LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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 1.324 10 12 15 rBY 4276584 5208479 36.16% 13.322%
2 1.473 21 25 27 rBvY 7036435 14402123 100.00% 36.836%
3 1.621 32 38 41 rVB2 176840 361676 2.51% 0.925%
4 1.793 51 53 62 rvB 305828 546050 3.79% 1.397%
5 2.055 74 76 92 rvB 116628 243105 1.69% 0.622%
6 4.947 327 329 336 rBV 266043 405775 2.82% 1.038%
7 5.473 372 375 377 rBVY 1020080 1391053 9.66% 3.558%
8 6.753 484 487 489 rBV 991489 1413806 9.82% 3.616%
9 6.890 496 499 501 rBV 1616115 1521512 10.56% 3.892%
10 7.176 522 524 527 rBV 502374 454046 3.15% 1.161%

11 7.359 538 540 543 rVB 1066878 1137439 7.90% 2.909%
12 7.873 582 585 587 rBV 944620 932189 6.47% 2.384%
13 8.753 660 662 664 rBvY 685167 612903 4._.26% 1.568%
14 10.102 778 780 782 rBV 1884804 1643519 11.41% 4._.204%
15 10.925 850 852 854 rBvV 710269 644488 4_.47% 1.648%

16 11.908 935 938 940 rBV 936732 1078023 7.49% 2.757%
17 12.765 1010 1013 1015 rBV 707845 728660 5.06% 1.864%
18 13.657 1087 1091 1092 rBV2 88786 168145 1.17% 0.430%
19 13.759 1098 1100 1102 rVvB2 153515 157298 1.09% 0.402%
20 13.965 1115 1118 1123 rVB2 184476 322648 2.24% 0.825%

21 14.068 1123 1127 1129 rBV3 84699 190662 1.32% 0.488%
22 14.274 1143 1145 1147 rVB 189862 204846 1.42% 0.524%
23 14.342 1149 1151 1154 rVB 734107 810790 5.63% 2.074%
24 14.548 1167 1169 1171 rVB 201950 227659 1.58% 0.582%
25 14.765 1185 1188 1190 rVV 1289287 1406648 9.77% 3.598%

26 14.925 1199 1202 1204 rBV 108108 155087 1.08% 0.397%
27 15.943 1289 1291 1297 rBV2 163280 345322 2.40% 0.883%
28 16.057 1297 1301 1302 rVV2 579633 908434 6.31% 2.323%
29 16.080 1302 1303 1309 rVB2 97620 214547 1.49% 0.549%
30 17.211 1400 1402 1408 rVB2 96313 165840 1.15% 0.424%

31 17.337 1411 1413 1418 rBV 92564 183909 1.28% 0.470%

32 17.783 1449 1452 1455 rBV 601497 752435 5.22% 1.924%
33 18.320 1497 1499 1504 rVB2 58489 158692 1.10% 0.406%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial =: 30 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

Sum of corrected areas: 39097808
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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\BF051515\
BFO79297.D

- 16 May 2015  6:45

- TP/1Z

- G2215-14

- 30 Sample Multiplier: 1

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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.32 Concentration Rank 2

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

1.32 229.43 ng 5208480 1,4-Dichlorobenzene-d4 7.18
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 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 12 (1.324 min): BF079297.D (-10) (-) m/z 73.10 100.00%
73
5000 43
89
37 55 1.30 1.40 1.50 1.60 1.70
N T L N P m/z 43.10 49.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 31.04%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43
55 1.30 1.40 1.50 1.60 1.70
5000 m/z 41.10 9.76%
29
0 15 37 49 61 67 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methyl-
78 1.30 1.40 1.50 1.60 1.70
m/z 45.10 7 .85%
5000
57
- 41
0 15 \‘ \“\ 50 1] | 87
m/z--> fo 25 35 Jo §o eb 75 éo do 160 1io 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.62 15.93 ng 361676 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 38 (1.621 min): BF079297.D (-32) (-) m/z 73.10 100.00%
73
5000 43
55 87 al
140 1.60 1.80 2.00
o..,....,...3.3,|.-.'..5,0..|..~,..‘??,'.:..,....,....,...., m/z 43.10 36.79%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 26.08%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
'A'w"'w"'w"'w"
140 1.60 1.80 2.00
5000 43 m/z 87.10 25 .35%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R ma e
73 140 1.60 1.80 2.00
m/z 41.10 12.18%
5000
45
29
o . 39| 50 67 |, 101
mz-> 20 30 40 50 60 70 80 90 100 140 1.60 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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.

4.95 17.87 ng 405775 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 329 (4.947 min): BF079297.D (-327) (-) m/z 43.10 100.00%
a3
59
5000
101
51 | 83 | 4.60 4.80 5.00 5.20
S M M m/z 59.10 55.49%
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 59 460 480 500 520
m/z 101.10 20.05%
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
460 480 500 520
5000 M m/z 58.10 16.31%
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 e e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.76%
5000
101
15 ;| 3P e e
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY BESAESE RN SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 unknown6.89 Concentration Rank 3

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

6.89 67.02 ng 1521510 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 499 (6.890 min): BF079297.D (-496) (-) m/z 132.00 100.00%
32
5000 68
6 ISR R L L
40 54 75 104 6.60 6.80 7.00 7.20
o i 0l T il E S [ m/z 68.10 37.12%
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 ISR R R L
6.60 6.80 7.00 7.20
3 78 m/z 134.00 33.60%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 6.80 7.00 7.20
5000 67 m/z 66.10 24.01%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T A e ARAmEE
132 6.60 6.80 7.00 7.20

m/z 69.10 14 .91%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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 unknownl3.66 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.66 4.62 ng 168145 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Imidazolic acid. l1-triphenvlme...
2 4-I5-Chloro-2-hvdroxvbenzvlidene. ..

3 Benzene. 1.17.1""-ethvlidvnetris-

4 1.1.1-triphenvl-2-decanone

5 7-Acetyl-6-ethyl-1,1,4,4-tetrame. ..

382 C25H22N202

482 C29H23CIN203
258 C20H18
384 C28H320
258 C18H260

067478-49-3 38
016561-89-0 38
005271-39-6 38
072152-27-3 38
000088-29-9 35

Abundance Scan 1091 (13.657 min): BF079297.D (-1087) (-) m/z 243.20 100.00%
243
5000 137
60 91
a 19 | 161 187 ¢ 272 13.40 13.60 13.80 14.00
0 m/z 137.10 39.47%
m/z--> 50 100 150 200 250 300 350
Abundance #152002: 2-Imidazolic acid, 1-triphenylmethyl-, ethyl ester
243
5000 165
13.40 13.60 13.80 14.00
m/z 91.10 26.76%
105
ol 8L T 1401 183 554 | 261280 305 335 382
e e e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance
243
T T
13.40 13.60 13.80 14.00
5000 165 m/z 136.10 23.32%
i
0 51 112 139 183 215
L e e o A B e o o o e o B
m/z--> 50 100 150 200 250 300 350
Abundance #93492: Benzene, 1,1',1"-ethylidynetris-
243 13.40 13.60 13.80 14.00
m/z 244 .20 20.04%
5000
165
s T msam | {
T T e e e T I e e e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 unknownl3.76 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.76 4.32 ng 157298 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Amino-5-naphthol-7-sulfonic acid 239 C10H9NO4S 000489-78-1 42
4-(4-0x0-1.2.3.4.6.7.12.12b-octa... 326 C19H22N203 1000137-91-1 38
3 Indole. 3-imidazolol2.1-blthiazo... 239 C13H9N3S 292855-05-1 32
4 9-0x0-9.10-dihvdroacridine-2-car... 239 C14H9NO3 042946-36-1 32
5 3-[1-Naphthyl]-5-hydroxyiminomet... 239 C13H9N302 103499-04-3 32
Abundance Scan 1100 (13.759 min): BF079297.D (-1098) (-) m/z 239.20 100.00%
5000 159
13.40 13.60 13.80 14.00
o 208 202 m/z 159.10  48.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81477: 1-Amino-5-naphthol-7-sulfonic acid
239
5000 130 159
13.40 13.60 13.80 14.00
64 103 m/z 241.20 24 .21%
28
0.?]2.|.‘l..‘4$‘l MI \ ||| \“ I”H -l I‘”I\‘ M— fl-lg‘l:!- Illlzzl?”h”” RRRRLARAE LR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
239
13.40 13.60 13.80 14.00
5000 m/z 240.20 20.64%
55
o 77 105 128 154 183 209 326
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81636: Indole, 3-imidazolo[2,1-b]thiazole-5-yI-
239 13.40 13.60 13.80 14.00
m/z 117.10 14 .49%
5000
O 63 88 114 1377 186 241 |
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 13. 40 13. 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.97 8.8 ng 322648  Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 98
2 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 93

3 Decanedioic acid. dibutvl ester 314 C18H3404 000109-43-3 35
4 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 30
5 2(1H)-Quinolinone, hydrazone 159 C9HON3 015793-77-8 27

Abundance Scan 1118 (13.965 min): BF079297.D (-1115) (-) m/z 159.10 100.00%
159
241
5000 185
s 117 143 213 256
, 779 II i || 199 | 13.60 13.80 14.00 14.20
Ot it e e it b b Tm/z 241.20 69.68%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92361: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8,...
241
159
5000
o 256 13.60 13.80 14.00 14.20
185 o1s m/z 185.20 37.27%
43 129143 ‘ 199 |
ol 2 2 S e b 2 |
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
241
13.60 13.80 14.00 14.20
5000 m/z 117.05 21.31%
143
41 5 o1 115'%° 256
o 77 212226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124954: Decanedioic acid, dibutyl ester
241 13.60 13.80 14.00 14.20
m/z 143.05 20.41%
185
5000 a1 0
125 143
214
AN “Hw sl \ -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .07 5.23 ng 190662 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-8.11.13-triene 242 C18H26 032624-67-2 98
2 1.4-Naphthalenedione. 2-hvdroxv-... 242 C15H1403 000084-79-7 60
3 Benzoldlpvrazolol3.4-blazepin-3(... 227 C13H13N30 263550-89-6 58
4 3-(6-0xo0-1-cvclohexen-1-vI)-2-in... 227 C14H13NO2 076325-86-5 46
5 Benzocyclopentene, 4,6,7-triethy... 242 C18H26 1000156-41-5 46
Abundance Scan 1127 (14.068 min): BF079297.D (-1123) (-) m/z 227.20 100.00%
143
5000
242
157 A A B B B
183199 256 302 13.80 14.00 14.20 14.40
(o} m/z 143.10 56.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83831: 10,18-Bisnorabieta-8,11,13-triene
227

143

5000
13.80 14.00 14.20 14.40

m/z 242_.20 32.17%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
227
13.80 14.00 14.20 14.40
5000 m/z 128.10 21.16%
242

2741 o, 7T 105 158 152 179 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74325: Benzo[d]pyrazolo[3,4-b]azepin-3(2H)-one, 5,6-dihyd... R B B
143 297 13.80 14.00 14.20 14.40

m/z 228.20 18.83%

5000

o et et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.34 22.25 ng 810790 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 62
3 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 58
4 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 46
5 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 43
Abundance Scan 1151 (14.342 min): BF079297.D (-1149) (-) m/z 223.20 100.00%
23
181 238
5000
43 89104 141 14.00 14.20 14.40 14.60
o 63 126 254 274 302 m/z 238.20 57.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 UL BB B B
14100 14,20 14.40 14.60
m/z 181.05 54 .63%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
14.00 14.20 14.40 14.60
5000 238 m/z 165.10 42 .39%
43
27 104 1655
62 7 128 150 207

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

Abundance #81269: 4,4"-Diisopropylbipheny! R e A o
223 14.00 14.20 14.40 14.60

m/z 195.10 32.83%

5000 238

104 181

! 62 byl 128 15 h H‘ TN 1

o.n“”w.”w””,”u“”.“”.”..””..”.”. S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60

27 165
|
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.41 ng 155087 Chrysene-di12 16.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl-7-(1-meth... 234 C18H18 000483-65-8 97
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 Phenanthrene. 2.4.5.7-tetramethvl- 234 C18H18 007396-38-5 59
4 Anthracene. 2-(1.1-dimethvlethvl)- 234 C18H18 018801-00-8 58
5 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 47
Abundance Scan 1202 (14.925 min): BF079297.D (-1199) (-) m/z 219.10 100.00%
219
234
5000

14.60 14.80 15.00 15.20

82 101415 135150165

49 255270 302

0 m/z 234.15 60.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #78743: Phenanthrene, 1-methyl-7-(1-methylethyl)-
219
234
A
5000 LI L L L L L ML N
204 14.60 14.80 15.00 15.20
102 189 m/z 204.10 35.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
219234
14.60 14.80 15.00 15.20
5000 m/z 203.10 29.01%
204

30 63 82 102117 139 165 &9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #78730: Phenanthrene, 2,4,5,7-tetramethyl-

234 14.60 14.80 15.00 15.20

219 m/z 202.10 22.88%
5000
204
101 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.94 7.60 ng 345322 Chrysene-di12 16.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1291 (15.943 min): BF079297.D (-1289) (-) m/z 57.10 100.00%

g7

83

5000

-

15.60 15.80 16.00 16.20
m/z 43.10 88.63%

o 139 167 195 218234553 282300 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146886: Dichloroacetic acid, heptadecy! ester

%

5000

15.60 15.80 16.00 16.20
m/z 55.10 86.52%

139 158 191210 238 265 205

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
B R e e R
15.60 15.80 16.00 16.20
5000 41 111 m/z 83.10 77.53%

. 139 167 196 220 266 294 325340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R I
7 15.60 15.80 16.00 16.20

m/z 69.10 70.80%

-

83

5000

%

139 169

185 210 238 j6con3
R e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.21 4.41 ng 165840 Perylene-di12 17.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 58
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 50
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 47
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 47
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 47
Abundance Scan 1402 (17.211 min): BF079297.D (-1400) (-) m/z 69.10 100.00%
6o
5000 _,x“,v¢_,A,AA~ﬁL~\/V\A~»—~va
M 302
LRSI AN SRR B B
175 256276 16.80 17.00 17.20 17.40 17.60
Ol by 1l 1“47.‘. LD 20T 2l L3 m/z 81.10 54.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 AR AR SR BN B
16,80 17.00 17.20 17.40 17.60
41 o 137 m/z 302.10 30.57%
0 M L paag ) 163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1680 17.00 17.20 17.40 17.60
50000 41 m/z 41.10 26.05%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R R e S
69 16.80 17.00 17.20 17.40 17.60
a1 m/z 95.10 13.08%
5000 ._J\/V\Aﬁ\fvf\ﬂj\—jjJ\fV&rv\NNJ
95 123
AR TN bk A i F
m/z--> 50 100 150 200 250 300 350 400 16,80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079297.D

Aca On : 16 May 2015 6:45

Operator : TP/1Z

Sample : 62215-14

Misc :

ALS Vial : 30 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

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 unknownl1l8.32 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.32 4.22 ng 158692 Perylene-d12 17.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Phenvl-3-penten-2-one p-toluen... 328 C18H20N202S 1000211-12-1 18
2 Benzoic acid. 3-trifluoromethvl-... 337 C16H10F3NO4 351061-10-4 18
3 4°-(Trifluoromethvl)acetophenone 188 C9H7F30 000709-63-7 15
4 Decvl sulfide 314 C20H42S 000693-83-4 15
5 2H-Isoindole, 4,5,6,7-tetramethyl- 173 C12H15N 070187-61-0 15
Abundance Scan 1499 (18.320 min): BF079297.D (-1497) (-) m/z 137.15 100.00%
137
173
81
57
109 o327 386 385 18.00 18.20 18.40 18.60
0 L m/z 173.10 76.82%
m/z--> 50 100 150 200 250 300 350
Abundance #131671: 4-Phenyl-3-penten-2-one p-toluenesulfonylhydrazone
173
5000 B UL SN UL UL
18.00 18.20 18.40 18.60
o1 129 m/z 81.10 65.68%
65
I N | 149 | 200 2004 %7
m/z--> 50 100 150 200 250 300 350
Abundance
173
18.00 18.20 18.40 18.60
0
5000 145 m/z 57.10 56.70%
65
39 % 14 261 318> v./\~«vv“\-v}\/k*/\~\N\hN/
o r—rrr T
m/z--> 50 100 150 200 250 300 350
Abundance #48468: 4'-(Trifluoromethyl)acetophenone N EREESEEEEs R RS
173 18.00 18.20 18.40 18.60
145 m/z 264.10 42 .29%
h \\“J“\JN\J\AJ\V~/MMAJ_vVW
43
75 95 125
0 }?, R e B A RN '”'I'”'I'”'q
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079297.D

Acq On : 16 May 2015 6:45

Operator : TP/1Z

Sample : G2215-14

Misc :

ALS Vial : 30 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 .32 1.32 229.4 ng 5208480 1 7.18 454046 20.0
Butane, 2-methoxy... 1.62 15.9 ng 361676 1 7.18 454046 20.0
2-Pentanone, 4-hy... 4.95 17.9 ng 405775 1 7.18 454046 20.0
unknown6 .89 6.89 67.0 ng 1521510 1 7.18 454046 20.0
unknownl3.66 13.66 4.6 ng 168145 4 12.77 728660 20.0
unknownl13.76 13.76 4.3 ng 157298 4 12.77 728660 20.0
4b,8-Dimethyl-2-1... 13.97 8.9 ng 322648 4 12.77 728660 20.0
10,18-Bisnorabiet... 14.07 5.2 ng 190662 4 12.77 728660 20.0
10,18-Bisnorabiet... 14.34 22.3 ng 810790 4 12.77 728660 20.0
Phenanthrene, 1-m... 14.93 3.4 ng 155087 5 16.06 908434 20.0
Dichloroacetic ac... 15.94 7.6 ng 345322 5 16.06 908434 20.0
Squalene 17.21 4.4 ng 165840 6 17.78 752435 20.0
unknown18.32 18.32 4.2 ng 158692 6 17.78 752435 20.0
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