LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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 2.800 13 19 28 rBvY 384875 595634 13.46% 2.811%
2 2.876 28 32 45 rVB 427911 509002 11.50% 2.402%
3 4.815 356 362 369 rBv2 47640 71253 1.61% 0.336%
4 5.279 435 441 450 rBV 498237 716897 16.20% 3.384%
5 6.872 705 712 723 rBVY 331385 500016 11.30% 2.360%

7.230 766 773 785 rVB 996984 1520198 34.35% 7.175%
7.700 846 853 860 rvB 230866 355266 8.03% 1.677%
933421 1435992 32.45% 6.778%
8.857 1042 1050 1060 rBV 787273 1280202 28.93% 6.043%
10.485 1319 1327 1335 rBV 359351 583093 13.18% 2.752%
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11 12.959 1741 1748 1756 rBV 2152688 3121231 70.53% 14.732%
12 13.793 1886 1890 1895 rBV 40494 52799 1.19% 0.249%
13 14.339 1976 1983 1992 rVB2 549620 835850 18.89% 3.945%
14 15.826 2230 2236 2250 rBV 1464056 1977295 44.68% 9.333%
15 17.077 2443 2449 2460 rBV 757050 1017977 23.00% 4 _805%

16 19.709 2890 2897 2909 rBV 3421941 4425670 100.00% 20.889%
17 20.967 3106 3111 3118 rBV 98676 141072 3.19% 0.666%

18 21.255 3154 3160 3171 rBV 853646 1046928 23.66% 4.941%
19 23.499 3534 3542 3551 rBV2 517724 1000207 22.60% 4.721%

Sum of corrected areas: 21186582
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040715\
Data File : BG016271.D

Acqg On : 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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

Abundance TIC: BG016271.D

3000000
2500000
2000000
1500000
1000000 .23 8.02

5.28
500000{2%68 6.87 270 10.48

4.82
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016271.D

19.71
3000000

2500000
12.96
2000000

1500000 15.83

1000000
17.08

14.34
500000

13.79

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 18.50 19.00 19.50 20.00
Abundance TIC: BG016271.D

3000000
2500000
2000000
1500000

1000000 21.25

23.50
500000 A

20.97
L R AR e e R e R e e e e ABEREES

Time--> 21.00 21.50 22.00 22.50 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\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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 4

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

2.88 28.65 ng 509002 1,4-Dichlorobenzene-d4 7.70
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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 33 (2.882 min): BG016271.D (-28) (-) m/z 73.05 100.00%
7B
5000
43 55 87
2.802.903.003.103.20 3.30
..,....,...3.3,':.'..5,0..|..,6.2.?7.,|..'..,....,....,...., m/z 43.10 26.45%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.903.003.103.20 3.30
55 87 m/z 87.10 23.99%
Pw w el
mz-> 20 30 40 50 60 70 8 9 100
Abundance
73
2.802.903.003.103.20 3.30
5000 m/z 55.10 20.30%
45
29
39 50 °° 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #1968: Silane, tetramethyl-
78 2.802.903.003.103.20 3.30
m/z 71.10 10.67%
5000
45
29 37 || 53 59 65 |, 80 88
m/z--> 20 30 40 50 60 70 80 9 100 ' 2.802.903.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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 5

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

4.82 4.01 ng 71253 1,4-Dichlorobenzene-d4 7.70
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 2-Butanol, l1l-methoxy- 104 C5H1202 053778-73-7 23
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 12

Abundance Scan 363 (4.821 min): BG016271.D (-356) (-) m/z 43.10 100.00%
48
59
5000
101
440 460 4.80 5.00 5.20
83
...,....,....,....-,'.'..‘.‘?..~.'.|,....,7'3...,.-...,...!,....,. m/z 59.10 64.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B LA UL LN
440 460 4.80 5.00 5.20
59 m/z 101.10 28.27%
21 37 | 53 ‘ 67 77 83 o1 }?1
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 21.92%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4660: 2-Butanol, 1-methoxy-
50 440 4.60 4.80 5.00 5.20
m/z 41.10 9.31%
5000 8l 45
75
B o] s e e 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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 unknown7.23 Concentration Rank 1

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

7.23 85.58 ng 1520200 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
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 773 (7.230 min): BG016271.D (-766) (-) m/z 132.00 100.00%
32
5000 68
96 N 700 750 T a0 780
40 54 103 6.80 7.00 7.20 7.40 7.60
....,...::n:..“ﬁ....,‘?l.,....,..5.‘?,..!.,.':..,.1.1?.,....,'...,.. m/z 68.10  39.41%
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 A A IR LR L
6.80 7.00 7.20 7.40 7.60
0,
31384451 78 m/z 134.00 32.80%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.0 7.40 7.60
5000 67 m/z 66.10 23.56%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R B L
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 14 .58%
97
5000
70
31
;o M8l B0 1T gs | 05 196
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.97 2.69 ng 141072 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 1-Heptadecanol 256 C17H360 001454-85-9 87
4 Cyclopentadecane 210 C15H30 000295-48-7 86
5 1-Hexadecanol 242 C16H340 036653-82-4 86
Abundance Scan 3112 (20.973 min): BG016271.D (-3106) (-) m/z 83.10 100.00%
55 69 7
5000 41 11
139154168 195210 267 283 20.60 20.80 21.00 21.20
e m/z 97.05 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43
5000
20.60 20.80 21.00 21.20
29 125 m/z 55.05 90.81%
15 | | 139154168182196010024238 266
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4357 oo
97 20.|60 20.|80 21.'00 21.'20 '
5000 m/z 69.10 88.20%
29 111
125
139153168 196 241
mﬁmﬁmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol
69 83 20.60 20.80 21.00 21.20
4 m/z 57.10 82.83%
5000
5 125
139154168182 210 238

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\BG040715\
Data File : BG016271.D

Acq On > 7 Apr 2015 23:36

Operator : TP/1Z

Sample - G1779-11

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... 2.88 28.6 ng 509002 1 7.70 355266 20.0
2-Pentanone, 4-hy... 4.82 4.0 ng 71253 1 7.70 355266 20.0
unknown7 .23 7.23 85.6 ng 1520200 1 7.70 355266 20.0
1-Nonadecene 20.97 2.7 ng 141072 5 21.25 1046930 20.0
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