LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 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

2.793 13 18 27 rBvV 478928 737607 18.11% 3.331%
2.870 27 31 45 rVB 468580 572183 14.05% 2.584%
rBv2 44998 68587 1.68% 0.310%
5.285 436 442 453 rBvY 555949 811819 19.93% 3.666%
6.877 705 713 724 rBV 359948 546946 13.43% 2.470%
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7.229 766 773 784 rBV 1101513 1698992 41.71% 7.672%
7.694 844 852 859 rBV 269846 411575 10.10% 1.858%
8.011 899 906 913 rBV 978160 1503552 36.91% 6.789%
8.851 1041 1049 1062 rBV 789972 1291826 31.71% 5.833%
10.479 1319 1326 1333 rBV 398820 637055 15.64% 2.877%

=
QO ~NO®

11 12.952 1740 1747 1759 rBV 2161164 3073162 75.44% 13.877%
12 14.333 1975 1982 1991 rBV2 604135 892949 21.92% 4.032%
13 15.690 2208 2213 2218 rVB 50187 61156 1.50% 0.276%
14 15.819 2229 2235 2246 rBV 1480094 2027805 49.78% 9.156%
15 17.071 2442 2448 2455 rBV2 794324 1074891 26.39% 4 _.854%

16 17.970 2596 2601 2607 rBV2 53163 86241 2.12% 0.389%
17 19.703 2890 2896 2910 rBV 3109294 4073823 100.00% 18.395%
18 20.960 3105 3110 3120 rBV 222793 321539 7.89% 1.452%
19 21.248 3153 3159 3168 rBvV 948809 1167923 28.67% 5.274%
20 23.487 3533 3540 3551 rVB2 565512 1086622 26.67% 4.907%

Sum of corrected areas: 22146253
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vvial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BG016333.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 4

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

2.87 27.80 ng 572183 1,4-Dichlorobenzene-d4 7.69
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 31 (2.870 min): BG016333.D (-27) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| 147 007 2.802.903.003.10 3.20 3.30
O b e e e e e 29 | m/z 43.10  27.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.003.10 3.20 3.30
55 87 m/z 87.05 24.10%
i
"”I'N”“¢'”I'J“I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.802.903.003.10 3.20 3.30
5000 m/z 55.10 19.80%
45
29
59 101
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #720: N-Ethylformamide
2.802.903.003.10 3.20 3.30
73 m/z 71.10 11.39%
5000
44 58
o ]
”'UIM"Mm"I”"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 2.802.903.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 6

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

4.81 3.33 ng 68587 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 27
4 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 361 (4.809 min): BG016333.D (-354) (-) m/z 43.10 100.00%
a3
59
5000
101
73 g3 440 460 480 500 520
n 53.I s | f | 0
e I B e LA e m/z 59.10 67 .65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI SR U N
440 4.60 4.80 5.00 5.20
m/z 101.10 32.05%
25 31 37 | 83 o3 %
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 19.86%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl-
31 59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.71%
5000
41
25, “‘\‘47 53] | B gy 12
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\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 unknown7.23 Concentration Rank 1

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

7.23 82.56 ng 1698990 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 773 (7.229 min): BG016333.D (-766) (-) m/z 132.00 100.00%
32
5000 68
96 5 700 750 70 780
40 ,- 54 75 103 6.80 7.00 7.20 7.40 7.60
e e B g L s e Tm/z 68.10  37.99%
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 IR R S L L
6.80 7.00 7.20 7.40 7.60
78 m/z 134.00 33.06%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 22.70%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e EEas REEEE L
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14.06%
5000 67
41 97
53 117
"P"'I“"I?ﬂ'hj"W“M'W'“MJP'“Uf”'é?'L'I}Pﬁl"jﬂ%%?'lt" N ISR L I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BG040615.M Mon Apr 13 14:11:16 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 6 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.96 5.51 ng 321539 Chrysene-d12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclopentadecane 210 C15H30 000295-48-7 95
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 93
5 1-Heptadecanol 256 C17H360 001454-85-9 91

Abundance Scan 3110 (20.960 min): BG016333.D (-3105) (-) m/z 83.05 100.00%

5000
125

20.60 20.80 21.00 21.20
m/z 57.10 89.69%

139153168182 207202 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55

69 83

5000 97
20.60 20.80 21.00 21.20

111 m/z 97.10 85.63%
125
2 i 139153167182196210224 252 280
S

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

41 55
69 g3
20.60 20.80 21.00 21.20
5000 97 m/z 55.05 82.50%
111
27 12

5
139153 182 210

ﬁmmwwmﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 57 8

20.60 20.80 21.00 21.20
m/z 69.10 79.27%

97

5000

29
125

139153168180196719224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041015\
Data File : BG016333.D

Acq On : 10 Apr 2015 23:34

Operator : TP/1Z

Sample - G1806-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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... 2.87 27.8 ng 572183 1 7.69 411575 20.0
2-Pentanone, 4-hy... 4.81 3.3 ng 68587 1 7.69 411575 20.0
unknown7 .23 7.23 82.6 ng 1698990 1 7.69 411575 20.0
5-Eicosene, (E)- 20.96 5.5 ng 321539 5 21.25 1167920 20.0
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