LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acq On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial : 11 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_F\METHODS\8270-BF083116.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 1.735 11 13 65 rvB 3259436 8390230 100.00% 15.418%
2 4.741 274 276 291 rBV 624689 1219459 14.53% 2.241%
3 5.199 313 316 318 rBV 3749140 4631385 55.20% 8.511%
4 6.262 406 409 417 rBV 3346825 5044976 60.13% 9.271%
5 6.387 417 420 422 rBV 3592267 5012891 59.75% 9.212%

6.616 438 440 446 rBvV 915535 1022501 12.19% 1.879%
6.764 451 453 456 rBV 2519460 3603173 42.94% 6.621%
7.187 487 490 492 rBV 2746145 3393004 40.44% 6.235%
7.896 550 552 562 rBV 1201092 1418464 16.91% 2.607%
8.982 644 647 649 rBV 5017608 5298909 63.16% 9.737%

=
QO ~NO®

11 9.382 679 682 684 rBvV 686288 945087 11.26% 1.737%
12 9.645 702 705 715 rVvVB 1797378 1746271 20.81% 3.209%
13 10.102 738 745 746 rBV2 81083 136755 1.63% 0.251%
14 10.433 771 774 776 rBV 2684065 3436201 40.95% 6.314%
15 10.571 784 786 790 rBV 116493 154671 1.84% 0.284%

16 11.119 831 834 836 rBV 1467511 1812764 21.61% 3.331%
17 11.668 880 882 886 rBv2 110925 135756 1.62% 0.249%
18 12.696 969 972 975 rBV 3848757 4017411 47.88% 7.382%
19 13.611 1049 1052 1058 rBV 232966 378176 4_.51% 0.695%
20 13.725 1060 1062 1065 rBV 1511444 1470289 17.52% 2.702%

21 15.074 1177 1180 1182 rBV 808389 1150411 13.71% 2.114%

Sum of corrected areas: 54418784
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acqg On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance -
5000000 TIC: BF090008.D

4000000 520 6.39

1.74 6.26)

3000000 719
6.76

2000000
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4000000 12.70
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8270-BF083116.M Thu Sep 08 11:15:12 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acq On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 23.85 ng 1219460 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 276 (4.741 min): BF090008.D (-274) (-) m/z 43.10 100.00%
43
5000 59 A\\
101 EASADENSABESARARRARR M
4.40 4.60 4.80 5.00
b bl 83l e0 8 | h/; 59.10  48.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 58.10 15.07%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 101.10 14 _.45%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.40 4.60 4.80 5.00
m/z 41.10 8.49%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00

8270-BF083116.-M Thu Sep 08 11:15:13 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acq On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.39 Concentration Rank 2

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

6.39 98.05 ng 5012890 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 420 (6.387 min): BF090008.D (-417) (-) m/z 132.10 100.00%
132
5000
68
96 IIIIIIIIIIIIIIIIIIII
40 ‘ 6.00 6.20 6.40 6.60 6.80
3 S T -|-| qrer | eus m/z 134.10  33.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRI AR RS AR R
6.00 620 6.40 6.60 6.80
2 78 m/z 68.05 32.71%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 6.40 6.60 6.80
5000 gg 116 m/z 66.10 20.62%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 12.93%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | G
m/z--> 60 80 100 120 140 160 180 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acq On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.61 5.14 ng 378176 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1052 (13.611 min): BF090008.D (-1049) (-) m/z 57.10 100.00%

7 g3

5000

:

13.20 13.40 13.60 13.80 14.00
m/z 43.10 95.79%

o 139154 182 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

:

5000 | AL LI L L L L L L L L
13.20 13.40 13.60 13.80 14.00
m/z 55.10 92.70%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
e e it
13.20 13.40 13.60 13.80 14.00
5000 11 m/z 83.10 81.70%
29 139

0 167182 210 238 264280 308

m@ﬂmmmﬁrmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)- S B e S
13.20 13.40 13.60 13.80 14.00
m/z 97.10 79.10%

:

5000

:

T T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090008.D

Acq On : 7 Sep 2016 16:45

Operator : UM/SJ

Sample : H4676-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.74 23.9 ng 1219460 1 6.62 1022500 20.0
unknown6 .39 6.39 98.0 ng 5012890 1 6.62 1022500 20.0
1-Heneicosanol 13.61 5.1 ng 378176 5 13.73 1470290 20.0
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