LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77711.D

Aca On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample : G1l474-07

Misc oW

ALS Vial : 29 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\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 heiaht area % max. total
1 1.458 46 50 53 rvB 256399 372485 15.54% 2.586%
2 1.618 61 64 67 rvB 268347 315619 13.17% 2.191%
3 1.790 77 79 88 rBv 37194 62686 2.62% 0.435%
4 4.933 352 354 361 rVB 74928 86972 3.63% 0.604%
5 5.459 397 400 402 rBV 658917 711692 29.69% 4.941%

6.739 509 512 514 rBV 408268 461430 19.25% 3.204%
6.876 522 524 527 rBV 1167569 1274772 53.18% 8.851%
7.173 547 550 552 rBV 271318 320699 13.38% 2.227%
7.356 563 566 568 rBvV 1359173 1224414 51.08% 8.501%
7.859 608 610 613 rBvV 878905 896506 37.40% 6.224%

=
QO ~NO®

11 8.750 685 688 690 rBvV 330918 444730 18.55% 3.088%
12 10.088 803 805 808 rBV 2032745 2015349 84.08% 13.992%
13 10.305 822 824 827 rVB 35782 30843 1.29% 0.214%
14 10.911 875 877 880 rBvV 560186 550623 22.97% 3.823%
15 11.894 960 963 965 rBV 1265815 1247795 52.06% 8.663%

16 12.031 973 975 979 rBV 32986 41272 1.72% 0.287%
17 12.751 1035 1038 1041 rBV 621188 584101 24.37% 4 _055%
18 13.517 1103 1105 1108 rBV 16740 23975 1.00% 0.166%
19 14.751 1210 1213 1215 rBV 2136185 2396896 100.00% 16.642%
20 15.917 1312 1315 1320 rBV 68788 96330 4.02% 0.669%

21 16.031 1322 1325 1327 rVV 582284 634922 26.49% 4.408%
22 17.734 1471 1474 1476 rBV 426418 608969 25.41% 4.228%

Sum of corrected areas: 14403080
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF031115\
BFO77711.D
12 Mar 2015
TP/1Z
G1474-07

W
29

3:39

Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77711.D

Aca On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample : Gl474-07

Misc oW

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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.

1.62 19.68 ng 315619 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 64 (1.618 min): BFO77711.D (-61) (-) m/z 73.10 100.00%
73
5000
43
55 87 R & U
50 | o7 1.20 1.40 1.60 1.80 2.00
N = ORI 4 N AN O m/z 43.10 35.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 55.10 25.36%
0 ‘ﬁg 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
0o g 87 120 1.40 160 1.80 2.00
5000 m/z 87.10 25 .34%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R Rmmmm e
7B 1.20 1.40 1.60 1.80 2.00
m/z 71.10 12.11%
5000
45
29
0 3O ™ er | 101
mz-> 10 20 30 40 50 60 70 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\BF031115\
Data File : BFO77711.D

Aca On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample : Gl474-07

Misc oW

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5.42 ng 86972 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propvlamine 59 C3HON 000107-10-8 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 354 (4.933 min): BFO77711.D (-352) (-) m/z 43.10 100.00%
a3
59
5000
101 IBESARBERERE NUAE RAE
| 83 | 4.60 4.80 5.00 5.20
o) SRS 1 MDY | RS S m/z 59.10 58.02%
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 19.94%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
4.60 480 500 520
5000 m/z 58.10 15.85%
59
17 4 5
e S I S SULIURS UL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI L L L B
43 4.60 4.80 5.00 5.20
m/z 41.10 9.12%
5000
101
15 97 . 71
o | 10,33 |l 49 %62 | 77 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\BF031115\
Data File : BFO77711.D

Aca On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample : Gl474-07

Misc oW

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.88 Concentration Rank 1

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

6.88 79.50 ng 1274770 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 524 (6.876 min): BF077711.D (-522) (-) m/z 132.00 100.00%
132
5000 68
96 R U S R
40 5y -8 06 6.60 6.80 7.00 7.20
01 e B m/z 68.10 43.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U S R L
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.28%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20
5000 m/z 66.10 27 .95%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 17.43%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN { G A S
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77711.D

Aca On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample : Gl474-07

Misc oW

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Octadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.03 ng 96330 Chrysene-di12 16.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 87
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 81
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 81
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 1315 (15.917 min): BFO77711.D (-1312) (-) m/z 83.10 100.00%
57
5000 111
3 139 191 281 15.60 15.80 16.00 16.20
o el e m/z 57.05 97.92%
m/z--> 50 100 150 200 250 300 350
Abundance #100814: 1-Octadecanol
55
5000
29 15.60 15.80 16.00 16.20
m/z 97.10 92.07%
L e e o 2
ob—t b B Il 04 b L4 4 Y —
m/z--> 50 100 o 200 250 300 350
Abundance
43 97
69
15.60 15.80 16.00 16.20
5000 m/z 43.05 91.93%
125
0 25 154 182 210 238 266
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #144923: 2- Chloropropionic acid, octadecyl ester e
57 83 mmmmmmmm

m/z 55.10 88.46%

29
i H |20 168 104 220 20 o7 360

ok L ) b A A O e

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031115\
Data File : BFO77711.D

Acq On : 12 Mar 2015 3:39

Operator : TP/1Z

Sample - G1474-07

Misc W

ALS Vial : 29 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... 1.62 19.7 ng 315619 1 7.17 320699 20.0
2-Pentanone, 4-hy... 4.93 5.4 ng 86972 1 7.17 320699 20.0
unknown6 .88 6.88 79.5 ng 1274770 1 7.17 320699 20.0
1-Octadecanol 15.92 3.0 ng 96330 5 16.03 634922 20.0
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