LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On 20 Jul 2015 4:47

Operator : TP/UM

3?22'6 i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 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-BG071715_.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
1 2.788 12 17 25 rBvV3 50542 101385 1.90% 0.289%
2 2.865 25 30 35 rvVW 460315 567953 10.63% 1.616%
3 4.146 244 248 253 rBY 59649 77500 1.45% 0.221%
4 4.739 342 349 357 rBV 1069941 1525780 28.57%  4.342%
5 5.197 420 427 436 rBV 1638227 2398736 44.92% 6.826%
6 5.797 523 529 538 rvB 103853 151837 2.84% 0.432%
7 6.772 687 695 707 rBvV 1702179 2657698 49.76% 7.563%
8 7.125 747 755 762 rBV 1721302 2804056 52.51% 7.979%
9 7.583 827 833 840 rBvV 328299 527911 9.89% 1.502%
10 7.900 880 887 896 rvB 1220648 1961037 36.72% 5.580%

11 8.740 1022 1030 1041 rBV 1003519 1680086 31.46% 4.781%
12 10.362 1299 1306 1315 rBV 468725 793789 14.86% 2.259%
13 12.859 1724 1731 1739 rBV 2389583 3583532 67.10% 10.198%
14 13.705 1868 1875 1882 rBV 602575 805520 15.08% 2.292%
15 14.240 1957 1966 1973 rBvV2 751083 1165412 21.82% 3.316%

16 15.080 2101 2109 2112 rBV2 37161 75614 1.42% 0.215%
17 15.738 2215 2221 2234 rBV 2494078 3527896 66.06% 10.039%
18 15.979 2258 2262 2269 rVB2 41763 69532 1.30% 0.198%
19 16.772 2392 2397 2402 rBV2 64456 84105 1.57% 0.239%

20 16.995 2428 2435 2446 rBV 1028128 1479159 27.70% 4_.209%

21 17.512 2519 2523 2528 rVB 63528 73807 1.38% 0.210%
22 17.906 2586 2590 2600 rBV2 73848 135062 2.53% 0.384%
23 19.645 2880 2886 2900 rBV 4289053 5340500 100.00% 15.197%
24 20.926 3099 3104 3110 rBV2 102585 152893 2.86% 0.435%
25 21.196 3144 3150 3155 rBV 1372383 1650858 30.91% 4.698%

26 22.377 3347 3351 3358 rVB 84258 121221 2.27% 0.345%
27 23.417 3520 3528 3536 rBV 842615 1628077 30.49% 4.633%

Sum of corrected areas: 35140956
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO71915\

BG017980.D

20 Jul 2015 4:-47

TP/UM

62975-03 AB-SLOPE-FAIL-2(0-2
56 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000
2.86
2.19

TIC: BG017980.D

5.20 6.77 7.12

7.90

4.74 8.74

758 10.36

4.15 5.80

0

Time-->
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0 11.00

4.00 4.50
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3.50

Abundance

4000000

3000000

2000000

1000000

TIC: BG017980.D
19.65

12.86 15.74

17.00

13.71 14.24

16.77 17.51 17.91

A
=TT

15.98

15.08

A
T=T=T"T LENNLAL I S N B S B N S B

0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

20.93

TIC: BG017980.D

21.20

23.42

22.38
N

0
Time-->

A
LA A L B e e O L e L B O B L L B

21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On = 20 Jul 2015 4:47

Operator : TP/UM

ﬁ?ggle i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 4

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

2.86 21.52 ng 567953 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 29 (2.859 min): BG017980.D (-25) (-) m/z 73.10 100.00%
7B
5000
43
2.802.903.00 3.10 3.20 3.30
o il 8 116 207 287 303 m/z  43.00 29.63%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.00 3.10 3.20 3.30
m/z 87.10 25.00%
0I?KW”%%”Wéﬁﬁ”“I””P”'P”W“'W””P”'P”W””I“”P“
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
2.802.903.00 3.10 3.20 3.30
5000 m/z 55.05 21.14%
45
29
o 101
Tﬁ‘wmﬁwmmmwmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1968: Silane, tetramethyl-
73 2.802.903.00 3.10 3.20 3.30
m/z 71.10 11.42%
5000
45
o2 | | 88
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.802.903.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On = 20 Jul 2015 4:47

Operator : TP/UM

ﬁ?ggle i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4._.15 2.94 ng 77500 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 249 (4.152 min): BG017980.D (-244) (-) m/z 83.00 100.00%
a3
55
5000 98
43
T
3.80 4.00 4.20 4.40
0....,....-|,"‘..":| Lo e s A w/z 55.05  74.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRS SR R L
29 98 3.80 4.00 4.20 4.40
m/z 98.10 42 .84%
0 H \‘\\\ H‘ | 67 ! ,
LI SULELL IULLL S SURLEL WAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 380 4.00 420 440
5000 43 m/z 43.00 29.01%
98
29
69
S L L S U S S B S SN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3308: 2-Pentene, 2,3-dimethyl- B B R
5 83 3.80 4.00 4.20 4.40
a1 m/z 39.00 19.90%
5000 - 98
69
15 ‘ ‘
0% |”“'w'ﬂwl"“'F'”'l'“'l'“'l'“'l'“'l'“'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On = 20 Jul 2015 4:47

Operator : TP/UM

ﬁ?ggle i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.74 57.80 ng 1525780 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 349 (4.739 min): BG017980.D (-342) (-) m/z 43.00 100.00%
43
59
5000
101
AN R
440 4.60 4.80 5.00
83
o....,....','...+|,..7.1.,~....',....,?2.5.‘.,....,....,....,2.0.7.. m/z 59.00 63.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BRSNS SRR
440 4.60 4.80 5.00
59 m/z 101.00 30.36%
2\7\ Il H 70 83 10‘1
L L I U L S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500
0
5000 101 m/z 58.00 17.21%
28 59
70 84
15
S R L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4330: Butane, l—ethoxy— LI L L lﬁ/|\_
50 440 4.60 4.80 5.00
31 m/z 41.05 9.02%
5000
3 73
o 15 % \‘ ‘ | 87 102
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On = 20 Jul 2015 4:47

Operator : TP/UM

ﬁ?ggle i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 5 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.80 5.75 ng 151837 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 47
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 28
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 16

Abundance Scan 530 (5.803 min): BG017980.D (-523) (-) m/z 73.00 100.00%
a3 B
5000
e | 550 Sho 5k 6k ¢k
ot e L 35 h/z 43.00  80.96Y%
m/z--> 50 100 150 200 250 300 350
Abundance #13058: 2-Pentanone, 4-methoxy-4-methy!-
73
43
5000 SRR RAREE AR RN
5.40 5.60 5.80 6.00 6.20
115 m/z 115.00 12 .53%
Ouuuu‘u““||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
30 73
540 560 580 6.00 6.20
5000 m/z 100.10 8.35%
0 55 99 117
m/z--> 50 100 150 200 250 300 350
Abundance #725: Acetamide, N-methyl- R L
43 73 5.40 5.60 5.80 6.00 6.20
m/z 41.05 7 .39%
5000
15
m/z--> 50 100 150 200 250 300 350 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On = 20 Jul 2015 4:47

Operator : TP/UM

ﬁ?ggle i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 6 unknown7.12 Concentration Rank 1

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

7.12 106.23 ng 2804060 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (7.119 min): BG017980.D (-747) (-) m/z 132.00 100.00%
132
5000
68
© st |l e o | oBTho Tk 7k
o} B T o m/z 68.10 35.28%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S DA AR AR RARRE
6.80 7.00 7.20 7.40
2 51 m/z 134.00 33.99%
0"kﬁﬁlw'l'““jg"'l“'”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
680 7.00 7.20 740
5000 67 m/z 66.00 23.46%
41 97
53
79 117
107
e L B A UL W L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R e EREmam T
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 15.33%
5000 og 116
b Lo Ll ‘\ Ll 158 189
e L B SO UL L L DL WL B A L UL R
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO71915\

Data File : BG017980.D

Acq On 20 Jul 2015 4:47

Operator : TP/UM

3?22'6 i 62975-03 AB-SLOPE-FAIL-2(0-2
ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.M
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... 2.86 21.5 ng 567953 1 7.58 527911 20.0
3-Penten-2-one, 4. .. 4.15 2.9 ng 77500 1 7.58 527911 20.0
2-Pentanone, 4-hy... 4.74 57.8 ng 1525780 1 7.58 527911 20.0
2-Pentanone, 4-me. .. 5.80 5.8 ng 151837 1 7.58 527911 20.0
unknown7 .12 7.12 106.2 ng 2804060 1 7.58 527911 20.0
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