LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 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-BF030316.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 4.036 150 153 155 rBvY 44993 58033 1.74% 0.189%
2 5.190 251 254 259 rVB 493539 716150 21.41% 2.335%
3 5.590 286 289 291 rBV 3170172 3309698 98.96% 10.789%
4 6.607 374 378 380 rBV 2324663 3344584 100.00% 10.903%
5 6.745 387 390 393 rBv 3181954 3091190 92.42% 10.077%
6 6.985 408 411 413 rVB 647925 847512 25.34% 2.763%
7 7.133 422 424 427 rVB 2476600 2524278 75.47% 8.229%
8 7.545 457 460 462 rBV 1999664 2276047 68.05% 7.420%
9 7.613 464 466 469 rVB 48037 50753 1.52% 0.165%
10 8.265 520 523 525 rBV 1388621 1175155 35.14% 3.831%

11 9.339 614 617 620 rBVY 3686882 3319627 99.25% 10.822%
12 9.419 622 624 626 rBvV 67477 67231 2.01% 0.219%
13 9.728 649 651 653 rBv 720902 635870 19.01% 2.073%
14 9.945 667 670 673 rvB2 117038 131346 3.93% 0.428%
15 10.025 674 677 679 rVB 971814 1169791 34.98% 3.813%

16 10.185 688 691 692 rBvV 20603 36889 1.10% 0.120%
17 10.448 710 714 715 rBV 182017 186920 5.59% 0.609%
18 10.665 730 733 736 rBV 58091 92541 2.77% 0.302%

19 10.802 743 745 748 rBV2 1410896 1563151 46.74% 5.096%
20 10.916 754 755 760 rVB 144225 220886 6.60% 0.720%

21 11.362 792 794 796 rBV 52905 77104 2.31% 0.251%
22 11.396 796 797 800 rVvB 61381 62063 1.86% 0.202%
23 11.499 804 806 809 rBv2 813216 990775 29.62% 3.230%
24 11.568 809 812 815 rVB3 23955 47742 1.43% 0.156%
25 11.796 829 832 833 rVvB 34804 35915 1.07% 0.117%
26 12.025 849 852 856 rBvV 49640 72559 2.17% 0.237%
27 12.585 899 901 904 rvB2 23264 46187 1.38% 0.151%

28 13.088 942 945 947 rBV 2672341 2435413 72.82% 7.939%
29 13.980 1020 1023 1030 rBV 216646 357820 10.70% 1.166%
30 14.140 1034 1037 1039 rBvV 904206 841736 25.17% 2.744%

31 15.614 1163 1166 1169 rBV 611934 890689 26.63% 2.904%

Sum of corrected areas: 30675655
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085189.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 16.90 ng 716150 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 254 (5.190 min): BF085189.D (-251) (-) m/z 43.05 100.00%
a3
59
5000
101 SN W
480 500 5.20 5.40 5.60
83
...,....,....,....','::..?.1.~:.|,...‘?,9....,.-...,....-,....,....,....,....,...., m/z 59.10 61.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS LS SR LR L
480 500 520 5.40 5.60
m/z 101.10 24 .06%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17.18%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L BB
43 480 500 5.20 5.40 5.60
m/z 41.10 8.82%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'b“w'“WH'W““l““l RN LS SRS IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40 5.60

8270-BF030316.M Fri Mar 04 16:28:52 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.74 Concentration Rank 1

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

6.74 72.95 ng 3091190 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.745 min): BF085189.D (-387) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 % 640 6.60 680 7.00
54 104 : . . .
..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':~.,..f.‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10  44.12%
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 AR SRR S R
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.10 32.42%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 27.71%
33 44 g7 105
51 60 7078 g 115
wwmwmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T ./,\. e
132 6.40 6.60 6.80 7.00
m/z 69.10 17.81%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Hexadecane Concentration Rank 7

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

9.94 2.25 ng 131346 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Dodecane 170 C12H26 000112-40-3 64
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 670 (9.945 min): BF085189.D (-667) (-) m/z 57.10 100.00%

57
43
5000

9.60 9.80 10.00 10.20
113 127 141 155 m/z 43.10 72.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
71

5000 I
9.60 9.80 10.00 10.20

29 ‘ & m/z 71.10  60.34%
99
‘ R

1 w ¥ 113 127 141 155 169 183 197 226

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

Abundance
43 57
L A e e
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 39.46%
99 140
113 127 7 154166 182195 226
B e L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl- L L
57 9.60 9.80 10.00 10.20
43 m/z 41.10 33.54%
71
5000 a5
141
99
.,.d..p...h,.ﬂ..,:..nu.???,....ﬂ.... 89 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 60 9. 80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.45  3.20ng 186920  Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 91

2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 714 (10.448 min): BF085189.D (-710) (-) m/z 57.10 100.00%
g7
43 71

5000

10.20 10.40 10.60 10.80
m/z 43.10 64.69%

99113127141155170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 lllllllllllllllllll
85 10. 20 10. 40 10 60 10. 80
29 m/z 71.10 63.47%
99
e YTty om
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R R e e e  ERER RS
10.20 10.40 10.60 10.80
5000 4! m/z 85.10 43.64%
85
29

99 113127141155160183197 226

mw’wwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane T T
57 10.20 10.40 10.60 10.80

43 m/z 41.10 30.12%
71

5000

99

H Lo 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 8.50 ng 357820 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 1023 (13.980 min): BF085189.D (-1020) (-) m/z 83.10 100.00%

43
5000
1ae 15080 1380 1400 1450
153167181195 215 - : - :
i m/z 57.10 98.82%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 LA L L L L L L L L L L
13.60 13.80 14.00 14.20
29 125 m/z 97.10 93.34%
15 | | 139154168182196010224238 266
R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 gg S o
13.60 13.80 14.00 14.20
5000 97 m/z 55.10 89.03%
111
125
21 139153 182 210
mﬁmmmwwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- e AREmEE RS
13.60 13.80 14.00 14.20
83 m/z 69.10 87.23%
97
5000
125
139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13 80 14. 00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030316\
Data File : BF085189.D

Acq On > 4 Mar 2016 6:32

Operator : SJ/UM

Sample : H1663-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
2-Pentanone, 4-hy... 5.19 16.9 ng 716150 1 6.98 847512 20.0
unknown6 .74 6.74 73.0 ng 3091190 1 6.98 847512 20.0
Hexadecane 9.94 2.3 ng 131346 3 10.02 1169790 20.0
Eicosane 10.45 3.2 ng 186920 3 10.02 1169790 20.0
1-Nonadecene 13.98 8.5 ng 357820 5 14.14 841736 20.0
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