LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 1.518 26 29 32 rVB 5837184 6619940 100.00% 21.131%
2 1.655 38 41 44 rVB 144461 262823 3.97% 0.839%
3 1.770 50 51 55 rBv 109055 149562 2.26% 0.477%
4 1.838 55 57 60 rvB 233568 292053 4_.41% 0.932%
5 1.907 60 63 84 rvB 459476 979330 14.79% 3.126%
6 5.164 346 348 356 rVB 211505 263327 3.98% 0.841%
7 5.656 388 391 393 rBVY 2325937 2348220 35.47% 7.496%
8 6.913 498 501 503 rBVY 1645353 2349975 35.50% 7.501%
9 7.062 512 514 517 rBVY 1920854 2437374 36.82% 7.780%
10 7.359 537 540 542 rBV 481164 443930 6.71% 1.417%

11 7.542 554 556 559 rvB 1851769 1694804 25.60% 5.410%
12 8.045 598 600 603 rBV 1565699 1375416 20.78% 4 _.390%
13 8.936 675 678 680 rBvV 500397 600399 9.07% 1.916%
14 10.273 793 795 798 rBV 1854023 2262652 34.18% 7.222%
15 10.776 837 839 842 rBV 78978 90133 1.36% 0.288%

16 11.108 866 868 871 rvB 713986 662975 10.01% 2.116%
17 11.451 896 898 908 rVvB 43668 69767 1.05% 0.223%
18 12.091 951 954 956 rBV 1660742 1783236 26.94% 5.692%
19 12.948 1027 1029 1031 rBV 522429 705487 10.66% 2.252%
20 14.559 1164 1170 1172 rVB 86702 133339 2.01% 0.426%

21 14.742 1183 1186 1187 rBV 65533 78413 1.18% 0.250%
22 14.811 1190 1192 1196 rBV 685303 767789 11.60% 2.451%
23 14.948 1202 1204 1207 rBV 2187677 2452790 37.05% 7.829%
24 15.588 1257 1260 1262 rBV 61022 122067 1.84% 0.390%
25 16.125 1304 1307 1311 rBV 95484 199637 3.02% 0.637%

26 16.251 1315 1318 1320 rVV 802071 833416 12.59% 2.660%
27 16.537 1338 1343 1349 rVB3 55466 138199 2.09% 0.441%
28 16.948 1377 1379 1386 rVB2 37659 67604 1.02% 0.216%
29 17.554 1430 1432 1438 rVB 30932 77608 1.17% 0.248%
30 17.828 1452 1456 1459 rBV2 37335 120062 1.81% 0.383%

31 17.886 1459 1461 1465 rVB2 39344 76876 1.16% 0.245%
32 18.023 1470 1473 1477 rVB 615392 868722 13.12% 2.773%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 31327925
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050515\

BF078949.D

5 May 2015 19:23

TP/1Z

G2044-18

21 Sample Multiplier: 1

d Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

P

TIC: BF078949.D
52

7.06 7.54

0
Time-->

I I
4.50 5.00

2.50

1.50 2.00 4.00

5.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF078949.D

10.27

8.04

8.94 11.11

10.78 11.45

12.09

12.95

14.5t

—a

04
Time--> 8.00

11.00 11.50

10.50

8.50

9.00 9.50 10.00

12.00 12.50 13.00

14.00 14.50

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

14.8
14. 14

TIC: BF078949.D

14.95

16.25 18.02

15.59 16.1 16.54  16.95 17.551188

0
Time-->

18.00

17.00 17.50

16.50

15.00 15.50 16.00

18.50

19.00

19.50

21.00

20.00 20.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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.52 Concentration Rank 1

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

1.52 298.24 ng 6619940 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 29 (1.518 min): BF078949.D (-26) (-) m/z 73.10 100.00%
R
43
5000
89
S L R L
55 1.40 1.60 1.80
O g L #8080 L 8 | m/z 43.05 52.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A AL L
1.40 1.60 1.80
31 89 m/z 89.10 31.71%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
140 160 180
5000 m/z 41.05 10.88%
58
44
5 o5 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: l—PropanoI, 2—methy|— LA L L L L N L |
43 1.40 1.60 1.80
33 m/z 45.10 8.39%
5000
27
59 74
0 ‘ ‘\ n Lo | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR S AL R L
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.84 13.16 ng 292053 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 57 (1.838 min): BF078949.D (-55) (-) m/z 73.10 100.00%
73
5000
43 55 87 I
37 50 o7 1.60 1.80 2.00 2.20
Ol L 80 e Tm/z 43.10 34.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 27.25%
0 ‘%9 35 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
0o g 87 160 1.80 200 2.20
5000 m/z 87.10 23.94%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R e REaas ma
7B 1.60 1.80 2.00 2.20
m/z 41.05 12.28%
5000
45
29
0 3O ™ er | 101
m/z--> 10 20 30 40 5 6 70 8 90 100 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.16 11.86 ng 263327 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 348 (5.164 min): BF078949.D (-346) (-) m/z 43.05 100.00%
a3
59
5000
101 AR RS LSRR
51 | 83 | 4.80 5.00 5.20 5.40
S M DS m/z 59.10 55.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R I I B
59 480 500 520 540
m/z 101.10 18.05%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.84%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R R o
43 4.80 5.00 5.20 5.40
m/z 41.10 8.50%
5000
101
15 3 | 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 7 unknown7.06 Concentration Rank 2

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

7.06 109.81 ng 2437370 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 514 (7.062 min): BF078949.D (-512) (-) m/z 132.00 100.00%
132
5000 68
0 s I o 9|6 o6 J 680 7.00 720 7.40
0 AN W - | A m/z 68.10 46.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 T AT
6.80 7.00 7.20 7.40
104 m/z 134.00 32.62%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 720 7.40
5000 gg 116 m/z 66.10 30.29%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 i
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal Emm T e
132 6.80 7.00 7.20 7.40
m/z 69.10 18.88%
5000 67
41 97
53
‘ ‘ 79 ‘ 117
0...|....“i“..“.‘.l“.“l‘.‘.“l‘ .‘ﬁl:!-().?..“l..”. i ma et e
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 Cyclic octaatomic sulfur Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.78 ng 133339 Phenanthrene-d10 12.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 Benzoic acid. 2.5-dinitro- 212 C7HAN206 000610-28-6 50
3 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 9
4 Methanethiol. N-(p-methoxvphenet... 304 C11H16N204S2 040283-94-1 9
5 1,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 9
Abundance Scan 1170 (14.559 min): BF078949.D (-1164) (-) m/z 64.00 100.00%
64
5000 128 160 56
9 192 N
14.20 14.40 14.60 14.80
I S '...,...I,....,..'..,....,'....,..|.'.,2297..2,2.‘.‘..,....',.. m/z 159.90  41.39%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160 A
5000 192 RSN UL UL BV I
14.20 14.40 14.60 14.80
32 96 224 m/z 127 .90 40.77%
0I'”'P'”IM'W'”“P'”I”'W'”'ﬂ'” RSN SURSE S RREN BRREY B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75
92 LA B SR RS
168 1;1.20 14.40 14.60 14.80
m/z 255.80 35.31%
5000 50 120 212 0
62
0 104 135148 195
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #85038: 2-Benzimidazolyl methane thiosulfuric acid e S ML s
64 14.20 14.40 14.60 14.80
m/z 191.80 22 .51%
5000 48
o | 77 91104118131 162 192 244 \
miz-> 20 40 60 80 100 12'0 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.81 18.43 ng 767789 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 53
3 Indole.6-methvl-2-(2-thienvl)- 213 C13H11INS 296245-70-0 50
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 49
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 42

Abundance Scan 1192 (14.811 min): BF078949.D (-1190) (-) m/z 213.10 100.00%

213

%

5000
119
91 228
39 5 65 77 107 135 152165 181 197 | | 14.40 14.60 14.80 15.00 15.20
Ot pe byt et S e Sl Tm/z 119.05 27.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
14.40 14.60 14.80 15.00 15.20
o1 119 228 m/z 214.10 15.88%
o 51 §5 77 107 135 152 165
B o o o L B s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
14.40 14.60 14.80 15.00 15.20
5000 m/z 91.10 15.28%
185 228

28 39 51 69 92103114 128 149 157 171 199

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

%

Abundance #65013: Indole,6-methyl-2-(2-thienyl)-

213 14.40 14.60 14.80 15.00 15.20
m/z 228.05 14.79%
5000
45 77 67 180
ol 34| 63 /7 g9 107 128139 154 16718 1?8

R e e i o e A R EE m e e o e e e | N R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 40 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.93 ng 122067 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 Hexadecanamide 255 C16H33NO 000629-54-9 53
4 Octanamide 143 C8H17NO 000629-01-6 47
5 Dodecanamide 199 C12H25N0 001120-16-7 47

Abundance Scan 1260 (15.588 min): BF078949.D (-1257) (-) m/z 59.00 100.00%

%

5000
83 98112126, 0 145 208 281 15.20 15.40 15.60 15.80 16.00
o m/z 72.10 67 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 e N  Emas ma

15.20 15.40 15.60 15.80 16.00
m/z 55.10 49.21%

0 \M LB e ssaoenos 20 20 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R e e S e e
15.20 15.40 15.60 15.80 16.00
5000 m/z 41.10 35.02%
43 227
. 29 73 97 114128 155960 18419815
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91513: Hexadecanamide A ERmEa mEa S
59 15.20 15.40 15.60 15.80 16.00

m/z 43.10 27 .17%

5000

N

©
N
w

Ll 80100114128142156170184198212226240 255

R L S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 20 15. 40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.79 ng 199637 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 81
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 74
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 74
Abundance Scan 1307 (16.125 min): BF078949.D (-1304) (-) m/z 57.10 100.00%

57

5000

.

15.80 16.00 16.20 16.40
m/z 43.10 80.45%

1p7 151 189 213 234

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

.

I I I I
15.80 16.00 16.20 16.40
11 m/z 55.10 63.74%
126147 168 196211227

5000 4

258

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57
83 R REREE R
15.80 16.00 16.20 16.40
5000 m/z 71.10 60.58%
41 111

ol 26 126 154 1gp 210 238 283

WWWWWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

=

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
15.80 16.00 16.20 16.40
m/z 83.05 55.42%
5000
o 126 154169 195010 238 jgg 583
- IIIIIIIIIIIIIIIIIII

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 3,4:8,9-Dibenzopyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.32 ng 138199 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 72
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 64
3 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 64
4 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 59
5 Dibenz(a,e)aceanthrylene 302 C24H14 005385-75-1 50

Abundance Scan 1343 (16.537 min): BF078949.D (-1338) (-) m/z 302.10 100.00%

5000
16.20 16.40 16.60 16.80
191 209
0 m/z 57.10 94 _85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118884: 3,4:8,9-Dibenzopyrene
302
5000 LA L L L LB B L |
151 16.20 16.40 16.60 16.80

m/z 71.05 71.63%

51 74 101117 136 d 168 198 224 248 274 |

T N S L .k A SN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
302
AIIIIIIIIIIIIIIIIIIIIII
16.20 16.40 16.60 16.80
5000 m/z 43.10 67.61%
150
o 100 124 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118893: 3,4:9,10-Dibenzopyrene R R RS
302 16.20 16.40 16.60 16.80
m/z 85.10 51.55%
5000
151

| 174 198 222 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050515\
Data File : BF078949.D

Aca On : 5 May 2015 19:23

Operator : TP/1Z

Sample : 62044-18

Misc :

ALS Vial : 21 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 Coronene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.83 2.76 ng 120062 Perylene-d12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coronene 300 C24H12 000191-07-1 55
2 Coronene. 1.2-dihvdro- 302 C24H14 107716-56-3 49
3 Indenoll.2.3-Falnanhthacene 302 C24H14 000203-11-2 43
4 1.2:3.4-Dibenzopvrene 302 C24H14 000191-30-0 43
5 47 -Bromo-flavone 300 C15H9Bro2 020525-20-6 40
Abundance Scan 1456 (17.828 min): BF078949.D (-1452) (-) m/z 300.10 100.00%
o ,/LH
B SR SRR SO SR
4359 gp 99 124 254 274 326 17.60 17.80 18.00 18.20

0 m/z 302.10 74 .82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117855: Coronene
300
150

5000 Doyt T
17.60 17.80 18.00 18.20

m/z 150.10 38.64%

ol 4 69 100 123 174 194 222 246 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
302
150 17.60 17.80 18.00 18.20
5000 m/z 298.10 24 .49%
ol 3055 83100 123 174 195 222 251 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118897: Indeno[1,2,3-fg]naphthacene
2 17.60 17.80 18.00 18.20
m/z 301.10 24 .22%
5000
ol 63 83 %0 124 174 198 224 248 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
Data File : BF078949.D

Acq On : 5 May 2015 19:23

Operator : TP/1Z

Sample : G2044-18

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl1 .52 1.52 298.2 ng 6619940 1 7.36 443930 20.0
Butane, 2-methoxy... 1.84 13.2 ng 292053 1 7.36 443930 20.0
2-Pentanone, 4-hy... 5.16 11.9 ng 263327 1 7.36 443930 20.0
unknown? .06 7.06 109.8 ng 2437370 1 7.36 443930 20.0
Cyclic octaatomic... 14.56 3.8 ng 133339 4 12.96 705487 20.0
Phenol, 4,4"-(1-m... 14.81 18.4 ng 767789 5 16.25 833416 20.0
9-Octadecenamide, ... 15.59 2.9 ng 122067 5 16.25 833416 20.0
Ethanol, 2-(tetra... 16.13 4.8 ng 199637 5 16.25 833416 20.0
3,4:8,9-Dibenzopy... 16.54 3.3 ng 138199 5 16.25 833416 20.0
Coronene 17.83 2.8 ng 120062 6 18.02 868722 20.0
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