LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082318\

Data File : BF108453.D

Aca On : 24 Aug 2018 6:52 Instrument :

Operator : JU/SJ gﬁgiéamlem'

agmple : J4582-04 osmnaoséiaue
isc :

ALS Vial : 29 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
1 2.372 3 6 17 rVB 2686414 3446920 75.50% 12.140%
2 5.237 490 493 503 rvB 75539 84252 1.85% 0.297%
3 5.625 555 559 578 rBVY 1332775 1231423 26.97% 4_.337%
4 6.613 723 727 731 rBV 957760 819862 17.96% 2.887%
5 6.766 749 753 757 rBV 2493327 2257413 49.44% 7 .950%

7.001 789 793 796 rBV 951273 876335 19.19% 3.086%
7.160 815 820 823 rBV 3194610 3085327 67.58% 10.866%
7.566 883 889 892 rBV 2661788 2654268 58.14% 9.348%
1263072 1081474 23.69% 3.809%
9.360 1188 1194 1197 rBV 5126419 4565687 100.00% 16.080%
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11 9.748 1256 1260 1265 rBV 60859 58830 1.29% 0.207%
12 10.042 1307 1310 1317 rVvB2 1232185 1121129 24.56% 3.949%
13 10.701 1419 1422 1425 rBV 227077 168916 3.70% 0.595%
14 10.836 1441 1445 1458 rBV 1585670 1454867 31.87% 5.124%
15 11.536 1561 1564 1568 rBV 1050066 960480 21.04% 3.383%

16 13.124 1829 1834 1837 rBV 3398984 3000991 65.73% 10.569%
17 14.189 2011 2015 2024 rVB 889710 826001 18.09% 2.909%
18 15.748 2273 2280 2288 rVB 480374 699405 15.32% 2.463%

Sum of corrected areas: 28393580
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Data Path :

Data File : BF108453.D
Aca On : 24 Aug 2018
Operator : JU/SJ
Sample : J4582-04
Misc :

ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

6:52

29 Sample Multiplier: 1

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF082318\

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

082018-DBRI-E-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108453.D

Aca On : 24 Aug 2018 6:52

Operator : JU/SJ

ﬁ?ggle i J4582-04 082018-DBRI-E-U-B
ALS Vial : 29 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 1

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

2.37 78.67 ng 3446920 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 6 (2.372 min): BF108453.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.1 87.1
| 2.40 250 2.60 2.70 2.80
Obr e et s e e | M/Z 43.10  45.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 31.63%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 UM LA U RS R
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 27.19%
29.0 ‘
0 H\ ‘ . ‘ ‘ A \‘ | | 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 _.47%
5000 43.0
58.0
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” U UL U LS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108453.D

Aca On : 24 Aug 2018 6:52

Operator : JU/SJ

ﬁ?ggle i J4582-04 082018-DBRI-E-U-B
ALS Vial : 29 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 2 unknown6.77 Concentration Rank 3

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

6.77 51.52 ng 2257410 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.772 min): BF108453.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 541 L o J T ok ok 7ho 70
01 L L L T O m/z 68.10 40.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LR L LA L
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 34.18%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 26.46%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile e .L, R R
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.51%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S AR SR A SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Fri Aug 24 12:31:57 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108453.D

Aca On : 24 Aug 2018 6:52

Operator : JU/SJ

ﬁ?ggle i J4582-04 082018-DBRI-E-U-B
ALS Vial : 29 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 4 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.01 ng 168916 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 OQuinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 42
4 Piperazine-l-carboxvlic acid. 4-... 396 C14H18CI2N205S 1000303-80-3 33
5 3-Chloro2-fluorobenzoic acid, 6-... 342 C19H28CIF02 1000338-64-1 33
Abundance Scan 1422 (10.701 min): BF108453.D (-1419) (-) m/z 157.05 100.00%
157.1
5000
115.0
43.0 USRS L B
87.0 203.1 10.40 10.60 10.80 11.00
Obrrr e bbb e et e e m/z 114.95  34.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{  29.0 A
115.0 1040 10.60 10.80 11.00
203.0 m/z 43.05 18.54%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280

Abundance #73862: Ethylmalonic acid dipropyl ester
157.0 A

10.40 10.60 10.80 11.00

5000 43.0 115.0 m/z 203.10 8.99%
87.0
‘ 188.0
N I NPT T S T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- e e e A
157.0 10.40 10.60 10.80 11.00

m/z 111.00 8.33%

5000

‘77‘0 102012?0‘
0 | I 1 I |
|||||||||||||||||||||||||||||||||||| L B L B R IR B LI L I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082318\

Data File : BF108453.D

Acg On : 24 Aug 2018 6:52

Operator : JU/SJ

ﬁ?ggle i J4582-04 082018-DBRI-E-U-B
ALS Vial : 29 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... 2.37 78.7 ng 3446920 1 7.00 876335 20.0
unknown6 .77 6.77 51.5 ng 2257410 1 7.00 876335 20.0
Triethyl citrate 10.70 3.0 ng 168916 3 10.04 1121130 20.0
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