LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.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 height area % max. total

2.933 37 42 51 rBvV 176761 277217 7.00% 1.567%
3.010 51 55 68 rvB 224695 287687 7.27% 1.627%
rvB 33318 47493 1.20% 0.269%
5.377 452 458 466 rBvY 352518 506196 12.79% 2.862%
6.957 720 727 737 rBV 219695 330067 8.34% 1.866%
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7.321 782 789 799 rVB 750877 1183951 29.91% 6.694%
7.791 862 869 875 rBvV 199733 305043 7.71% 1.725%
8.109 916 923 931 rBV 732018 1147253 28.98% 6.486%
8.949 1057 1066 1074 rBV 591710 969644 24 _.50% 5.482%
10.576 1335 1343 1351 rVB 291726 479269 12.11% 2.710%

=
QO ~NO®

11 13.037 1755 1762 1769 rBV 1798115 2600288 65.69% 14.701%
12 14.412 1989 1996 2007 rBV2 459322 697807 17.63% 3.945%
13 15.898 2243 2249 2263 rBV 1387950 2016618 50.94% 11.402%
14 17.149 2457 2462 2473 rBV2 603744 858605 21.69% 4 _.854%
15 18.042 2610 2614 2620 rBV2 36566 54952 1.39% 0.311%

16 19.775 2903 2909 2918 rBV 3241704 3958442 100.00% 22.380%
17 21.032 3119 3123 3129 rBV2 50761 76241 1.93% 0.431%

18 21.320 3167 3172 3179 rBV 736825 961265 24.28% 5.435%
19 23.605 3554 3561 3571 rBV 476488 929207 23.47% 5.254%

Sum of corrected areas: 17687245
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016166.D

3000000
2500000
2000000
1500000

1000000
7.32 8.11

8.95
500000 5.38
2381 6.96 7.79

192 i)

L L L T

T T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016166.D

10.58

19.78
3000000

2500000

2000000 13.04

1500000 15.90

1000000

17.15
500000 14.41

18.04

L R T i A A REEEE

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BG016166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.M
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.

3.01 18.86 ng 287687 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 55 (3.010 min): BG016166.D (-51) (-) m/z 73.15 100.00%
73
5000
a8 55 87 S U AL
37 49 | 67 | 280 3.00 320 3.40
o o ot S e T e S s m/z 43.15 25.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S A AL A
43 280 3.00 320 3.40
55 87 m/z 87.15 23.70%
29
R I |""|'?§'|""| 'w"l "§?|"*"%0""| RS R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
280 300 320 340
5000 m/z 55.15 20.59%
45
29
39 % a7 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide e il B
30 280 3.00 3.20 3.40
73 m/z 71.25 11.14%
5000
44 58
18 “
IIII""llIlll III3I8M"‘l'l"''I""I""I""I""I""I ryrTTTrrTrTT T
m/z--> 10 20 30 40 50 60 70 80 90 100 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.M
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.

4.92 3.11 ng 47493 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 38
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 380 (4.919 min): BG016166.D (-375) (-) m/z 43.15 100.00%
a3
59
5000
101
4.60 4.80 5.00 5.20
73
e B sy 0.1 66,380
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR SRS LS SRR
4.60 4.80 5.00 5.20
59 m/z 101.15  29.14%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.10 19.16%
43 101
15 3 53, 65 71 %8
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.60 4.80 5.00 5.20
m/z 41.15 8.99%
5000 101
28 59
‘ 70 84 m
T "|'%?'|' 'Hjl""whl "|??Mli ""l'“'zﬁ 'l"l'?§'|‘ T IBESSEBE SRR NN ""J
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 4 unknown7.32

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

7.32 77.63 ng 1183950 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 789 (7.321 min): BG016166.D (-782) (-) m/z 132.15 100.00%
5000 68
© 45 el 5 g P03 g 7.00 7.20 7.40 7.60
A e e e e e m/z 68.15 37.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL I U
7.00 7.20 7.40 7.60
0
31384451 78 m/z 134.15 33.01%
'”'ﬂ'M\J'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 740 7.60
5000 67 m/z 66.15 22.25%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R AR EREEE RS S
132 7.00 7.20 7.40 7.60
o7 m/z 69.15 13.92%
5000 0
31 52
ML 7Bes | 105 16 |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 700 720 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016166.D

Acq On : 27 Mar 2015 7:22

Operator : TP/1Z

Sample - G1654-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.01 18.9 ng 287687 1 7.79 305043 20.0
2-Pentanone, 4-hy... 4.92 3.1 ng 47493 1 7.79 305043 20.0
unknown? .32 7.32 77.6 ng 1183950 1 7.79 305043 20.0
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