LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 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-BG040615.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 2.755 5 11 20 rBv 154983 328796 16.54% 2.170%
2 2.837 20 25 30 rvv 73104 111888 5.63% 0.738%
3 2.884 30 33 39 rvB 15183 20659 1.04% 0.136%
4 4.776 349 355 362 rBvY 114465 156424 7.87% 1.032%
5 5.252 430 436 445 rBV 747484 1053141 52.96% 6.949%

6.850 701 708 722 rBV 759941 1153892 58.03% 7.614%
7.196 760 767 776 rBV 766111 1177374 59.21% 7.769%
7.661 838 846 853 rBV 258030 394142 19.82% 2.601%
555595 851268 42.81% 5.617%
8.818 1035 1043 1051 rBV 426108 678990 34.15% 4.481%
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11 10.446 1313 1320 1331 rBV 351080 589458 29.64% 3.890%
12 12.925 1735 1742 1754 rVB 1041727 1501695 75.52% 9.909%
13 13.759 1879 1884 1895 rBV 62853 89592 4_.51% 0.591%
14 14.300 1970 1976 1984 rBV2 540862 797353 40.10% 5.262%
15 15.792 2224 2230 2241 rBV 746397 1008321 50.71% 6.654%

16 17.044 2437 2443 2452 rBV2 683045 966065 48.58% 6.375%
17 19.670 2885 2890 2900 rBV 1525604 1988473 100.00% 13.121%
18 20.933 3101 3105 3116 rBV2 76912 130051 6.54% 0.858%
19 21.221 3149 3154 3167 rBV 888262 1098276 55.23% 7.247%
20 23.448 3526 3533 3545 rBV2 566990 1058456 53.23% 6.985%

Sum of corrected areas: 15154314
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library - C:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG041615\
BG016467.D
16 Apr 2015 22:00

TP/1Z

G1890-04

12 Sample Multiplier: 1

\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

1400000

1200000

1000000

800000

600000

400000

200000¢.

75

.84
.88

5.25

4.78

TIC: BG016467.D

6.85 7.20

7.66

7.98
8.82

10.45

0
Time-->

T
9.50 10.00 10.50 11.00

3.00 3.50

400 450 500 550 6.00

6.50 7.00 7.50

8.00 850 9.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

12.93

14.30

13.76

TIC: BG016467.D

15.79

17.04

19,67

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

1400000

1200000

1000000

800000

600000

400000

200000

0

21.22

20.93

23.45

TIC: BG016467.D

Time-->

21.00 21.50 22.00 2250 23.00 2350 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\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 5

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

2.84 5.68 ng 111888 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 26 (2.843 min): BG016467.D (-20) (-) m/z 73.05 100.00%
7B
5000
43 55 87
39 2.80 2.90 3.00 3.10 3.20
50 | 59 78
W““vmv“W“W“W““WJHJ$“W““L“P“W“WLh““W“v“W“wm m/z 87.10 25.55%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73 g
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 43.10 22.95%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 19.09%
44 58
18 27
15 40 54
A RRAL) KAL) RARRN LARE) RAL) RARN RARAN ALY LRSS RRANS RALA WAL RARLY LALLM KARRA REAR) LARE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.57%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
m/z--> 5 10 15 20 25 30 35 4'0 45 50 55 6|O 65 70 75 80 85 9'0 95 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 4

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

4.78 7.94 ng 156424 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 33
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 356 (4.782 min): BG016467.D (-349) (-) m/z 43.05 100.00%
a3
59
5000
101
440 4.60 4.80 5.00 5.20
.,....,....-,'..~:I,....f‘.3...',....,....,.... 2% Tm/z 59.10  69.69%
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RN RN LR
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 32.80%
15 4 ‘ 101
'|“'tw“hw"“l'“'?i"L"w"“l'“' [rrrrrrrrrrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500 520
5000 m/z 58.10 20.46%
101
71
15 28 56 86
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #205: Acetone e e AR S a e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.94%
5000
15
58
27
'%'J'VW'ﬂ“"w"'w"'w"'w"“l"“ [rrorrrrrrrrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown7.20 Concentration Rank 1

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

7.20 59.74 ng 1177370 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 768 (7.202 min): BG016467.D (-760) (-) m/z 132.00 100.00%
132
5000
68
% 6.80 7.00 7.20 7.40 7.60
40 54
{8 26 S m/z 68.10 34.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AU NI R IR
6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.13%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 21.18%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R AREEaE R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 12.62%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.93 2.37 ng 130051 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
3 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 90

Abundance Scan 3104 (20.927 min): BG016467.D (-3101) (-) m/z 83.10 100.00%

o7

5000

-

20.60 20.80 21.00 21.20
m/z 57.10 97 .68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
5

69 g3

5

5000

20. 60 20. 80 21. OO 21.20
m/z 97.10 95.45%

125
139153 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
T e T
4 69 83 20.60 20.80 21.00 21.20
5000 97 m/z 69.05 83.82%
111
27 125

139153167 182196210224 252 280

Www’wwwmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e
43 57 20.60 20.80 21.00 21.20

m/z 55.10 83.73%

-

5000

111
125

| 139154168183 210224 252
e B S e ES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20

5
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016467.D

Acq On : 16 Apr 2015 22:00

Operator : TP/1Z

Sample : G1890-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.84 5.7 ng 111888 1 7.66 394142 20.0
2-Pentanone, 4-hy... 4.78 7.9 ng 156424 1 7.66 394142 20.0
unknown7 .20 7.20 59.7 ng 1177370 1 7.66 394142 20.0
Cyclopentadecane 20.93 2.4 ng 130051 5 21.22 1098280 20.0
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