LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 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-BF031115.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 1.458 46 50 53 rvB 303271 442908 21.29% 3.242%
2 1.630 62 65 68 rBY = 239153 354056 17.02% 2.591%
3 1.790 78 79 89 rBv 33983 59224 2.85% 0.433%
4  4.933 353 354 359 rBvY 40083 59428 2.86% 0.435%
5 5.459 397 400 403 rBvY 578192 582889 28.02% 4.266%

6.739 509 512 522 rBV 410591 374644 18.01% 2.742%
6.887 522 525 527 rBV 897530 1163537 55.93% 8.516%
7.173 547 550 552 rBV 350106 331433 15.93% 2.426%
1252867 1134140 54.51% 8.301%
7.870 608 611 613 rBvV 764021 886387 42.60% 6.488%
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11 8.750 685 688 690 rBvV 441154 458121 22.02% 3.353%
12 10.088 803 805 808 rBV 1715268 1851524 88.99% 13.552%
13 10.911 875 877 880 rBvV 520964 542851 26.09% 3.973%
14 11.814 954 956 958 rVB 37310 33535 1.61% 0.245%
15 11.894 960 963 965 rBV 1032528 1085780 52.19% 7.947%

16 12.751 1035 1038 1041 rBV 609910 572198 27 .50% 4.188%
17 14.740 1210 1212 1215 rBV 1671589 2080514 100.00% 15.228%

18 15.917 1313 1315 1322 rBvV 56890 88575 4.26% 0.648%

19 16.031 1322 1325 1328 rBvV 605900 628644 30.22% 4.601%

20 16.225 1333 1342 1348 rVV6 6333 31412 1.51% 0.230%

21 17.791 1471 1479 1488 rVB 565322 879848 42.29% 6.440%

22 19.083 1589 1592 1597 rVB5 10076 21014 1.01% 0.154%
Sum of corrected areas: 13662662
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\

Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

ﬁ?ggle ; G1533-02 BV
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77760.D
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Abundance TIC: BFO77760.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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.

1.63 21.37 ng 354056 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 65 (1.630 min): BFO77760.D (-62) (-) m/z 73.10 100.00%
7B
5000
43
55 87 e
5 0 | 120 1.40 1.60 1.80 2.00
SN U 1 O U m/z 43.05 34.87%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 95 1.20 1.40 1.60 1.80 2.00
87 m/z 87.10 26.29%
T Jl“$?"3glk T | T "|§2'§Z H'l USRI "'%O}" L
m/z--> 20 50 60 70 80 90 100
Abundance
73
120 1.40 160 1.80 2.00
5000 43 m/z 55.10 23.92%
58
LA LR UL UL UL FUL L SR S L UU
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- P
7B 1.20 1.40 1.60 1.80 2.00
m/z 71.10 11.07%
5000
45
29
L] 39‘\ 5 %5 67 101
m/z--> 20 30 40 50 60 7'0 80 9 100 ' 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.93 3.59 ng 59428 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 3-Octanol 130 C8H180 000589-98-0 9

Abundance Scan 354 (4.933 min): BFO77760.D (-353) (-) m/z 43.10 100.00%
a3
5000 59
101 IBESARBE RS RN R
| 83 | 4.60 4.80 5.00 5.20
T = o o e m/z 59.10 51.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS LS UL UL
59 460 480 500 520
m/z 101.10 18.04%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
41 4.60 480 500 520
5000 m/z 58.10 15.10%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A o e e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.61%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 5 unknown6.89 Concentration Rank 1

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

6.89 70.21 ng 1163540 1,4-Dichlorobenzene-d4 7.17
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 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 525 (6.887 min): BFO77760.D (-522) (-) m/z 132.00 100.00%
32
5000
68
ISR L
40 54 ” _— 6.60 6.80 7.00 7.20
ety ot 8 el e W/Z 134.00 34.07%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U LA IR R U
6.60 6.80 7.00 7.20
31 51 m/z 68.10 31.40%
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
660 6.80 7.00 7.20
5000 67 m/z 66.10 19.10%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R e e e
132 6.60 6.80 7.00 7.20
m/z 96.10 12.17%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 7 1-Tetracosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.82 ng 88575 Chrysene-di12 16.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
3 1-Heptadecanol 256 C17H360 001454-85-9 90
4 Cyclotetradecane 196 C14H28 000295-17-0 87
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 1315 (15.917 min): BF077760.D (-1313) (-) m/z 57.10 100.00%
57 83
5000 111
3 139 15.60 15.80 16.00 16.20
207 m/z 83.10 89.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83 RARARRARARRS AARRARARES
15.60 15.80 16.00 16.20
18 11 m/z 43.05 87.81%
| L e 140 168 196 238 266 308 336
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 LRI SRR BN B
15.60 15.80 16.00 16.20
5000 m/z 55.05 86.85%
29 111

139 167 196 204 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92320: 1-Heptadecanol
55 g3 15.60 15.80 16.00 16.20
m/z 69.10 83.49%
5000
29
J\“ L 139 168 210 238
RN RARAE LA RLE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031615\
Data File : BFO77760.D

Acq On : 16 Mar 2015 18:43

Operator : TP/1Z

Sample - G1533-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.63 21.4 ng 354056 1 7.17 331433 20.0
2-Pentanone, 4-hy... 4 .93 3.6 ng 59428 1 7.17 331433 20.0
unknown6 .89 6.89 70.2 ng 1163540 1 7.17 331433 20.0
1-Tetracosanol 15.92 2.8 ng 88575 5 16.03 628644 20.0
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