LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 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-BF013017 .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 5.104 262 264 267 rBVY 645760 660305 15.10% 2.352%
2 5.527 299 301 304 rBV 1062686 946675 21.64% 3.373%
3 6.556 389 391 395 rBvV2 842003 795879 18.20% 2.835%
4 6.693 400 403 405 rBv 2060244 1895355 43.33% 6.753%
5 6.922 421 423 425 rBV 1004978 826184 18.89% 2.943%
6 7.082 434 437 439 rBV 2849275 2822607 64.53% 10.056%
7 7.493 469 473 475 rBvV 1712044 2427826 55.50% 8.650%
8 8.213 533 536 538 rBY 911099 1307574 29.89%  4.658%
9 9.287 627 630 633 rBvY 3834153 4374113 100.00% 15.584%
10 9.482 643 647 649 rvVB 54493 78551 1.80% 0.280%
11 9.688 663 665 667 rBV 121138 122126 2.79% 0.435%
12 9.893 681 683 687 rBV 37791 63123 1.44% 0.225%
13 9.973 687 690 692 rBV 1249360 1302067 29.77%  4.639%%
14 10.396 725 727 729 rvVB2 78183 87452 2.00% 0.312%
15 10.613 744 746 748 rBV2 27404 45261 1.03% 0.161%

16 10.762 756 759 762 rBV 1590157 1575398 36.02% 5.613%
17 10.876 767 769 773 rVB 96126 135314 3.09% 0.482%
18 11.322 806 808 814 rvB2 98741 150041 3.43% 0.535%
19 11.459 818 820 823 rVvV 1452639 1294752 29.60% 4.613%
20 11.539 826 827 834 rVB6 31515 52133 1.19% 0.186%

21 13.048 956 959 962 rBV 3266578 4274612 97.73% 15.229%
22 13.608 1006 1008 1014 rVB4 23834 51716 1.18% 0.184%
23 13.951 1035 1038 1041 rBV 82006 143229 3.27% 0.510%
24 14.099 1049 1051 1054 rVB 1348040 1297482 29.66% 4.623%

25 14.854 1115 1117 1120 rBV2 38106 59912 1.37% 0.213%

26 15.562 1176 1179 1182 rBV 796456 1228610 28.09% 4_.377%

27 17.814 1373 1376 1381 rVB3 17725 50415 1.15% 0.180%
Sum of corrected areas: 28068712
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092787.D
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Abundance TIC: BF092787.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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.

5.10 15.98 ng 660305 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 264 (5.104 min): BF092787.D (-262) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
mal sl e s | 2T ee 10 58350
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 17.36%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.20%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
509 4.80 5.00 5.20 5.40
m/z 41.10 8.99%
5000
41
29 101
"'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' U U LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.69 Concentration Rank 2

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

6.69 45.88 ng 1895360 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 403 (6.693 min): BF092787.D (-400) (-) m/z 132.10 100.00%
132
5000 68
40 %6 640 6.60 680 7.00
54 75 104 : . .
S I vl A AR v S N m/z 68.10 36.94%
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 DU U L A
6.40 6.60 6.80 7.00
78 m/z 134.10 32.81%
| 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 23.29%
41 97
53 2 117
34 60 89 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T ./.\, R Amam
132 6.40 6.60 6.80 7.00

m/z 96.10 14 .65%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.88 2.09 ng 135314 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 769 (10.876 min): BF092787.D (-767) (-) m/z 57.10 100.00%

57
5000 85

| 113 10.60 10.80 11.00 11.20
134 155 183
b e W/z 43.10 62.61%

m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LA L L L L L L L LB L
85 10.60 10.80 11.00 11.20
m/z 71.10 58.95%
29
D S 141 169 197 225 253 281 323 351 380
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T e e
10.60 10.80 11.00 11.20
5000 m/z 85.10 37.95%
85
29
113 141 169 282
B e T L s S e e e  BRamam o
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane L A
57 10.60 10.80 11.00 11.20
m/z 41.10 26.27%
5000 85
29
LM 14 160 g5 240

m/z--> 50 100 150 200 250 300 350 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.32 ng 150041 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 81
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 78
5 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 78
Abundance Scan 808 (11.322 min): BF092787.D (-806) (-) m/z 57.10 100.00%
g7
43
71
5000
113 141 11.00 11.20 11.40 11.60
| 127 155169 191 207 /7 43.10 69 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
5000 R LR B BRI UL
85 nmumnmnm
29 m/z 71.10 53.19%
\‘ | % us 127 141 155 169 163 226
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
57
43 UL DU BRI U
71 11.00 11.20 11.40 11.60
5000 g5 m/z 85.10 34.74%
29 9
15 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #18444. Octane, 3,5- dlmethyl LA L L B L BN |
57 11.00 11.20 11.40 11.60
43 m/z 41.10 31.58%
5000 &
29 85 99 113
IR o 2 S B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 1120 1140 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 1-Octadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.21 ng 143229 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 87
2 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 87
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI102 052132-58-8 86
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 86
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 86

Abundance Scan 1038 (13.951 min): BF092787.D (-1035) (-) m/z 57.10 100.00%

43 g7
83

5000

-

125

139153 169185201 229 081 13.60 13.80 14.00 14.20

m/z 43.10 91.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 57 8.

%

5000

13.60 13.80 14.00 14.20
125 m/z 55.05  87.79%

139153 168182196710224 252

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

+

43 57

83 ey
13.60 13.80 14.00 14.20

5000 97 m/z 83.10 79.96%

29 111

125139 154 168 196

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

H-

Abundance #127050: Acetic acid, chloro-, hexadecy! ester T
43 13.60 13.80 14.00 14.20
m/z 97.10 67 .55%
5000
125
S 118516918319 222 39 269 Bt S i A
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\BF020317\
Data File : BF092787.D

Acq On : 3 Feb 2017 20:43

Operator : SJ/MA

Sample : 11666-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.10 16.0 ng 660305 1 6.92 826184 20.0
unknown6 .69 6.69 45.9 ng 1895360 1 6.92 826184 20.0
Heptacosane 10.88 2.1 ng 135314 4 11.46 1294750 20.0
Hexadecane 11.32 2.3 ng 150041 4 11.46 1294750 20.0
1-Octadecanol 13.95 2.2 ng 143229 5 14.10 1297480 20.0
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