LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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 2.752 6 11 20 rvv 122573 242566 7.00% 1.119%
2 2.834 20 25 30 rvv 118804 163458 4.72% 0.754%
3 4.773 350 355 363 rvB 173883 234181 6.76% 1.080%
4 5.249 430 436 450 rBV 1200855 1747211 50.40% 8.060%
5 6.847 701 708 724 rBV 1197723 1897206 54.73% 8.752%

7.200 759 768 778 rBV 1249137 1955010 56.39% 9.018%
7.658 840 846 853 rBV 270442 407990 11.77% 1.882%
913128 1474219 42.53% 6.801%
8.815 1036 1043 1051 rBV 710671 1135087 32.74% 5.236%
10.443 1313 1320 1334 rVB 364496 606291 17.49% 2.797%
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11 12.922 1735 1742 1759 rVB 1815145 2573273 74.23% 11.871%
12 13.762 1880 1885 1893 rBV 46082 65514 1.89% 0.302%
13 14.303 1970 1977 1986 rBV2 529855 795177 22.94% 3.668%
14 15.795 2224 2231 2250 rBV 1124425 1582308 45.64% 7.299%
15 16.019 2262 2269 2276 rBV 21138 38430 1.11% 0.177%

16 17.041 2436 2443 2453 rBV2 680429 952825 27.49% 4 _.395%
17 17.946 2592 2597 2607 rBV2 26546 51832 1.50% 0.239%
18 19.673 2885 2891 2905 rBV 2687608 3466667 100.00% 15.992%
19 20.936 3101 3106 3116 rBV 168952 252507 7.28% 1.165%
20 21.224 3149 3155 3168 rBV 853110 1025034 29.57% 4.728%

21 23.457 3527 3535 3551 rVB 516622 1011019 29.16% 4.664%

Sum of corrected areas: 21677805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016502.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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.

2.83 8.01 ng 163458 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 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9

Abundance Scan 24 (2.828 min): BG016502.D (-20) (-) m/z 73.05 100.00%
g}
5000
43 55 87
| | 147 207 2.80 2.90 3.00 3.10 3.20
T e T S L m/z 43.10 24 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA UL ORI AR UL AR B
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 23.31%
2 0l
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 20.00%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 12.08%
5000 43 87
15 72
'"W'w"ﬂ"??”l'l'“'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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.

4.77 11.48 ng 234181 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 53
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Guanidine 59 CH5N3 000113-00-8 38
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 354 (4.767 min): BG016502.D (-350) (-) m/z 43.05 100.00%
43
59
5000
101
440 4.60 4.80 5.00 5.20
e Sl 83l T8 8 m/z 59.10 67.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI SRR R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 29.51%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
0,
5000 101 m/z 58.10 18.29%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine TR T
4 59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.82%
5000 18
28
12 ol ‘ ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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 95.84 ng 1955010 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 (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-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 768 (7.200 min): BG016502.D (-759) (-) m/z 132.00 100.00%
5000 o8
0 | % J 6.80 7.00 7.20 7.40 7.60
4 54 - - - - -
eyl L7 8T L5015 “n/z 68.10  36.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 -
5000 ISR L LN L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 34.07%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.30%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.91%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . )AL VSR A C—
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.94 4.93 ng 252507 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Docosene 308 C22H44 001599-67-3 93
3 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 93
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 3107 (20.942 min): BG016502.D (-3101) (-) m/z 57.10 100.00%
57 7
5000
125
3 7 153 208 20.60 20.80 21.00 21.20
N - .-L.*. A m/z 97.10 94.18%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000
20.60 20.80 21.00 21.20
29 111 m/z 83.10 91.39%
, ,\\, LU ,\\H,\LI J\ 139 167 196 23 250 280
m/z--> 50 100 150 200 250 300 350
Abundance
55
o7 20.60 20.80 21.00 21.20
5000 m/z 55.10 82.46%
29
125
79 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester B EEREE Ea s e e
57 83 20.60 20.80 21.00 21.20
m/z 69.10 81.36%
5000 1l
29
139 250
A HHH ,h, |68 104 24T 2T 30
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016502.D

Acq On : 17 Apr 2015 23:20

Operator : TP/1Z

Sample - G1880-09

Misc :

ALS Vial : 17 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... 2.83 8.0 ng 163458 1 7.66 407990 20.0
2-Pentanone, 4-hy... 4.77 11.5 ng 234181 1 7.66 407990 20.0
unknown? .20 7.20 95.8 ng 1955010 1 7.66 407990 20.0
5-Eicosene, (E)- 20.94 4.9 ng 252507 5 21.22 1025030 20.0
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