LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\

Data File : BF100810.D

Aca On - 22 Nov 2017 5:33 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16542-03 UGl
Misc i 111717-TIDO-F-U-B
ALS Vial : 38 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-BF110817.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

2.163 10 13 23 rvB2 46010 72125 2.62% 0.488%
5.087 507 510 524 rBV 207978 221227 8.05% 1.496%
rBv 867767 743741 27 .05% 5.031%
6.493 745 749 752 rBV 581318 476695 17.34% 3.225%
6.640 770 774 777 rBV 1572256 1338381 48.68% 9.053%
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6.869 810 813 817 rBV 569948 487819 17.74% 3.300%
7.028 836 840 844 rBV 1918089 1833309 66.68% 12.401%
7.440 904 910 913 rBV 1440064 1509783 54.91% 10.213%
8.151 1027 1031 1035 rBV 761434 619600 22.54% 4.191%
9.234 1209 1215 1218 rBV 2771793 2749318 100.00% 18.597%

=
QO ~NO®

11 9.910 1324 1330 1338 rVB 774364 672312 24.45% 4.548%
12 10.698 1460 1464 1467 rBV 990554 863983 31.43% 5.844%
13 11.392 1579 1582 1586 rBV 610958 551665 20.07% 3.732%
14 12.980 1847 1852 1855 rBV 1996846 1816229 66.06% 12.286%
15 14.033 2027 2031 2039 rVB 506928 444454 16.17% 3.006%

16 15.510 2276 2282 2289 rBV 291883 382647 13.92% 2.588%

Sum of corrected areas: 14783288
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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:\HPCHEMI\BNA F\DATA\BF112117\

BF100810.D

22 Nov 2017 5:33

SJ/Ju

16542-03

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100810.D

Aca On : 22 Nov 2017 5:33

Operator : SJ/JU

Sample : 16542-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4

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

2.16 2.96 ng 72125 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 42
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 32
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 12 (2.158 min): BF100810.D (-10) (-) m/z 73.05 100.00%
73.0
5000 550
430 S 87.0
| | | 2.20 2.30 2.40 2.50 2.60
o S 17U NS ESSMN S m/z 55.00 35.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U U IR U U
43.0 2.20 2.30 2.40 2.50 2.60
= 550 87.0 m/z 43.00 34.17%
29.0 ‘
0 ] \ L
L UL SULIS IS IR USRS UL I LI UL IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
41.0  55g 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.00 27 .40%
29.0
15.0 97.0
e L UL UL UL LA SULI L I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- e e RamasmETaT L
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 17 .65%
5000
43.0
oL 20 180 20 |1 530 g30 | 88.0
m/z--> 0 10 20 30 40 éo eb 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100810.D

Aca On : 22 Nov 2017 5:33

Operator : SJ/JU

Sample : 16542-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 9.07 ng 221227 1,4-Dichlorobenzene-d4 6.87
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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 511 (5.093 min): BF100810.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R L S IR
| 83.0 4.80 500 5.20 5.40
ot e m/z 59.10 55.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U S IR
4.80 500 5.20 5.40
59.0 m/z 101.10 19.48%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 15.45%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L L B
43.0 4.80 500 5.20 5.40
m/z 41.10 8.47%
5000
101.0
15.0
| 27. s60 1"
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'i“"l' R UL S SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100810.D

Aca On : 22 Nov 2017 5:33

Operator : SJ/JU

Sample : 16542-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 2

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

6.64 54 .87 ng 1338380 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 774 (6.640 min): BF100810.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 P ASEP SRS SRS R
401 540 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'...,::..,::l-.'...'..,??.9,..!.,}97.,0....,...., I m/z 68.10 39.38%
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
5000 URRBE AR S LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32 .34%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.89%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TT T IAI L LI B B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.18%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100810.D

Acq On : 22 Nov 2017 5:33

Operator : SJ/JU

Sample - 16542-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.16 3.0 ng 72125 1 6.87 487819 20.0
2-Pentanone, 4-hy... 5.09 9.1 ng 221227 1 6.87 487819 20.0
unknown6 .64 6.64 54_.9 ng 1338380 1 6.87 487819 20.0
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