LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120315\

Data File : BG019885.D

Aca On : 4 Dec 2015 00:33 Instrument :

Operator : UM/NP ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : G4598-09 113015-A26§-F-U-B
isc :

ALS Vial : 14 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 G\METHODS\8270-BG120215.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

3.138 46 51 60 rBvV 62826 118486 4_.07% 1.110%
3.220 60 65 76 rVB 162641 238823 8.21% 2.238%
rBv 28490 45226 1.55% 0.424%
5.659 472 480 488 rBvV 155010 247069 8.49% 2.315%
7.257 745 752 761 rBV 106062 182395 6.27% 1.709%
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7.645 811 818 828 rVB 284068 486418 16.72% 4 _559%
8.121 893 899 906 rBV 93357 155062 5.33% 1.453%
8.450 948 955 962 rVB 378488 665216 22.86% 6.234%
9.290 1089 1098 1106 rBV 332225 595944 20.48% 5.585%
10.941 1371 1379 1385 rBVY 136791 239695 8.24% 2.246%

=
QO ~NO®

11 13.379 1787 1794 1802 rVB 1045666 1610401 55.35% 15.092%
12 14.748 2019 2027 2036 rVB2 239788 393208 13.52% 3.685%
13 16.229 2273 2279 2287 rBV 616913 940086 32.31% 8.810%
14 17.492 2487 2494 2500 rBV2 353640 522029 17.94% 4.892%
15 17.862 2553 2557 2563 rBV3 26594 37349 1.28% 0.350%

16 20.095 2931 2937 2943 rBV 2169052 2909382 100.00% 27.266%
17 21.769 3215 3222 3228 rBV 416278 679328 23.35% 6.366%
18 25.060 3772 3782 3792 rVB 214334 604308 20.77% 5.663%

Sum of corrected areas: 10670425
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LSC Report - Integrated Chrom

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019885.D

Aca On : 4 Dec 2015 00:33

Operator : UM/NP

Sample . G4598-09

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

atogram

Abundance

2000000

1500000

1000000

500000

TIC: BG019885.D

8.45
7.64

3.22 5.66
7.26
3.34 5.19 812

9.29
10.94

0

Time--> 300 3.50 400 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG019885.D

13.38

16.23

17.49
14.75

17.86

20,09

21.77

0
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2000000

1500000

1000000

500000

TIC: BG019885.D

25.06

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.

50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019885.D

Aca On : 4 Dec 2015 00:33

Operator : UM/NP

Sample : 6G4598-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 30.80 ng 238823 1,4-Dichlorobenzene-d4 8.12
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 50
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 65 (3.220 min): BG019885.D (-60) (-) m/z 73.00 100.00%
7B
5000 43 K
55 87
e —
3.00 320 3.40 3.60
0 ..,....,....,...3’.‘?,|:.|..5,°.'.|.'.-,..‘??,'.:..,....,....,... m/z 42.95 39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 TTpTTr T T e
43 3.00 320 3.40 3.60
55 87 m/z 87.00 27.44%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
- 87 1300 320 340 3.60
5000 m/z 55.00 26.11%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7316: 2-Methyl-5-hexen-3-ol i B
7B 3.00 320 3.40 3.60
55 m/z 41.00 11.43%
43
5000
27
1\5 “‘32 3\$\“ \‘ 1 \‘ Il | 81
e S S L S S L S S LI SR S IBENGREE SR R
m/z--> 10 0 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019885.D

Aca On : 4 Dec 2015 00:33

Operator : UM/NP

Sample : 6G4598-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5

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

5.19 5.83 ng 45226 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 400 (5.189 min): BG019885.D (-393) (-) m/z 43.00 100.00%
43
59
5000
i 250 800 520 540 880
83 : : : : :
0....,....',':..-:-|i...-.,-:...-,....,....,....,....,....,2.0.7.. m/z 59.00 55.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS RS LN UL L
4.80 5.00 5.20 5.40 5.60
59 m/z 101.00 21.66%
2\7\ il H 70 83 101
L L L U S S S S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 17 .55%
101
15 97 i 71
86
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 11.46%
5000
101
15 31 | Peo 8
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019885.D

Aca On : 4 Dec 2015 00:33

Operator : UM/NP

Sample : 6G4598-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.64 Concentration Rank 2

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

7.64 62.74 ng 486418 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Benzene, l-methyl-4-(1-methyleth... 132 C10H12 001195-32-0 10

Abundance Scan 817 (7.639 min): BG019885.D (-811) (-) m/z 132.00 100.00%
5000
740 7.60 7.80 8.00
01 m/z 68.00 49 _.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL SR I R L
7.40 7.60 7.80 8.00
78 m/z 66.00 35.35%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R AR R R
7.40 7.60 7.80 8.00
5000 m/z 134.00 30.94%
ol 15 28 39 82 8 7m0 14 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e Do R
132 7.40 7.60 7.80 8.00
m/z 69.00 22 .44%
5000
104
ol 14 27 37 44 51 5 % T 997 | 15 ‘
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120315\
Data File : BG019885.D

Acq On : 4 Dec 2015 00:33

Operator : UM/NP

Sample - G4598-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.22 30.8 ng 238823 1 8.12 155062 20.0
2-Pentanone, 4-hy... 5.19 5.8 ng 45226 1 8.12 155062 20.0
unknown? .64 7.64 62.7 ng 486418 1 8.12 155062 20.0
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