LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100443.D

Aca On : 11 Nov 2017 16:23

Operator : SJ/JU

Sample = 16409-05

Misc :

ALS Vial : 16 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
1 2.216 19 22 40 rVB 108033 209493 5.56% 0.801%
2 4.016 323 328 333 rVB 70678 88464 2.35% 0.338%
3 5.128 513 517 530 rVB 369141 407758 10.82% 1.560%
4 5.398 559 563 567 rVB 76531 65289 1.73% 0.250%
5 5.522 577 584 587 rBY 2111203 2093934 55.56% 8.009%
6 5.757 621 624 628 rVB 82096 66135 1.75% 0.253%
7 6.522 749 754 757 rBVY 1553551 1342260 35.61% 5.134%
8 6.545 757 758 763 rVB 63473 46801 1.24% 0.179%
9 6.675 775 780 783 rBVY 2962615 2850474 75.63% 10.903%
10 6.728 786 789 793 rVB 72215 60231 1.60% 0.230%

11 6.904 815 819 822 rBV 1083071 860890 22.84% 3.293%
12 7.063 841 846 849 rBV 3247500 3019078 80.10% 11.548%
13 7.469 904 915 918 rBV 2364504 2436121 64.64% 9.318%
14 8.092 1017 1021 1024 rBV 60005 52314 1.39% 0.200%
15 8.186 1033 1037 1040 rBV 1248421 1023355 27.15% 3.914%

16 9.263 1214 1220 1223 rBV 3884241 3768912 100.00% 14.416%
17 9.939 1331 1335 1340 rBV2 1049644 911031 24.17% 3.485%
18 10.651 1452 1456 1462 rVB 73716 62816 1.67% 0.240%
19 10.727 1465 1469 1479 rVV 1646383 1511841 40.11% 5.783%
20 11.427 1584 1588 1591 rBV 941974 801716 21.27% 3.066%

21 11.939 1672 1675 1680 rBV2 47059 53905 1.43% 0.206%
22 13.015 1853 1858 1861 rBV 2990995 2969733 78.80% 11.359%

23 14.068 2033 2037 2040 rBV 858522 839763 22.28% 3.212%
24 15.551 2284 2289 2297 rVB 448103 602104 15.98% 2.303%

Sum of corrected areas: 26144418
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100443.D

11 Nov 2017 16:23

SJ/Ju

16409-05

16 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100443.D

Aca On : 11 Nov 2017 16:23

Operator : SJ/JU

Sample = 16409-05

Misc :

ALS Vial : 16 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.

2.22 4.87 ng 209493 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.4-Butanediamine 88 C4H12N2 000110-60-1 27
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 25

5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 23 (2.222 min): BF100443.D (-19) (-) m/z 73.05 100.00%
73.0
5000
43.0
55.0 87.0
3691 | 2.20 2.30 2.40 2.50 2.60
Ob v prerprrrprrmmrerpree e e e e e e e m/z 43.05 36.18%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L R RN B
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 28.23%
29.0
.| 35.0 ||| , 80.0
Ot e T o TR P T P T T T R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 25.89Y%
43.0
0 2.0 15.0 29035 5 53.060.0 81.088.0
AL LA AR LaRSd LARA) AARL) LAAL) SAELY LA ALY RAAR) SULAN LA RS LALR) AAR) ARSI SURL) ERRLI LRALI AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1969: 1,4-Butanediamine
30.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 12.32%
5000 43.0
17.0 %90 710
m/z--> 0 5 10 15 20 25 30 35 40 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100443.D

Aca On : 11 Nov 2017 16:23

Operator : SJ/JU

Sample = 16409-05

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 9.47 ng 407758 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 517 (5.128 min): BF100443.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A NARRSRARAN RARNS RRARY
| 83.0 | 480 5.00 5.20 5.40
R 4 SO M R K m/z 59.00 55.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS UL UL AL
59.0 480 500 520 540
m/z 101.10 16.81%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 _.88%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl- R e R
54.0 480 5.00 5.20 5.40
m/z 41.00 8.73%
5000 41.0
29.
f 87.0
O'W%ﬁgl”*hI”'j“h'ﬂ'wﬂﬁ"ZQP”'P'Ll'ggﬁ"ﬂ"”l'”'l”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100443.D

Aca On : 11 Nov 2017 16:23

Operator : SJ/JU

Sample = 16409-05

Misc :

ALS Vial : 16 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 4 unknown6.67 Concentration Rank 2

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

6.67 66.22 ng 2850470 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-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 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF100443.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
IREBE ARSI S
401 540 | %.1 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'...,:!..,::.-.|,..':.,??.9,..!.,}97.,0....,...., I m/z 68.10 42.48%
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 IREBE RS SR UL S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.45%
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 26.67%
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 A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.66%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100443.D

Acq On : 11 Nov 2017 16:23

Operator : SJ/JU

Sample - 16409-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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... 2.22 4.9 ng 209493 1 6.90 860890 20.0
2-Pentanone, 4-hy... 5.13 9.5 ng 407758 1 6.90 860890 20.0
unknown6 .67 6.67 66.2 ng 2850470 1 6.90 860890 20.0
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