LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 5.173 267 270 282 rVB 1332790 2224164 37.82% 5.285%
2 5.596 304 307 309 rBV 4616289 5298932 90.10% 12.592%
3 6.625 393 397 399 rBV 3961109 5880930 100.00% 13.975%
4 6.750 405 408 410 rBV 4332972 5227202 88.88% 12.422%
5 6.967 425 427 430 rVB 961944 957590 16.28% 2.276%

6 7.127 439 441 444 rBV 3420703 3629902 61.72% 8.626%
7 7.539 474 477 480 rBV 2660662 2788569 47.42% 6.627%
8 8.259 538 540 543 rBV 877006 1201020 20.42% 2.854%
9 9.345 632 635 638 rBVY 3431310 4520883 76.87% 10.743%
10 9.745 667 670 672 rBV 377832 392174 6.67% 0.932%
11 10.031 692 695 697 rBV 1436775 1245932 21.19% 2.961%
12 10.453 731 732 734 rVB 123150 94954 1.61% 0.226%
13 10.671 748 751 755 rBV 36616 64689 1.10% 0.154%

14 10.819 761 764 767 rBV2 1743731 2056516 34.97% 4._.887%
15 10.934 772 774 778 rVB 110741 167314 2.85% 0.398%

16 11.379 811 813 814 rBV 94131 77239 1.31% 0.184%
17 11.516 823 825 828 rBV 980424 1004338 17.08% 2.387%
18 12.922 946 948 950 rBV 136465 113195 1.92% 0.269%
19 13.105 962 964 967 rBV 2693806 3189490 54.23% 7.579%

20 13.631 1008 1010 1012 rBV 75840 77721 1.32% 0.185%

21 14.031 1041 1045 1051 rBv4 22281 87773 1.49% 0.209%

22 14.157 1054 1056 1059 rvVv 742886 930316 15.82% 2.211%

23 15.277 1152 1154 1158 rVB 49262 68445 1.16% 0.163%

24 15.654 1184 1187 1195 rBV 413337 705343 11.99% 1.676%

25 16.637 1270 1273 1281 rVB3 24106 76611 1.30% 0.182%
Sum of corrected areas: 42081242
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092622.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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.

5.17 46.45 ng 2224160 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 270 (5.173 min): BF092622.D (-267) (-) m/z 43.05 100.00%
43
59
5000
ot 480 500 520 540
...,....,....,..??',':...,??.'.,...‘??..?7.,??..,....~,|....,. m/z 59.10 58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 18.76%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.63%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime L AEA R B
43 4.80 5.00 5.20 5.40
m/z 41.05 8.62%
5000
101
15 253137 || 51 %8 g9 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 unknown6.75 Concentration Rank 1

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

6.75 109.17 ng 5227200 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 408 (6.750 min): BF092622.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 %6 640 6.60 680 7.00
54 75 104 : . .
S I il 1 AT Ml S N m/z 68.10  37.49%
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 LS L S SR
6.40 6.60 6.80 7.00
78 m/z 134.10 33.56%
| 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 67 m/z 66.10 23.64%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B o R
132 6.40 6.60 6.80 7.00
m/z 96.10 14 .69%
5000
104
66
14 27 37445158 P 7T g9 97 || 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\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.33 ng 167314 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 774 (10.934 min): BF092622.D (-772) (-) m/z 57.10 100.00%
57
5000 g5
3 113 10.60 10.80 11.00 11.20
...,....;...I,..1:.,'.-.'.:'l,..é.,.-..l.‘,‘.o...,....,....,.... e || M/z. 43.10 60 39%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #107652: Eicosane
57
5000 AU AR AR
85 mmmmnmnm
29 m/z 71.10 58.21%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance
57
o 10,60 10.80 11.00 11.20
5000 m/z 85.10 35.96%
29 113

141 169 197 225 9253 296

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane =P e e e
57 10.60 10.80 11.00 11.20

m/z 41.05 26 .95%

5000 85

29

h L 141 160 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 60 10 80 11. 00 11. 20

8270-BF012417 .M Mon Jan 30 06:28:48 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.92 2.43 ng 113195 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
3 Cyclohexanamine 99 C6H13N 000108-91-8 38
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 948 (12.922 min): BF092622.D (-946) (-) m/z 56.10 100.00%
56
5000
, l|| 29 1 o1 297 12160 15,80 12,00 13,20
N ..,-':l-...“..%?....,....,................'....'....,....,...., m/z 57.10 54.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 UV RN RN
12/60 12,80 13.00 13.20
29 o 257 m/z 43.10 39.63%
L) h H ooy 157 185 213 | oms 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.60 12.80 13.00 13.20
5000 m/z 41.10 38.10%
29 73
971137 157 185 213 239257 5 app
AR AR LA AL KA SARAS LAY RARAS LA LARAN LARAY LARAN AN LA SARAS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3463: Cyclohexanamine Ll B e e
56 12.60 12.80 13.00 13.20
m/z 55.10 30.56%
B J/\//W
99
IIII'zf";"lHIII I""'8]'-""I""I"''IIIII SR DA S S A D B D ARV AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12/60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample - 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.17 ng 76611 Perylene-d12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Tetracontane 563 C40H82 004181-95-7 72
3 Nonacosane 408 C29H60 000630-03-5 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 1273 (16.637 min): BF092622.D (-1270) (-) m/z 57.05 100.00%
57
5000 85 HMI\\NW\/\/\/»
ﬂ r Kt 221 " 16.40 16.60 16.80 17.00
A | M/Z 71.05  60.36%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142112: Pentacosane

%

5000 85 TTTT TTTT TTTT TTTT TTT
16.40 16.60 16.80 17.00
m/z 43.10 58.56%
20 || {1~ 17169 211230267205323352
e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance
57
R RE REEamm e
16.40 16.60 16.80 17.00
5000 85 m/z 85.10 39.82%
11814
29 169197225253281309337365393421449477505533562
i e U e e
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #158130: Nonacosane AN EEa TS e S
57 16.40 16.60 16.80 17.00

m/z 99.10 20.97%

5000

%

113
29 {1 ffﬁ169197225253281309337365 408

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092622.D

Acq On : 28 Jan 2017 12:55

Operator : SJ/MA

Sample : 11528-20

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : 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... 5.17 46.5 ng 2224160 1 6.97 957590 20.0
unknown6.75 6.75 109.2 ng 5227200 1 6.97 957590 20.0
Eicosane 10.93 3.3 ng 167314 4 11.52 1004340 20.0
Hexadecanoic acid... 12.92 2.4 ng 113195 5 14.16 930316 20.0
Pentacosane 16.64 2.2 ng 76611 6 15.65 705343 20.0
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