LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108721.D

Aca On : 1 Sep 2018 6:29 Instrument :

Operator : JU/SJ gﬁgiéamlem'

agmple : J4729-07 0&&1&DB£1PD$
isc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018 .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

2.366 3 5 64 rVB 2144769 3834683 100.00% 19.257%
5.666 560 566 584 rBvV2 50079 297706 7.76% 1.495%
rBv 73051 143713 3.75% 0.722%
6.772 750 754 790 rvVv 586595 1297756 33.84% 6.517%
7.007 790 794 815 rvV 158616 446508 11.64% 2.242%
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7.154 815 819 859 rVvVB 1465773 2287198 59.65% 11.486%
7.566 885 889 939 rBV 649155 1736102 45.27% 8.719%
8.284 1007 1011 1030 rBV 205099 492881 12.85% 2.475%
9.354 1189 1193 1234 rBV 2117300 3097977 80.79% 15.558%
9.742 1256 1259 1276 rVB 70860 111800 2.92% 0.561%

=
QO ~NO®

11 10.042 1306 1310 1331 rBV 384651 554517 14.46% 2.785%
12 10.695 1417 1421 1427 rBV 70542 68524 1.79% 0.344%
13 10.836 1441 1445 1457 rBV 516474 933752 24 .35% 4._.689%
14 11.542 1561 1565 1591 rBV 335139 628328 16.39% 3.155%
15 13.119 1829 1833 1861 rBV 2377303 2888916 75.34% 14.508%

16 14.195 2012 2016 2026 rBV 474985 665970 17.37% 3.344%
17 15.754 2276 2281 2299 rVB 212972 426366 11.12% 2.141%

Sum of corrected areas: 19912697
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\

Data File : BF108721.D

Aca On : 1 Sep 2018 6:29

Operator : JU/SJ

ﬁ?ggle i J4729-07 082918-DBRI-F-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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: BF108721.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108721.D

Aca On : 1 Sep 2018 6:29

Operator : JU/SJ

ﬁ?ggle i J4729-07 082918-DBRI-F-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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.

2.37 171.76 ng 3834680 1,4-Dichlorobenzene-d4 7.01
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 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.372 min): BF108721.D (-3) (-) 73.10 100.00%
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5000 431
| 2.40 2.50 2.60 2.70 2.80
bbb e e e e e e e || M/z 43.100 39.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L L L L L L LB
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 29.24%
29.0
ol L] .
B B o B LI I N b e e o e S R R S
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 g
2.40 2.50 2.60 2.70 2.80
5000 410 550 m/z 87.10 28.55%
29.0
o ] sro 1120 a0
0.,....,....,....,....I S s e
m/z--> 20 40 50 60 70 8 90 100 110 120 130
Abundance #1997: Silane, tetramethyl-
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 12.86%
5000
45.0
29.0 | 59.0 , 880
T T T T T T T T T e e T B AN R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.40 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108721.D

Aca On : 1 Sep 2018 6:29

Operator : JU/SJ

Sample : J4729-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2 unknown6.77 Concentration Rank 3

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

6.77 58.13 ng 1297760 1,4-Dichlorobenzene-d4 7.01
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 754 (6.772 min): BF108721.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.0 ﬁ\\\_-‘
40.0 54,0 9.1 6.40 6.60 6.80 7.00 7.20
01 T m/z 68.05 43.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR SRR SR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.16%
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 66.05 28.85%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.52%
117.0
5000
91.0
ST A
0 ,.h..h.NM.,W..N,..:.,U..E‘.P‘. —— SR— ————
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108721.D

Aca On : 1 Sep 2018 6:29

Operator : JU/SJ

ﬁ?ggle i J4729-07 082918-DBRI-F-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2.47 ng 68524 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIFO2 1000338-64-7 40
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 38
5 2-Chlorobenzoic acid, hexadecyl ... 380 C23H37Cl02 070152-86-2 38
Abundance Scan 1422 (10.701 min): BF108721.D (-1417) (-) m/z 157.10 100.00%
157.1
5000 1150
43.0 R e RS e
| 689 203.0 1040 10.60 10.80 11.00
Ol prrre et bbbt e e g bt || M7z 115.00 36 04%
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 AR AR ARRAR AR
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.05 19.10%
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 dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.00 12.79%
87.0
‘ 188.0
0 SN R YNPY S Y YT N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester B e RER e e ]
157.0 10.40 10.60 10.80 11.00

m/z 111.00 8.80%

5000
196.0

mo 69.0 97.0 1290
0 1IN R PR T R A A ‘ | ‘ 229.0 A
T T T e e R R mam e M R

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\BF083118\

Data File : BF108721.D

Acq On : 1 Sep 2018 6:29

Operator : JU/SJ

ﬁ?ggle i J4729-07 082918-DBRI-F-D-S
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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... 2.37 171.8 ng 3834680 1 7.01 446508 20.0
unknown6 .77 6.77 58.1 ng 1297760 1 7.01 446508 20.0
Triethyl citrate 10.70 2.5 ng 68524 3 10.04 554517 20.0
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