LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082218\

Data File : BF108409.D

Aca On : 23 Aug 2018 4:-53 Instrument :
Operator : JU/SJ gmgigamlem'
3?22'6 i J4525-10 0&51&goﬂlnw
ALS Vial : 30 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 2.360 3 4 18 rVB 1382087 1351027 26.77% 4 .806%
2 5.237 490 493 502 rBV 67746 79501 1.58% 0.283%
3 5.625 555 559 562 rBY 1651419 1381255 27.37% 4.913%
4 6.613 723 727 731 rBVY 1093873 963379 19.09% 3.427%
5 6.642 731 732 739 rVB 101317 71134 1.41% 0.253%

6.772 749 754 757 rBV 2716963 2476206 49.07% 8.808%
7.001 789 793 796 rBV 1106488 909070 18.02% 3.234%
7.160 815 820 823 rBV 3799092 3371156 66.81% 11.992%
7.566 883 889 892 rBV 2761681 2817280 55.83% 10.022%
8.283 1007 1011 1025 rBV 1354977 1117791 22.15% 3.976%

=
QO ~NO®

11 9.360 1189 1194 1197 rBV 5604163 5046089 100.00% 17.950%
12 9.748 1256 1260 1266 rBV 154779 137929 2.73% 0.491%
13 10.048 1307 1311 1322 rVB 1266642 1196272 23.71% 4._255%
14 10.701 1419 1422 1426 rBV 122801 92982 1.84% 0.331%
15 10.836 1441 1445 1458 rBV 1561735 1388320 27.51% 4 _.939%

16 11.542 1561 1565 1568 rBV 1180373 1019652 20.21% 3.627%
17 13.124 1830 1834 1838 rBV 3258253 3271172 64.83% 11.636%

18 14.195 2012 2016 2020 rBV 800051 764568 15.15% 2.720%
19 15.748 2274 2280 2285 rBV 476483 657176 13.02% 2.338%

Sum of corrected areas: 28111959
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108409.D

Aca On : 23 Aug 2018 4:53

Operator : JU/SJ

ﬁ?ggle i J4525-10 081518-SIDI-F-D-M
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\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

Abundance TIC: BF108409.D
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Library Search Compound Report

8270-BF080818.M Thu Aug 23 16:02:08 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108409.D

Aca On : 23 Aug 2018 4:53

Operator : JU/SJ

ﬁ?ggle i J4525-10 081518-SIDI-F-D-M
ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.36 29.72 ng 1351030 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 43
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 4 (2.360 min): BF108409.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.1 87.1
‘ I ‘ 240 250 2.60 2.70 2.80
O el 820 L Tm/z 43.10  46.94%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R AR SRR BN R
43.0 240 250 2.60 2.70 2.80
550 87.0 m/z 55.10 31.26%
29.0
0 1] AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 g 87.0 240 250 2.60 2.70 2.80
5000 ' m/z 87.10 29.43%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl- M
73.0 240 250 2.60 2.70 2.80
m/z 41.10 15.45%
5000
45.0
o 29.0 37.0 || 59.0 88.0
m/z--> 10 ' ' 40 50 i 70 ' 9 100 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082218\

Data File : BF108409.D

Aca On : 23 Aug 2018 4:53

Operator : JU/SJ

ﬁ?ggle i J4525-10 081518-SIDI-F-D-M
ALS Vial : 30 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 2

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

6.77 54 .48 ng 2476210 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 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108409.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RARSE SRR RS SRS
40.0 540 J 6.40 6.60 6.80 7.00 7.20
0 gl | guso oo m/z 68.10 42.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR S LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.58%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.23%
0 "'M |'§{0'k”7ﬂ?"8§9"| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl et e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.47%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G |
m/z--> 40 60 80 100 120 140 160 180 6.40 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\BF082218\

Data File : BF108409.D

Acg On : 23 Aug 2018 4:53

Operator : JU/SJ

ﬁ?ggle i J4525-10 081518-SIDI-F-D-M
ALS Vial =: 30 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.36 29.7 ng 1351030 1 7.00 909070 20.0
unknown6 .77 6.77 54_.5 ng 2476210 1 7.00 909070 20.0
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