 759 rVB2 840001 842547 22.72% 3.788%
4 6.581 759 764 767 rBVY 2183097 2004742 54.06% 9.012%
5 6.804 799 802 806 rBV 872504 702123 18.93% 3.156%

6 6.963 825 829 832 rBV 2760574 2506761 67.59% 11.269%
7 7.375 894 899 902 rBV 2082697 2176858 58.70% 9.786%
8 7.545 924 928 931 rVB 105286 84004 2.27% 0.378%
9 8.092 1017 1021 1026 rBV 1072985 923551 24 .90% 4._.152%
10 9.169 1199 1204 1207 rBV 3890158 3708653 100.00% 16.672%
11 9.557 1265 1270 1278 rBV 53544 58699 1.58% 0.264%
12 9.769 1303 1306 1310 rBV 59912 46215 1.25% 0.208%
13 9.845 1314 1319 1333 rVB 1017911 1017528 27.44% 4._.574%
14 10.269 1388 1391 1394 rVB2 83011 62404 1.68% 0.281%

15 10.639 1450 1454 1469 rBV 1468244 1410915 38.04% 6.343%
16 10.745 1469 1472 1480 rVB 57038 74662 2.01% 0.336%
17 11.339 1569 1573 1584 rBV 974852 912384 24.60% 4.101%
18 12.927 1838 1843 1846 rBV 3269130 3279569 88.43% 14.743%
19 13.815 1991 1994 2002 rBV5 23706 39129 1.06% 0.176%
20 13.986 2019 2023 2030 rBV 579950 632854 17.06% 2.845%

21 15.456 2268 2273 2281 rBV 357939 500710 13.50% 2.251%

Sum of corrected areas: 22245303
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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:\HPCHEM1I\BNA F\DATA\BF042318\

042018-SIDI-E-D-M

BF104732.D

24 Apr 2018  3:27

JussJ

J2494-04

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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:\HPCHEM1\BNA F\DATA\BF042318\
Data File : BF104732.D

Aca On : 24 Apr 2018 3:27

Operator : JU/SJ

Sample : J2494-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 3.42 ng 119918 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (4.998 min): BF104732.D (-492) (-) m/z 42.95 100.00%
43
59
5000
101 R RREmEE e ERRRR R
83 460 4.80 5.00 5.20 5.40
A R RN KA AL RRARS NSRS RARLA RARSN SRS LA RALAS SARAIARRE m/z 59.10 62.35%
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
5000 SRR S SRR
59 460 4.80 500 5.20 5.40
m/z 101.00 22 .19%
15 31 101
‘ 11 ‘ Il 51 Il ‘ 83 ‘
mz> 10 2% 30 4 50 60 70 80 8 100 110 130 130 150
Abundance
59
460 4.80 500 520 5.40
5000 m/z 58.00 15.36%
43 101
15 3 51 69 83
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 R AN Bamaspes
59 460 4.80 5.00 5.20 5.40
m/z 41.00 8.58%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042318\

Data File : BF104732.D

Aca On - 24 Apr 2018 3:27

Operator : JU/SJ

ﬁ?ggle i J2494-04 042018-SIDI-E-D-M
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 2

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

6.58 57.11 ng 2004740 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 764 (6.581 min): BF104732.D (-759) (-) m/z 132.00 100.00%
5000 68
0 s | 9% J 570 640 660 650 700
54 : : : : -
it A 787 L Apsus ) hjz 68.10  37.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LN SRR A
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.06%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.0 6.60 6.80 7.00
5000 67 m/z 66.00 23.64%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R AABamEE S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14 .93%
5000 og 0
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN | S ——
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF042318\

BF104732.D

24 Apr 2018 3:27

Ju/SsJ

J2494-04 042018-SIDI-E-D-M
33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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... 5.00 3.4 ng 119918 1 6.80 702123 20.0

unknown6 .58

6.58 57.1 ng 2004740 1 6.80 702123 20.0
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