LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator =: SJ/1Z

Sample : H1312-10

Misc :

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-BF020116.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 4.144 179 180 185 rVB 51961 80277 1.23% 0.154%
2 4.853 238 242 253 rVB 1166443 2117621 32.44% 4 _.050%
3 5.287 277 280 282 rBVY 4973941 5401279 82.75% 10.330%
4 6.339 369 372 375 rBVY 4458755 5159714 79.05% 9.868%
5 6.453 379 382 385 rVV 4640493 5431052 83.21% 10.387%
6 6.682 400 402 404 rBV 1247357 1096080 16.79% 2.096%
7 6.842 413 416 418 rBV 4667942 4281995 65.60% 8.190%
8 7.253 449 452 455 rBV 2744416 3585886 54.94% 6.858%
9 7.379 458 463 469 rvVv 107868 172135 2.64% 0.329%
10 7.722 491 493 496 rBvV2 54719 67313 1.03% 0.129%

11 7.973 512 515 517 rBV 1597808 1536980 23.55% 2.940%
12 8.350 544 548 555 rBvV2 99634 152002 2.33% 0.291%
13 9.059 606 610 612 rBVY 5103612 6527191 100.00% 12.484%
14 9.448 642 644 647 rBvV 986449 1064393 16.31% 2.036%

15 9.665 661 663 665 rBv 68571 67764 1.04% 0.130%
16 9.722 665 668 671 rVvB 1882686 1677799 25.70% 3.209%
17 10.168 706 707 709 rvB 138932 99029 1.52% 0.189%
18 10.385 723 726 729 rBV 41540 70541 1.08% 0.135%

19 10.511 734 737 740 rBV 3551664 3855000 59.06% 7.373%
20 10.636 746 748 752 rBV 146879 171580 2.63% 0.328%

21 11.082 785 787 789 rBV 105357 104323 1.60% 0.200%
22 11.196 795 797 800 rvB 1320291 1515133 23.21% 2.898%
23 11.448 815 819 823 rBVvV2 39466 79237 1.21% 0.152%
24 11.745 843 845 849 rBvV 51591 75539 1.16% 0.144%
25 12.797 934 937 939 rBV 3983591 5208632 79.80% 9.962%

26 13.700 1014 1016 1025 rBV 82750 193561 2.97% 0.370%
27 13.825 1025 1027 1030 rBV 1052314 1187411 18.19%% 2.271%
28 14.591 1092 1094 1098 rBV 165815 178769 2.74% 0.342%
29 15.208 1145 1148 1150 rBV 711014 891586 13.66% 1.705%

30 17.186 1317 1321 1330 rVB2 30710 85694 1.31% 0.164%
31 17.894 1379 1383 1388 rBV2 27893 77573 1.19% 0.148%
32 18.740 1453 1457 1462 rBV3 23708 72883 1.12% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator =: SJ/1Z

Sample : H1312-10

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 52285972
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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:\HPCHEMI\BNA F\DATA\BF020316\

BF084816.D

4 Feb 2016 6:00

SJ/1Z

H1312-10

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.85 38.64 ng 2117620 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
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 242 (4.853 min): BF084816.D (-238) (-) m/z 43.05 100.00%
43
59
5000
o a0 ako 500 820
..,....,....,....','.-...?.1.':],...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.10 59.45%
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 L L R R
59 460 480 500 520
m/z 101.10 19.84%
”I"”I"”?%'”\u'”I"“I"”I"”I§?”I??'}ﬁ%"P"'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 41 m/z 58.10 15.43%
31
69 87
15 51 98
wmm‘wmﬁmmﬁwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R a e e R
50 4.60 4.80 5.00 5.20
m/z 41.10 9.18%
5000 41
68
"w"w"“l'”JlA'?g'dw"“l'“'l“"v"w"“l'“'|}?§v"&4g“l B AR naRa naARRs s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2 unknown6.45 Concentration Rank 1

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

6.45 99.10 ng 5431050 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 382 (6.453 min): BF084816.D (-379) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ® 104 620 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘7:,!!..61"|....,..f.‘?,....,.'!..,.1.1.5.,....,'...,.. m/z 68.10 45.52%
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 USSR U AR L
6.20 6.40 6.60 6.80
78 m/z 134.00 33.40%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 620 6.40 6.60 6.80
5000 m/z 66.10 30.03%
33 44 97 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole A ma
132 6.20 6.40 6.60 6.80

m/z 69.10 19.41%

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 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

7.38 2.24 ng 172135 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 59
3 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 50
4 1-Methvl-1-silacvclopntan-1-ol 116 C5H120Si 1000216-84-4 47
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42

Abundance Scan 463 (7.379 min): BF084816.D (-458) (-) m/z 73.00 100.00%
7B

88

5000 4 57

—

AN
101 IIIIIIIIIIIIIIIIIIIIIIII
116 7.00 7.20 7.40 7.60 7.80

..,....,....,....|,.'|.|..,..‘!.,....'i.!..,.'..',....,....,..ll.,....,....,....,....,... m/z 88.00  73.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20008: Hexanoic acid, 2-ethyl-
73 88
41
57
5000 29 LI L L L L L L LB L LB}
101 7.00 7.20 7.40 7.60 7.80
‘ 116 m/z 57.10  39.62%
SN | - T O - N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.05 38.79%
101
41
29 55
158
wmmﬁmwwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1943: Hydrazine, 1,2-diethyl-
31 59 88 7.00 7.20 7.40 7.60 7.80
m/z 55.10 28.12%
73
5000 44
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.26 ng 171580 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 748 (10.636 min): BF084816.D (-746) (-) m/z 57.10 100.00%
57
5000
85

10.40 10.60 10.80 11.00

113
s e M/z 43.10 66.49%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57
5000 85 HRILALE BN BLSLRLALN USRI B
10.40 10.60 10.80 11.00
29 m/z 71.10 55.69%

Lo b M8 14 1e9 212
ALl

T
m/z--> 50 100 150

| |
200 250 300 350

Abundance
57
T T
10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 35.12%
29
113 141 169 195 240
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R e
57 10.40 10.60 10.80 11.00
m/z 41.05 27 .63%
5000
85
29
7| /113 141 169 197 225 253 281 323 351 380
|

T T T T I
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 6 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.26 ng 193561 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Tetracosanol 354 C24H500 000506-51-4 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 1-Docosene 308 C22H44 001599-67-3 87
5 1-Eicosanol 298 C20H420 000629-96-9 87

Abundance Scan 1016 (13.700 min): BF084816.D (-1014) (-) m/z 57.05 100.00%

[6)]
~
(o]
w
[
=
=

5000
B e = e
l 139 208 13.40 13.60 13.80 14.00
e m/z 43.10 91.44%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 e e e A EmEmm
13.40 13.60 13.80 14.00
11 m/z 55.10 81.62%
‘M‘Md\ﬁ 139167 196 224 267292 321 462 490
e o e T e =
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R T A R
13.40 13.60 13.80 14.00
5000 83 m/z 69.05 69.03%
18 111

140168196 238266 308336

m/z--> 0 50 100 150 200 250 300 350 400 450

8

Abundance #152927: Trichloroacetic acid, hexadecy! ester P e T
3 13.40 13.60 13.80 14.00
m/z 83.10 67.10%
5000 f
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084816.D

Aca On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 4.01 ng 178769 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 83
3 Dodecanamide 199 C12H25NO 001120-16-7 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 72
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 1094 (14.591 min): BF084816.D (-1092) (-) m/z 59.00 100.00%
5o
5000
43

14.20 14.40 14.60 14.80 15.00

83 97 112126

140154 170 193
207221 281 m/z 72.00 62.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LI L Y L L L L LB B
14 20 14. 40 14. 60 14. 80 15. 00
41 m/z 55.10 49_.27%
2 H Jd\“ 83 98 114128 154170184108 200 238 264 251
R R B B e AR R S as S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
LB R
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 31.59%
43 227
29 73 97 114128 155166 184198515
mewwmrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55486: Dodecanamide R EAEEREEaE Ca
59 14.20 14.40 14.60 14.80 15.00
m/z 41.10 30.18%
5000

“ Lol §6100114128142156170184199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14 20 14. 40 14. 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020316\
Data File : BF084816.D

Acq On : 4 Feb 2016 6:00

Operator : SJ/1Z

Sample : H1312-10

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.85 38.6 ng 2117620 1 6.68 1096080 20.0
unknown6 .45 6.45 99.1 ng 5431050 1 6.68 1096080 20.0
Hexanoic acid, 2-... 7.38 2.2 ng 172135 2 7.97 1536980 20.0
Pentadecane 10.64 2.3 ng 171580 4 11.20 1515130 20.0
17-Pentatriacontene 13.70 3.3 ng 193561 5 13.83 1187410 20.0
9-Octadecenamide, ... 14.59 4.0 ng 178769 6 15.21 891586 20.0
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