LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 1.541 28 31 34 rVB 6706433 8054748 100.00% 18.430%
2 1.678 40 43 50 rvB 237094 512258 6.36% 1.172%
3 1.781 50 52 57 rvw 384194 747969 9.29% 1.711%
4 1.861 57 59 62 rvv 237371 343621 4.27% 0.786%
5 1.907 62 63 98 rvB 3521422 6828337 84.77% 15.624%
6 5.176 347 349 357 rVB 220164 290798 3.61% 0.665%
7 5.667 389 392 395 rBVY 1601142 1778177 22.08% 4_.069%
8 6.925 499 502 504 rBVY 1655573 1942618 24.12% 4 _.445%
9 7.085 513 516 518 rBY 1880155 1994120 24.76% 4 _.563%
10 7.370 539 541 543 rBV 595679 542917 6.74% 1.242%

11 7.553 555 557 560 rvB 1131033 1507935 18.72% 3.450%
12 8.056 599 601 604 rBV 1052025 1131426 14.05% 2.589%
13 8.948 677 679 681 rBvY 887906 766374 9.51% 1.754%
14 10.296 794 797 799 rBV 2727129 2441103 30.31% 5.586%
15 10.799 839 841 843 rBV 94393 99216 1.23% 0.227%

16 11.131 867 870 872 rBV 684763 820166 10.18% 1.877%
17 11.474 898 900 903 rBvV 284559 378317 4._.70% 0.866%
18 12.102 953 955 958 rVB 1475550 1518889 18.86% 3.475%
19 12.971 1029 1031 1033 rBV 875372 949437 11.79%% 2.172%
20 13.005 1033 1034 1036 rVvVv 247756 178505 2.22% 0.408%

21 13.062 1037 1039 1042 rVV 110534 126260 1.57% 0.289%
22 13.211 1046 1052 1055 rBV 51146 120028 1.49% 0.275%
23 13.679 1091 1093 1096 rBVZ2 75193 127227 1.58% 0.291%
24 13.737 1096 1098 1100 rvVv 86096 95661 1.19% 0.219%
25 14.491 1161 1164 1166 rBV 603399 679435 8.44% 1.555%

26 14.582 1168 1172 1175 rVB 203799 460875 5.72% 1.055%
27 14.765 1185 1188 1190 rBV 530985 642686 7.98% 1.471%
28 14.834 1191 1194 1200 rVvVv 454394 707002 8.78% 1.618%
29 14.971 1203 1206 1209 rVV 2748972 2681186 33.29% 6.135%

30 15.177 1223 1224 1226 rVB 73438 84667 1.05% 0.194%
31 15.268 1230 1232 1233 rBV 82188 91220 1.13% 0.209%
32 15.302 1233 1235 1237 rBV2 61973 81482 1.01% 0.186%

33 16.137 1305 1308 1312 rBV3 264891 452934 5.62% 1.036%
34 16.263 1316 1319 1321 rVV2 855933 1323567 16.43% 3.029%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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

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

Method
Title

35 16.297 1321 1322 1324 rVB 243571 248448 3.08% 0.568%

36 16.948 1378 1379 1385 rVB2 108406 175155 2.17% 0.401%
37 17.566 1430 1433 1437 rBV 241566 553478 6.87% 1.266%
38 17.760 1446 1450 1453 rBV2 112031 243854 3.03% 0.558%
39 17.886 1459 1461 1464 rBV 158451 211076 2.62% 0.483%
40 17.954 1464 1467 1469 rVV 210047 314304 3.90% 0.719%

41 18.023 1470 1473 1480 rVB 727141 1143995 14.20% 2.618%
42 18.606 1522 1524 1526 rVB2 73067 104171 1.29% 0.238%
43 19.531 1602 1605 1611 rVB2 93836 207815 2.58% 0.476%

Sum of corrected areas: 43703457
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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\BF043015\

BF078875.D
1 May 2015 4:27
TP/1Z
G2032-03
25 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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4000000

3000000

2000000

1000000
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0
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3.00
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I
4.50 5.00 5.50
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6000000

5000000

4000000

3000000

2000000

1000000 8,06

TIC: BFO78875.D

10.30

12.10
8.95 11.13

12.97

13086 01 13%84

14.49
4.5

0
Time--> 8.00

10.80 / fjf7 A
[

10.50 11.00 11.50 12.00 12.50

8.50 9.00 9.50 10.00

13.50

14.00 14.50

13.00
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6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BFO78875.D

14.97

18.02
17577 8845

19.53

Time-->

15.00

18.00 18.50 19.00

15.50 16.00

16.50 17.00 17.50

20.00

19.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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.54 Concentration Rank 1

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

1.54 296.72 ng 8054750 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 31 (1.541 min): BF078875.D (-28) (-) m/z 73.10 100.00%
73
5000 43
89
rrryTTTrT T T T T T
55 140 1.60 1.80
| A N 1 N U .- KN RN M m/z 43.10 51.70%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L fTTﬁ T
140 1.60 1.80
31 89 m/z 89.10 32.87%
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 10.78%
58
44
5 25 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: 1-Propanol, 2-methyl-
43 140 1.60 1.80
33 m/z 45.10 8.57%
5000
27
59 74
0 ‘ [ L Ly | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR RIS L AL AL B
m/z--> 10 20 30 40 50 60 70 80 90 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 7

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

1.86 12.66 ng 343621 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 59 (1.861 min): BF078875.D (-57) (-) m/z 73.05 100.00%
7B
5000
43 55 87
| 1.60 1.80 2.00 2.20
Yt R R 1 AN m/z 43.10 29.34%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T ---/}Tﬁ-- T
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.57%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
1.60 1.80 2.00 2.20
5000 m/z 87.05 24 .71%
43
0 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- AR RamEE T
7B 1.60 1.80 2.00 2.20

m/z 41.10 13.24%

5000
45

29
39‘\ 5 g7 | 101

(O o I B o o e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 8

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

5.18 10.71 ng 290798 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 349 (5.176 min): BF078875.D (-347) (-) m/z 43.10 100.00%
a3
59
5000
o1 | o “l’l 480 5.00 520 540 5.60
St M DS m/z 59.10 52.58%
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 G R R L
59 480 5.00 520 5.40 5.60
m/z 58.10 16.19%
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 5.00 520 540 5.60
5000 41 m/z 101.10 15.62%
31
69 87
o 15 51 98
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 N mama b
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.30%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 unknown7.08 Concentration Rank 3

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

7.08 73.46 ng 1994120 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 516 (7.085 min): BF078875.D (-513) (-) m/z 132.00 100.00%
32
5000 68
40 % 680 7.00 7.20 7.40
54 75 103 : : : :
Obrrrerrerrrr e i Ol 87 | S 18 L Tm/z 68.10  35.86%
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 N
5000 U L RS I
6.80 7.00 7.20 7.40
78 m/z 134.00 33.86%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 22.77%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14006: 5-Aminoindole R i Ammann s L

132 6.80 7.00 7.20 7.40
m/z 69.10 13.91%

5000

104
66
14 27 37445158 %0 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 7-Amino-7H-S-triazolo[5,1-c... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.21 2.53 ng 120028 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Amino-7H-S-triazolol5.1-c1-S-t... 156 C3H4N6S 013728-28-4 50
2 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 45
3 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 9
4 .alpha.-T9H-Purine-6-thiol-9-vI1... 321 C12H11N502S2 019271-00-2 9
5 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S 001782-93-0 9
Abundance Scan 1052 (13.211 min): BF078875.D (-1046) (-) m/z 64.00 100.00%
64
i //JL—/
5000
96 224 -
128 149 192 12:80 13.00 13.20 13.40 13.60
obt2 T e e m/Z 159.85  52.46%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #27226: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol
64
124
5000 LN NI SRR BN
96 12.80 13.00 13.20 13.40 13.60
156 m/z 95.90 28.66%

84
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
64
45 124 184

92 12. 80 13. 00 13. 20 13. 40 13.60
5000 m/z 223.80 26.93%
. 78 110 13g 156
L L s e B L B
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #85038: 2-Benzimidazolyl methane thiosulfuric acid R e
64 12. 80 13. 00 13. 20 13. 40 13. 60

m/z 161.90 14 _.70%

50000 4g

77 91 104 118181 150162 4gp 244

e M. s T I .

m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.68 ng 127227 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
3 d-Glucitol. 4-0O-octvl- 294 C14H3006 132696-01-6 14
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 11
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 11
Abundance Scan 1093 (13.679 min): BF078875.D (-1091) (-) m/z 43.10 100.00%
43 78

213 LA L L L L LN
143157171185 13.40 13.60 13.80 14.00

199

Obprr m/z 73.00 98.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid
60
41
5000 129
9 13.40 13.60 13.80 14.00
87 m/z 60.00 87.49Y%
L1 L[ e 172
0 0 e e N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 4 . .
— e e
13.40 13.60 13.80 14.00
5000 m/z 55.05 87.36%
42
87
o 104 127 144158 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114004: d-Glucitol, 4-O-octyl- B A RRREE R
57 13.40 13.60 13.80 14.00
1 m/z 57.05 79.92%
43 103
5000
185
o 2 203 297 245 277 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.74 2.02 ng 95661 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 4-Cvano-4-hvdroxv-3-methvl-2-phe... 216 C13H16N20 1000216-11-7 22
3 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 17
4 Hvdrazinecarboxaldehvde. 2-I3-(m... 190 C4H6N40S2 038362-25-3 14
5 4-Isothiazolecarbonitrile, 5-chl... 190 C5H3CIN2S2 054798-93-5 12

Abundance Scan 1098 (13.737 min): BF078875.D (-1096) (-) m/z 190.10 100.00%
190
5000 AA&
94 lllllllllllllllll
63 81 165 13. 40 13. 60 13. 80 14. oo
o 39 50 110 125 139151 179 208 /7 18910 92 750
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 R --- U
o4 Bmmmmmmm
m/z 191.05 32.38%
oL27 3950 63 8L | 110122 137 150 163 178 |
m/z--> 25 Jo éo éo 160 150 150 160 180 260 220
Abundance
104 118 132 189
13.40 13.60 13.80 14.00
5000 91 m/z 192.05 31.38%
77
. 39 5565 146 160 174 200 216
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48981: 1,4-Naphthalenedione, 2,5-dihydroxy-
190 13.40 13.60 13.80 14.00
m/z 187.10 20.30%
5000 121
105
5 es i
0||||||||H||ﬁ|‘|‘|||||l‘|||‘|||l‘|||‘|||||||“llll|l‘l|||||| ||||I|\4|A|||||||||||
m/z--> 20 40 6 100 120 140 160 180 200 220 13 40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 Cyclic octaatomic sulfur Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.58 9.71 ng 460875 Phenanthrene-d10 12.97
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 53
3 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 9
4 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 9
5 N,N"-[trans-1,4-Cyclohexylene]-b... 394 C10H22N206S4 035871-63-7 9
Abundance Scan 1172 (14.582 min): BF078875.D (-1168) (-) m/z 64.00 100.00%
64
5000
T \ 192 14130 14/40 1460 1480 15,00
Ot 83 I',?(.’E.‘.,..'. 143 | 178 | 205218 || 77 157.90  38.57%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160
5000 192 AALIARUABAR AR NN
14:20 14.40 14.60 14.80 15.00
32 96 224 m/z 159.90 32.65%
0I'”'P'”IM'W'”“P'”I”'W'”'ﬂ'” RS SRAISARSARRARE S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75
92 168 14.20 14.40 14.60 14.80 15.00
m/z 255.80 30.55%
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 #61798: Dihydropyrimidine-2-methyl thiosulfuric acid
64 14.20 14.40 14.60 14.80 15.00
48 m/z 95.90 20.13%
5000 —_ffw~—ﬁ/~////\va\J‘A,¢—A_~/
130, _ 160
b ek b B 213 g 1 0 28 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14:20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 1-Heneicosyl formate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.14 6.84 ng 452934 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1308 (16.137 min): BF078875.D (-1305) (-) m/z 57.10 100.00%
N R B
3 139. .- 178 234 15.80 16.00 16.20 16.40
ol J el AT 28 21 Tm/z 43.10  92.47%
m/z--> 50 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57
5000 LA AR LA B
15,80 16.00 16.20 16.40
m/z 55.10 92 .25%
oo Ly 1% 207 196 222 266 29 szaaqo
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
15:80 16.00 16,20 16.40
5000 111 m/z 83.10 90.61%
29
. 139 168 194 224 250 297 360
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester R RS
57 83 15.80 16.00 16.20 16.40
m/z 97.10 80.15%
5000 111
29
oL i bl } L AN 168 101210 238 266 295
m/z--> 50 100 150 200 2éo 300 350 15,80 16.00 16.20 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 16 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.95 2.65 ng 175155 Chrysene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 50
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 49
4 Tricosane 324 C23H48 000638-67-5 46
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 43
Abundance Scan 1379 (16.948 min): BF078875.D (-1378) (-) m/z 57.10 100.00%
57
5000 85 240 W
ol k. 192 %0 m/z 43.10 79.23%
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane
57
5000 DU AR DU B B
85 16,60 16.80 17.00 17.20
29 m/z 71.10 58.44Y%
0 \‘ i A ‘\ [ ‘\‘ 113 141 169 212
m/z--> 50 160 150 200 250 300 3%0
Abundance
57
16,60 16,80 17.00 17.20
5000 91 m/z 55.10 51.86%
it M
o 111133 161 189 224 260
m/z--> 55 160 150 200 250 300 3%0
Abundance #99484. Octadecane, 3—methy|— LI L L L L B
57 16.60 16.80 17.00 17.20
m/z 85.10 44 .96%
5000
85
239
3 113
ol L | ,1‘,J|,,J,1f‘1|,1‘?9,,2,11,,L 08 .
m/z--> 50 100 150 200 250 300 350 mmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 17 1-Docosene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.76 4.26 ng 243854 Perylene-d12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 83
5 1-Hentetracontanol 593 C41H840 040710-42-7 83

Abundance Scan 1450 (17.760 min): BF078875.D (-1446) (-) m/z 57.10 100.00%
57
oo M
17.40 17.60 17.80 18.00
Ot m/z 43.10 78.63%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
5000 L AR BURBL DU R B
29 17.40 17.60 17. 80 18.00
‘125 m/z 97.10 69.39%
0 ..“.“ I\IHI I‘H‘I\H\I l“.“‘. \|1|5|3?'|8:!'| AR RE .?0.8. I !
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
17.40 17.60 17.80 18.00
5000 83 m/z 83.10 67.21%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance #129672: 1-Hexadecanesulfonyl chloride T
57 17.40 17.60 17.80 18.00
83 m/z 55.10 65.15%
5000 111
29
| [1%9167196224 271 g
O T S T A mma s
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo ' 1720 1760 1780 1800 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078875.D

Aca On : 1 May 2015 4:27

Operator : TP/1Z

Sample : 62032-03

Misc :

ALS Vial : 25 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 18 Benzo[e]pyrene Concentration Rank 14

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

17.89 3.69 ng 211076 Perylene-di12 18.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Benzolalpvrene 252 C20H12 000050-32-8 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 1461 (17.886 min): BF078875.D (-1459) (-) m/z 252.10 100.00%
252
5000
55 74 95 i 147 174 200 224 283 308 332351371 396 17.60 17.80 18.00 18.20
O L 2L 20 A T L 289 S8 Sacso DSl 2 m/z 250.10 28.70%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
17.60 17.80 18.00 18.20
125 m/z 253.10 22.18%
ol_50 74 99 L | 146 174 200 224 J
— — T T T
m/z--> 50 100 150 200 250 300 350
Abundance
252
e e AR
17.60 17.80 18.00 18.20
5000 m/z 125.10 15.63%
126
ol 39 74 100 150 174 200 224
I A e e e e L B o B e o e o  ERRE
m/z--> 50 100 150 200 250 300 350
Abundance #89823: Benzo[K]fluoranthene T
252 17.60 17.80 18.00 18.20
m/z 126.00 11.69%
5000
126
o 78 99, | 200 224
— T T e e T T
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043015\
Data File : BF078875.D

Acq On : 1 May 2015 4:27

Operator : TP/1Z

Sample - G2032-03

Misc :

ALS Vial : 25 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 .54 1.54 296.7 ng 8054750 1 7.37 542917 20.0
Butane, 2-methoxy... 1.86 12.7 ng 343621 1 7.37 542917 20.0
2-Pentanone, 4-hy... 5.18 10.7 ng 290798 1 7.37 542917 20.0
unknown?7 .08 7.08 73.5 ng 1994120 1 7.37 542917 20.0
7-Amino-7H-S-tria... 13.21 2.5 ng 120028 4 12.97 949437 20.0
n-Decanoic acid 13.68 2.7 ng 127227 4 12.97 949437 20.0
4H-Cyclopenta[def... 13.74 2.0 ng 95661 4 12.97 949437 20.0
Cyclic octaatomic... 14.58 9.7 ng 460875 4 12.97 949437 20.0
1-Heneicosyl formate 16.14 6.8 ng 452934 5 16.27 1323570 20.0
Pentadecane 16.95 2.6 ng 175155 5 16.27 1323570 20.0
1-Docosene 17.76 4.3 ng 243854 6 18.02 1144000 20.0
Benzo[e]pyrene 17.89 3.7 ng 211076 6 18.02 1144000 20.0
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