LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051215\

Data File : BF079170.D

Aca On : 12 May 2015 21:11 Instrument :
Operator : TP/1Z BNA_F

Sample 1 G2155-08 2X ggigfsampleld 1
Misc : -

ALS Vial : 15 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-BF043015.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

1.427 18 21 23 rVB 3319975 3795826 100.00% 19.590%
1.564 30 33 36 rvB 114915 168841 4._.45% 0.871%
rvB2 186530 354026 9.33% 1.827%
1.850 56 58 94 rVB 1965275 3584806 94.44% 18.501%
5.084 339 341 347 rVB 25002 45060 1.19% 0.233%
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5.587 382 385 388 rBV 631447 689383 18.16% 3.558%
6.845 493 495 498 rBvV 799190 723496 19.06% 3.734%
508 511 rBV 838245 756123 19.92% 3.902%
7.279 531 533 535 rBvV 312598 292699 7.71% 1.511%
7.462 547 549 552 rBV 421375 562978 14.83% 2.906%
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11 7.976 591 594 596 rBV 342905 432193 11.39%% 2.231%
12 8.856 669 671 674 rBvY 474600 420085 11.07% 2.168%
13 10.205 786 789 791 rBV 959918 928976 24.47% 4._.794%
14 10.708 831 833 835 rBvV 54619 47193 1.24% 0.244%
15 11.028 859 861 864 rBv2 416373 463489 12.21% 2.392%

16 12.011 944 947 950 rBV 624279 598893 15.78% 3.091%
17 12.879 1020 1023 1024 rBV 444115 518077 13.65% 2.674%
18 12.902 1024 1025 1027 rVB 167555 143039 3.77% 0.738%

19 12.971 1027 1031 1032 rBV 35598 39632 1.04% 0.205%
20 13.588 1083 1085 1087 rBV2 28248 38806 1.02% 0.200%
21 13.634 1087 1089 1091 rBV2 35443 50197 1.32% 0.259%

22 14.388 1152 1155 1156 rBV 160919 219886 5.79% 1.135%
23 14.662 1176 1179 1183 rVB 247221 275084 7.25% 1.420%
24 14.868 1195 1197 1200 rBV 1022367 1086495 28.62% 5.607%

25 15.085 1210 1216 1218 rBV2 31528 71049 1.87% 0.367%
26 15.211 1225 1227 1229 rBV3 35700 48912 1.29% 0.252%
27 15.508 1250 1253 1256 rBV2 45265 95563 2.52% 0.493%
28 15.885 1284 1286 1289 rVVv2 18702 40553 1.07% 0.209%

29 16.034 1297 1299 1303 rBV2 101281 184796 4.87% 0.954%
30 16.171 1307 1311 1312 rVV2 461555 769076 20.26% 3.969%

31 16.205 1312 1314 1317 rVB2 151098 222338 5.86% 1.147%
32 16.857 1369 1371 1375 rBV2 44966 81237 2.14% 0.419%
33 17.314 1409 1411 1413 rBV 35382 39772 1.05% 0.205%
34 17.451 1421 1423 1430 rBV 113495 307462 8.10% 1.587%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 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-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.623 1436 1438 1440 rBV 55761 101342 2.67% 0.523%
36 17.771 1449 1451 1454 rVB 81252 104299 2.75% 0.538%
37 17.828 1454 1456 1460 rVB 98253 117170 3.09% 0.605%
38 17.897 1460 1462 1465 rBV 476552 600832 15.83% 3.101%
39 18.457 1509 1511 1514 rBV 53513 84117 2.22% 0.434%
40 18.514 1514 1516 1518 rBV 53389 89621 2.36% 0.463%

41 20.983 1729 1732 1739 rBV9 47337 182825 4.82% 0.944%

Sum of corrected areas: 19376247
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079170.D

3000000
2500000
2000000 1.85
1500000

1000000 6.86.99
5.5

500000 gk 7.28/146
5.08

e T e s s e SLEUTI S SN . ufREE R SN S B A S | |

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF079170.D

3000000
2500000
2000000
1500000

1000000 10.20
12.01

500000} gg 8.86 11.03 12.88

h 12.90 14.39
0[\ A 10.71 Az.w 18363 N

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF079170.D

3000000

2500000

2000000

1500000

14.87

1000000

500000
\ 16.86

R R

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl.43 Concentration Rank 1

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

1.43 259.37 ng 3795830 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 21 (1.427 min): BF079170.D (-18) (-) m/z 73.10 100.00%
7B
5000 43
89
- 120 160 180
0"'I""I""I""Ill!'l"'l"""l""I"I"I""I""I""I""I""I""I""I"' m/z 43.05 48.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L -[\Tu T
140 160 1.80
a1 89 m/z 89.10 30.60%
0"'I""I"'UI"""i"""'l"g?l""lll"I""I""I""I""I""I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
43 LA AL N R
55 140 160 1.80
5000 m/z 41.05 9.54Y%

29

0 15 63 81 89 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
78 140 160  1.80
m/z 45.10 7.44%
5000 55
43
o 2735, |, || 65 | 8189 101109 119 129137145
N At L €. SR 1 G NS
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 3 wunknownl.74 Concentration Rank 5

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

1.74 24.19 ng 354026 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 47
2 Acetone 58 C3H60 000067-64-1 37
3 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 35
4 1-Pentanamine 87 C5H13N 000110-58-7 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (1.735 min): BF079170.D (-46) (-) m/z 43.10 100.00%
a3
73
5000
58
39 53] | 0 838|7 140 160 1.80 2.00
O“M“W“W“W“W“W“W“W“WJM'F“W“W”W“W“w‘W“W“W“w"w m/z 73.10 60.29%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #724: Acetamide, N-methyl-
30 43 73
5000 58 BN SUERE SURRE SRR
15 1.40 1.60 1.80 2.00
m/z 58.05 25.66%
0 ‘ 26‘ 38 ||, 5054 ;
miz--> 5510 15 20 25 30 35 4 45 50 25 60 6 70 75 80 85 90 5
Abundance
43
1.40 1.60 1.80 2.00
5000 m/z 55.10 17.08%
15
58
0 2 20 2’31 39 53
B L) LA ) L] SR LA AL AL LARLY KAL) ML LALS) NRAS) RARLA RRL LARL AL AL RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
1.40 1.60 1.80 2.00
m/z 87.10 14 .69%
5000
0 2?33 39 || 50 ‘ 59 69|, 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.08 3.08 ng 45060 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetone 58 C3H60 000067-64-1 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Ethanol, 1-(methylencyclopropyl)- 98 C6H100 1000152-74-6 9

Abundance Scan 341 (5.084 min): BF079170.D (-339) (-) m/z 43.05 100.00%
43
59
5000
101
3, 51,] 83 480 5.00 5.20 5.40 '
r-~rr-rrr"t— -ttt e m/z 59.10 60.68%
m/z--> 0O 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 23.32%
15 31 101
0 25 | 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 16.38%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3164: 4-Penten-2-one, 4-methyl- e RAmamEE R S
43 480 5.00 520 5.40
m/z 41.10 11.42%
5000
o 27 37 | 4955 e360 77 0 o1 98
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown6.99 Concentration Rank 3

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

6.99 51.67 ng 756123 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 508 (6.993 min): BF079170.D (-506) (-) m/z 132.00 100.00%
5000 68
0ol g P Sh 5k 70 7% 7D
o} m/z 68.10 40.70%
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 A L RN UL R
6.60 6.80 7.00 7.20 7.40
78 m/z 134.00 32.23%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 25.87%
104
ol 14 27 37 44 51 5 77 g9 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R B
132 6.60 6.80 7.00 7.20 7.40
o7 m/z 69.10 16.25%
5000 0
31 52
. N N O T |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 Tetradecanamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.51 2.49 ng 95563 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 53
2 7-Nonenamide 155 C9H17NO 090949-53-4 53
3 Decanamide- 171 C10H21NO 002319-29-1 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Pentanamide 101 C5H11NO 000626-97-1 43
Abundance Scan 1253 (15.508 min): BF079170.D (-1250) (-) m/z 59.10 100.00%
59
72
5000 a1
239 SN Sk GHNS—
86 98 112126 ;41 155 178 193205 219 15.20 15.40 15.60 15.80
0 m/z 72.10 65.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74437: Tetradecanamide
59
5000 72 S S SR SR SRS
15.20 15.40 15. 60 15.80
2941 m/z 55.10 46 .95%
oL 17 w‘ . 86 114128142156170184198210 227
m/z--> ﬁo 45 éo 85 160 120 150 160 180 200 250 250
Abundance
59
15.20 15.40 15.60 15.80
5000 72 m/z 41.10 38.53%
44
. 29 86 98 112 126138 ~>°
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36755: Decanamide- R e R RR B
59 15.20 15.40 15.60 15.80
m/z 239.20 23.56%
5000 7
oL 15 DL % aouan 142154 “11
m/z--> 2'0 4I 6|0 8IO 1(')0 12'0 140 160 15';0 2(')0 250 24'10 15.20 15.40 15.60 15.80

8270-BF043015.M Wed May 13 14:38:55 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 1-Nonadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 4.81 ng 184796 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 93
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
Abundance Scan 1299 (16.034 min): BF079170.D (-1297) (-) m/z 57.10 100.00%
83

5000

-

15.80 16.00 16.20 16.40

0 m/z 55.10 97.15%
m/z--> 50 100 150 200 250 300
Abundance #108955: 1-Nonadecanol
5000 LIS I L L L L L L L
111 15. 80 16. OO 16 20 16. 40
m/z 43.10 90.73%
oL 2 ‘\‘ ‘\ ‘ L LT 108 196 91238 265
——— . e
m/z--> 200 250 300
Abundance
57 83
R REEE L
15.80 16.00 16.20 16.40
5000 11 m/z 83.10 85.15%
. 139 167 106 222 266 294 330340 ,vﬁvﬂwA\v,\,kj\MNAAv~vvﬂf““
e T
m/z--> 50 100 150 200 250 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester R B B B S
3 15.80 16.00 16.20 16.40
69 m/z 69.10 76.51%
97
5000
125
o2 PN U~ S O —
m/z--> 50 100 150 200 250 300 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 10 8-Heptadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.86 2.11 ng 81237 Chrysene-di12 16.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Heptadecene 238 C17H34 054290-12-9 86
2 17-Pentatriacontene 491 C35H70 006971-40-0 74
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 70
4 Cvclopentadecane 210 C15H30 000295-48-7 70
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 62
Abundance Scan 1371 (16.857 min): BF079170.D (-1369) (-) m/z 57.10 100.00%
5000
254 L B I L I
148 180 210 295 329 16.60 16.80 17.00 17.20
b4 m/z 43.10 99.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81252: 8-Heptadecene
55
83
5000{ 29 R SN SRR BN B
111 16.60 16.80 17.00 17.20
238 m/z 83.10 84 .46%
0...|.. .‘H‘ll‘.“&%gl ..|...‘.|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
' 16.60 16.80 17.00 17.20
5000 83 m/z 69.10 82.26%
111
0 139167 196 224 267292 321 462 490
m/z--> 55 160 1%0 260 250 300 350 460 4%0 '
Abundance #89787: 3-Octadecene, (E)- R BEERE BT L
41 |69 16.60 16.80 17.00 17.20
m/z 55.10 81.91%
97
5000
ol | l 1{1?5.154 182 224252
m/z--> 55 160 1%0 200 250 360 3%0 460 4%0 ' 1dGO 1&80 1%00 1750
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.62 3.37 ng 101342 Perylene-di12 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Nonadecane 268 C19H40 000629-92-5 76
3 Heneicosane 296 C21H44 000629-94-7 68
4 Octadecane 254 C18H38 000593-45-3 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1438 (17.623 min): BF079170.D (-1436) (-) m/z 57.10 100.00%
57
5000 85 W
140 168 196716 242 295 327 351 17.40 17.60 17.80 18.00
ol ,| L) -ll S e et L LA APl m/z 71.10 70.31%
m/z--> 50 1 o 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 L UL BRI BN B
ﬂ%ﬂ%ﬂ%mm
m/z 43.10 55.51%
2o |t a6 197 226
m/z--> o 'goll ' 160" "150" "260" ' ééo" ' 560" "350
Abundance
57
" 17.40 17.60 17.80 18.00
5000 85 m/z 85.10 50.15%
29
0 e 10 107 g2y 268 ,Avﬁuuvvxﬁf\ﬁJA\V~x,/V«~4/\v\
m/z--> o 'goll ' 160" "150" "200" ' 550" ' 560" "350
Abundance #115570: Heneicosane R  RREEEEES e
57 17.40 17.60 17.80 18.00
m/z 41.10 22.14%
85
5000
29 113
ol L Ly [ 160 197 225 253 20
m/z--> 5'0 100 150 200 250 300 350 17'40 17. 60 17. 80 18. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 12 Benzo[e]pyrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.77 3.47 ng 104299 Perylene-di12 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
4 Benzolklfluoranthene 252 C20H12 000207-08-9 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 1451 (17.771 min): BF079170.D (-1449) (-) m/z 252.10 100.00%
252
5000
125 17.40 17.60 17.80 18.00
224 - : :
ol 56 8103 | 161 103 224 Jom202 330 ST 7o T5EG 10 29.90%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000 A O BN R
17.40 17.60 17.80 18.00
125 m/z 253.10 23.36%
0 50 74 99, | 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
17.40 17,60 17.80 18.00
5000 m/z 125.10 15.50%
125
oll7 39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89826: Benz[e]acephenanthrylene T
252 17.40 17.60 17.80 18.00
m/z 126.00 11.05%
5000
126
oL 39 74 100 | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00

8270-BF043015.M Wed May 13 14:38:58 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 13 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.46 2.80 ng 84117 Perylene-d12 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 78
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 58
3 Eicosane 282 C20H42 000112-95-8 55
4 Octacosane 394 C28H58 000630-02-4 53
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 52
Abundance Scan 1511 (18.457 min): BF079170.D (-1509) (-) m/z 57.10 100.00%
57
5000
264 SR TN BN BRI U
3 282300 332 18.20 18.40 18.60 18.80
o1, m/z 71.10 69.94%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 R NN BN SRR SUNRE
18.20 18.40 18.60 18.80
m/z 43.10 51.81%
29 113
0 \‘ Al ‘\ H\ ‘hw “ H‘ { 1?1 ! 169 197 225 253 296
m/z--> §o 160 150 200 250 300 3éo
Abundance
57
18.20 18/40 18.60 18.80
5000 85 m/z 85.10 44 . 74%
0 40 13 am 183 211 239 267 296
m/z--> §0 160 1%0 200 250 300 3%0
Abundance #107652: Eicosane R B R
57 18.20 18.40 18.60 18.80
m/z 69.10 25.12%
5000
85
29
m/z--> §0 160 150 200 2éo 300 3éo 1520 1540 1560 18%0

8270-BF043015.M Wed May 13 14:38:59 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 14 5-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.98 ng 89621 Perylene-di12 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 80
2 Pvrazole. 5-methvl-3.4-dinitro-1... 297 C11H15N505 345950-83-6 38
3 1-Tricosene 322 C23H46 018835-32-0 30
4 1-Azabicvclol2.2.2loctan-3-one 125 C7H11NO 003731-38-2 30
5 3-Decen-5-one 154 C10H180 032064-73-6 30
Abundance Scan 1516 (18.514 min): BF079170.D (-1514) (-) m/z 83.10 100.00%
57
5000
3 242 301321 355 18.20 18.40 18.60 18.80
I 263280 m/z 97.10 76.30%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LR SRR UL UM UM
18.20 18.40 18.60 18.80
29 111 m/z 57.10 72 .80%
Ll ||| 1% 167 106 223 250 20
m/z--> 50 100 150 200 250 300 350
Abundance
97 125
RN RN SURURN SUNRRE
69 18.20 18.40 18.60 18.80
5000 41 m/z 55.10 53.77%
o 155 185205 228 297
m/z--> 50 100 150 200 250 300 350
Abundance #129061: 1-Tricosene R R e R REE R
7 18.20 18.40 18.60 18.80
m/z 43.10 49_14%
5000
111
29
m/z--> 200 250 300 350 18.20 18.40 18.60 18.80

8270-BF043015.M Wed May 13 14:39:00 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079170.D

Aca On : 12 May 2015 21:11

Operator : TP/1Z

Sample : 62155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 15 unknown20.98 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.98 6.09 ng 182825 Perylene-di12 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 N-{2.2.2-Trifluoro-1-T4-(trifluo... 412 C14H13F9N202 1000225-27-5 37

2 9-Octadecene. 1l.1-dimethoxv-. (Z2)- 312 C20H4002 015677-71-1 35

3 4H-Oxinol3".2":2.31thienol5.4-b1... 340 C18H20N40S 1000270-48-0 35
4 Octadecane. 1.1"-T(1-methvl-1.2-... 581 C39H8002 035545-51-8 27
5 (1H)Benzimidazole, 5-Ffluoro-2-(4... 340 C19H21FN40 174468-77-0 25
Abundance Scan 1732 (20.983 min): BF079170.D (-1729) (-) m/z 43.10 100.00%
43 71
5000
255
229 284 B S S
148172 204 313 340 20.60 20.80 21.00 21.20
0 m/z 71.10 80.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158660: N-{2,2,2-Trifluoro-1-[4-(trifluoromethoxy)anilino...
43
71 256 325
5000 UUUVUVUAL VA SRS
95 20 60 20 80 21. OO 21. 20
177 12 m/z 57.10 79.61%
o L Ll ‘\Hm \‘\ ‘121 149‘ \‘ 203 228 | ZVG 299 ! 345 ‘
m/z--> 5|0 1(I)O 15|O 2(I)O 250 3CI)O 35|O 4(I)O
Abundance
31 71
20,60 20.80 21.00 21.20
5000 m/z 58.00 55.23%
96
oL 1l 51 125 152 184 220 248 280
m/z--> 5|O 1CI)O 150 200 250 300 350 4(I)O
Abundance #137084: 4H-Oxino[3',2":2,3]thieno[5,4-b]pyridine-3-carbon... e
71 20.60 20.80 21.00 21.20
m/z 69.10 47 .05%
so00] 43
340
oLl 104 133153176 204 242 269 306
s b e e e e e s e 20.60 20.80 21.00 2120
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079170.D

Acq On : 12 May 2015 21:11

Operator : TP/1Z

Sample : G2155-08 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl.43 1.43 259.4 ng 3795830 1 7.28 292699 20.0
unknownl.74 1.74 24_.2 ng 354026 1 7.28 292699 20.0
2-Pentanone, 4-hy... 5.08 3.1 ng 45060 1 7.28 292699 20.0
unknown6 .99 6.99 51.7 ng 756123 1 7.28 292699 20.0
Tetradecanamide 15.51 2.5 ng 95563 5 16.17 769076 20.0
1-Nonadecanol 16.03 4.8 ng 184796 5 16.17 769076 20.0
8-Heptadecene 16.86 2.1 ng 81237 5 16.17 769076 20.0
Hexadecane 17.62 3.4 ng 101342 6 17.90 600832 20.0
Benzo[e]pyrene 17.77 3.5 ng 104299 6 17.90 600832 20.0
Heneicosane 18.46 2.8 ng 84117 6 17.90 600832 20.0
5-Eicosene, (E)- 18.51 3.0 ng 89621 6 17.90 600832 20.0
unknown20.98 20.98 6.1 ng 182825 6 17.90 600832 20.0
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