LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 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-BF080818 .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

2.413 4 13 21 rVB 1592085 2260627 34.89% 4_.302%
4_.666 391 396 405 rBV 1696995 1851804 28.58% 3.524%
rvB 914096 1251985 19.33% 2.383%
5.643 556 562 565 rBV 4556251 4804139 74.16% 9.142%
6.631 723 730 733 rBV 4324530 4748123 73.29% 9.036%
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6.778 750 755 758 rBV 5021078 5271235 81.37% 10.031%
7.001 790 793 797 rBV 1151801 1023242 15.79% 1.947%
7.160 815 820 824 rBV 4147337 4120010 63.60% 7.841%
7.572 884 890 893 rBV 3065293 3600089 55.57% 6.851%
8.289 1007 1012 1015 rBV 1253642 1272865 19.65% 2.422%

=
QO ~NO®

11 9.366 1188 1195 1198 rBV 6179622 6478416 100.00% 12.329%
12 10.048 1306 1311 1315 rBV2 1691662 1535067 23.70% 2.921%
13 10.848 1441 1447 1450 rBV 4215860 4251181 65.62% 8.090%
14 11.542 1561 1565 1569 rBV 1755594 1646154 25.41% 3.133%
15 13.136 1830 1836 1839 rBV 6153368 6117580 94.43% 11.642%

16 14.195 2012 2016 2020 rBV 1417340 1383317 21.35% 2.633%
17 15.754 2274 2281 2289 rVB 666351 931802 14.38% 1.773%

Sum of corrected areas: 52547636
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108341.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.41 44_.19 ng 2260630 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.408 min): BF108341.D (-4) (-) m/z 73.10 100.00%
741
5000 43.1 J\
87.1 |

| 2.40 2.50 2.60 2.70 2.80
Obrrrprrrrrrrrr i pese e e e e || M/ 43.10 46 15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

2.40 2.50 2.60 2.70 2.80

43.0
55.0 87.0 m/z 55.10 31.69%
s 1T )
0 m L L,
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T —
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 26.29%
29.0
0 | T . 990 1120 129.0
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R L AamEmans
73.0 240 250 260 2.70 2.80
m/z 41.05 15.12%
5000 55.0
43.0
27.0
ol 150 ), w | . 850 980 1150
,,,,,,, e RARAR LEREEEEREE LSRR S RRREEEEREEEREEsEmmssemaEy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 2.50 260 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.67 36.19 ng 1851800 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
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. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 397 (4.672 min): BF108341.D (-391) (-) m/z 55.10 100.00%
58.1 3.
5000
43.0 98.1
| L er 440 460 480 500
e e e o o s L L L B A m/z 83.10 96.10%
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 L UL UL IR
20,0 43.0 98.0 440 460 480 5.00
' m/z 43.05 40.09%
.|. AN Il | | 67.0 75.0 | L
G S S S SR IS UL IS UL AL UL W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
250 IBEDLAREIE SRS SR R
43.0 4.40 4.60 4.80 5.00
5000 m/z 98.10 33.68%
29.0
98.0
\‘ ‘ [ AR 69.0 |
S S S S SR IR UL IS UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e e e  RRRE.
55.0 83.0 440 4.60 4.80 5.00
m/z 39.10 27 .49%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ . \‘ il m\‘ ‘ | ‘\ il A
LI FURELEL SN FURLELIL SR SUR LS SURILELE SURLILE IUR L SU B E U A L R
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.26 24_.47 ng 1251990 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 497 (5.260 min): BF108341.D (-492) (-) m/z 43.10 100.00%
431
59.1
5000
| 0 san 1°|“ " 500 520 540 560
ol R e e e m/z 59.10 53.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R S IR UL
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 16.27%
0 210 | 510 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
" 500 520 540 560
5000 41.0 m/z 58.05 15.24%
31.0
69.0 870
15.0 M L 510 | 98.0
S L S I SIS UL I UL SULI S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T
43.0 5.00 520 5.40 5.60
m/z 41.10 8.32%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108341.D

Aca On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample : J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.78 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.78 103.03 ng 5271240 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 755 (6.778 min): BF108341.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 USRS S SRR
400 40 ‘ 6.40 6.60 6.80 7.00 7.20
o..,....,....,...:,“.'...,!!..,:!.'.|,..':.,?‘?.9,..!.,.197.,0....,....,"...,.. m/z 68.05 47.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 UL AL IR R

6.40 6.60 6.80 7.00 7.20
m/z 134.00 34.07%

31.0 51.0
o | I “ I I
L R L B e O e e S REARNREE RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.35%
33.0 44.0 0.0 105.0
L |sso "1 ee0 | | ‘
Orrrrrrr e e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.26%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
T T e T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108341.D

Acq On : 21 Aug 2018 16:11

Operator : JU/SJ

Sample - J4516-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Butane, 2-methoxy... 2.41 44_.2 ng 2260630 1 7.00 1023240 20.0
3-Penten-2-one, 4... 4._67 36.2 ng 1851800 1 7.00 1023240 20.0
2-Pentanone, 4-hy... 5.26 24.5 ng 1251990 1 7.00 1023240 20.0
unknown6.78 6.78 103.0 ng 5271240 1 7.00 1023240 20.0
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