LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample - G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060415_.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 height area % max. total
1 2.261 92 94 108 rVB 129978 348443 10.94% 0.954%
2 2.455 108 111 125 rVVv2 553021 1409465 44.26% 3.860%
3 2.673 126 130 142 rVB 81630 233080 7.32% 0.638%
4 2.935 150 153 157 rVB 288187 420616 13.21% 1.152%
5 6.124 430 432 435 rBV 2283251 2201775 69.14% 6.030%
6 7.107 515 518 520 rBV 2174359 2454153 77.07% 6.721%
7 7.279 530 533 535 rBV 2697796 2547838 80.01% 6.978%
8 7.507 551 553 555 rBY 705843 582434 18.29% 1.595%
9 7.667 565 567 570 rBvV 2217761 1864511 58.55% 5.106%
10 8.067 599 602 604 rBVY 1088930 1356606 42.60% 3.715%

11 8.799 664 666 669 rBvV 926924 814898 25.59% 2.232%
12 9.873 758 760 763 rVB 3363568 2739080 86.01% 7.502%
13 10.262 792 794 795 rBV 282579 272441 8.56% 0.746%
14 10.582 820 822 824 rBV 825871 951379 29.88% 2.606%
15 11.371 889 891 894 rBV 2023110 1790370 56.22% 4.903%

16 12.091 951 954 955 rBV 1228497 1146974 36.02% 3.141%
17 12.605 996 999 1001 rBV2 97451 199381 6.26% 0.546%
18 12.731 1008 1010 1014 rBV2 144540 283168 8.89% 0.776%
19 13.382 1065 1067 1069 rBV 1042546 1091237 34.27% 2.989%
20 13.645 1088 1090 1093 rVB 997973 971327 30.50% 2.660%

21 13.794 1100 1103 1105 rBV 2243152 3184516 100.00% 8.722%
22 14.011 1118 1122 1125 rVB 114059 257258 8.08% 0.705%
23 14.765 1184 1188 1190 rBV2 96798 199634 6.27% 0.547%
24 14.834 1192 1194 1197 rBV3 374997 539648 16.95% 1.478%
25 15.074 1212 1215 1217 rBV2 989943 1779258 55.87% 4_.873%

26 15.108 1217 1218 1224 rVB 366471 492001 15.45% 1.347%
27 15.680 1265 1268 1273 rBV3 154875 283575 8.90% 0.777%
28 16.468 1334 1337 1342 rBV 373202 1006522 31.61% 2.757%
29 16.571 1343 1346 1353 rVB4 141141 518688 16.29% 1.421%
30 16.880 1370 1373 1377 rVB 227191 364542 11.45% 0.998%

31 16.960 1377 1380 1385 rBV 261074 468081 14.70% 1.282%
32 17.051 1385 1388 1391 rBV 734978 1206103 37.87% 3.303%
33 17.714 1443 1446 1448 rBvV 128585 240234 7.54% 0.658%
34 18.034 1471 1474 1481 rVBS8 51324 178044 5.59% 0.488%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample - G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.823 1540 1543 1548 rVB4 87203 235189 7.39% 0.644%

36 19.063 1560 1564 1569 rBV2 160667 451586 14.18% 1.237%
37 19.531 1601 1605 1608 rBV3 112767 293317 9.21% 0.803%
38 19.600 1608 1611 1614 rVV 193093 452096 14.20% 1.238%
39 19.669 1614 1617 1628 rVB 135868 395996 12.44% 1.085%
40 19.920 1635 1639 1642 rBV3 103101 287783 9.04% 0.788%

Sum of corrected areas: 36513247
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079725.D

1.5e+07
le+07

5000000

6.12 7.11, 7.67

2.46 151A
L 2265367 294 A A L

B -

T T T T
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: BF079725.D

1.5e+07
le+07

5000000
9.87

A 11.37 13.79

10.58 12.09 13.3813.6

8.07 8.80
ol 1 10.26 ) ) 125073 \ 14.01 14,

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: BF079725.D

1.5e+07

le+07

5000000

15,07 5
831811 1568 1657 10856 17.71 18.03 18.8219.06  19966719.92
T

0 e e

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\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.94 14.44 ng 420616 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 153 (2.935 min): BF079725.D (-150) (-) m/z 73.10 100.00%
73
5000 43
55 87 A” SR § VS
37 2.60 2.80 3.00 3.20
o 228 Tm/z 43.10  39.76%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.60 2.80 3.00 3.20
55 87 m/z 55.10 26.56%
% | el
mz-> 20 30 40 50 e'o 70 80 90 100 110 120 130
Abundance
73
260 280 300 320
5000 43 m/z 87.10 23.93%
58
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4342: Pentane, 3-methoxy- A REER RS B
73 2.60 2.80 3.00 3.20
m/z 41.05 12.02%
5000
45
29
89 S er | 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 260 280 3.00 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 5 unknown7.28 Concentration Rank 1

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

7.28 87.49 ng 2547840 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 533 (7.279 min): BF079725.D (-530) (-) m/z 132.10 100.00%
132
5000 68
20 s | %6 700 720 7.40 7.60
54 - - - -
el 085 L us W "m/z 68.10 37.45%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L R U I
7.00 7.20 7.40 7.60
m/z 134.10 33.00%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
700 720 7.40 7.60
5000 67 m/z 66.10 23.13%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220 I
Abundance #88584: Amphetaminil L m e
132 7.00 7.20 7.40 7.60
m/z 69.10 14.61%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Anthracene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.61 3.48 ng 199381 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 999 (12.605 min): BF079725.D (-996) (-) m/z 192.10 100.00%

192

5000

12.20 12.40 12.60 12.80 13.00
m/z 191.10 60.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50612: Anthracene, 2-methyl-

5000
12.20 12.40 12.60 12.80 13.00

m/z 189.10 30.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
AIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80 13.00
5000 m/z 193.10 16.60%
165

28 43 63 82 % 115 139

wﬁwmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50626: Phenanthrene, 2-methyl-

12.20 12.40 12.60 12.80 13.00
m/z 190.10 16.17%

5000

39 63 82 9 115 139
P et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 8 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.73 4.94 ng 283168 Phenanthrene-d10 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 49
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 42

Abundance Scan 1010 (12.731 min): BF079725.D (-1008) (-) m/z 189.10 100.00%

9

5000

12.40 12.60 12.80 13.00
m/z 190.10  97.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

5000
12.40 12.60 12.80 13.00

m/z 192.10 85.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190
T T T
12.40 12.60 12.80 13.00
5000 m/z 191.10 66.91%
94

39 6378 | 110 137 163
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189 12.40 12.60 12.80 13.00
m/z 94.60 28.53%
5000
94
163 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 9 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.89 ng 257258 Chrysene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 89
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68
Abundance Scan 1122 (14.011 min): BF079725.D (-1118) (-) m/z 216.10 100.00%
216
5000
40 55 74 o 107 s usier 189 oat 281 302 13.60 13.80 14.00 14.20 14.40
m/z 215.10 91.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67023: Pyrene, 1-methyl-
216
5000
13.60 13.80 14.00 14.20 14.40
95 m/z 213.10 22 .55%
189
14 39 63 0 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
13.60 13.80 14.00 14.20 14.40
5000 m/z 217.10 17.61%
108
57 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67036: Fluoranthene, 2-methyl-

13.60 13.80 14.00 14.20 14.40

m/z 107 .50 14 _.40%

5000

108

123139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.24 ng 199634 Chrysene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 96
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 95
3 Benzo[b]naphtho[1l,2-d]thiophene 234 C16H10S 000205-43-6 90
4 Anthra[l,9a,9-cd;5,10a,10-c"d"]d... 234 C14H6N202 000201-91-2 53
5 2-Amino-6-t-butyl-3-cyano-4,5,6,... 234 C13H18N2S 042159-76-2 52
Abundance Scan 1188 (14.765 min): BF079725.D (-1184) (-) m/z 234.10 100.00%
234
5000
no6o 95 T o163 T 28 | sesse ant 14.40 14.60 14.80 15.00
m/z 235.05 18.18%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78653: Benzo[b]naphtho[2,1-d]thiophene
234
5000
14.40 14.60 14.80 15.00
117 m/z 189.10 14.01%
40 189
63 9 | 139 163 'Mg08 |
m/z--> &&%mmmmmmmmmmmm%
Abundance
234
14.40 1460 14.80 1500
5000 m/z 117.05 12.18%
117
63 79 9 139 163 189508
Wwﬁmﬂwwmm’rrﬁmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78649: Benzo[b]naphtho[1,2-d]thiophene R o &
234 14.40 14.60 14.80 15.00
m/z 202.10 9.25%
5000
117
6379 9, | 139 163 189 208
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.07 ng 539648 Chrysene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 86
2 1-Nonadecene 266 C19H38 018435-45-5 76
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 76
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 70
5 1-Hexadecanol 242 C16H340 036653-82-4 70
Abundance Scan 1194 (14.834 min): BF079725.D (-1192) (-) m/z 57.10 100.00%
a7 226
R UM S B B
139 14.60 14.80 15.00 15.20
o8 18 M.2t2s 85 uz5743.10  96.33%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 L UL I L B
29 14.60 14.80 15.00 15.20
e m/z 226.10  94.05%
1 \,\m | I :L NI S
m/z--> 50 100 150 200 250 300 350
Abundance
43 97
69
14.60 14.80 15.00 15.20
5000 m/z 55.10 93.26%
125
25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosy! formate B B
57 83 14.60 14.80 15.00 15.20
m/z 83.10 85.14%
5000 111 wxj\\/y\
} L ‘ ’ J\ ) 139‘.157 196 222 266 294 322340
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Cyclohexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.68 3.19 ng 283575 Chrysene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 83
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 60
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 58
4 10-Heneicosene (c,t) 294 C21H42 095008-11-0 53
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 53
Abundance Scan 1268 (15.680 min): BF079725.D (-1265) (-) m/z 57.10 100.00%
57
15.40 15,60 15.80 16.00
= m/z 43.10 75.88%
m/z--> 50 100 150 200 250 300
Abundance #72491: Cyclohexadecane
55 g3
5000 LI UM B IR B
29 111 15.40 15.60 15.80 16.00
m/z 55.10 63.73%
|| 139 167 196 224
m/z--> 50 100 150 200 250 300
Abundance
57
15.40 15.60 15.80 16.00
5000 m/z 71.10 58.53%
29 85
111
139 196 224
m/z--> 50 100 150 200 250 300
Abundance #93396: Ethanol, 2-(tetradecyloxy)- B A RRREE R
57 15.40 15.60 15.80 16.00
m/z 83.10 53.37%
83
5000
29 111
168 196
J|=MI|}ﬁg.l [N ?%7| F§8| S N —
m/z--> 50 100 150 200 250 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.57 8.60 ng 518688 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octacosane 394 C28H58 000630-02-4 81
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Tricosane 324 C23H48 000638-67-5 76
Abundance Scan 1346 (16.571 min): BF079725.D (-1343) (-) m/z 57.10 100.00%
57
13 i 1655 1640 16160 160"
141455183 239 : : : :
oL, 3 A 62 219 205 324343 7z 7110 68 710
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 UL AR AR SRR B
mmmmmmmm
29 m/z 43.10 60.03%
\‘ Al h Il “ 1}3 \141 . 169 197 225 254
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
16,20 16.40 16.60 16:80
5000 85 m/z 85.10 47 .87%
29
113 141 169 197 225 268
m/z--> 55 160 150 260 250 360 3éo
Abundance #155178: Octacosane e RN B
57 16.20 16.40 16.60 16.80
m/z 55.10 26.58%
e & MMAAJW
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1620 1640 1660 16%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.71 3.98 ng 240234 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1446 (17.714 min): BF079725.D (-1443) (-) m/z 57.10 100.00%
57
i A—/\M\//\M
5000
A L1111 160 100010200 2 20 325 ame 720 1760 170 1160
3N L T 196219240 ) 200 329 %8 m/z 71.10 72.96%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 S BN BN SUNSE SURRE
85 17.40 17.60 17.80 18.00
29 m/z 43.10 53.86%
M e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.40 17.60 17.80 1800
5000 g5 m/z 85.10 52.08%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #142113: Heptadecane, 9-octyl- U L B UL B
57 17.40 17.60 17.80 18.00
m/z 55.10 23.07%
5000 85 -vmq/\“/wﬁ_x/\/\/\\wAvrx\/¥x\_ﬁ
113
_a M LT e 109 07 %0 267 204 33 352
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 unknownl18.03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.95 ng 178044 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furazano[3,4-H]1,6-naphthyridin-... 264 C14H8N402 296245-19-7 38
2 Indane-1,3-dione, 2-(4-methoxybe... 264 C17H1203 007421-76-3 38
3 3H-1,3,4-Benzotriazepine, 2-meth... 264 C16H16N4 121364-85-0 35
4 Benzo[b]naphtho[2,3-d]thiophene,... 264 C18H16S 024964-02-1 27
5 Pyrazolo[l,5-a]pyrimidin-7-amine... 264 C14H12N6 1000276-36-9 22
Abundance Scan 1474 (18.034 min): BF079725.D (-1471) (-) m/z 57.10 100.00%
57 264
81
215
5000 107 149 191
233
124 173 297 328 o B o e
4p 355 17.80 18.00 18.20 18.40
m/z 264.10 91.78%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96659: Furazano[3,4-H]1,6-naphthyridin-6(9H)-one, 5-phenyl-
234 264
5000
207 17.80 18.00 18.20 18.40
m/z 43.10 90.04%
51 77 105 1%7 1?2 179 ‘
Ly ) | P il
m/z--> 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
264
76 L UL UL BN U
165 17.30 18.00 18.20 18.40
0
5000{ g 104 033 m/z 55.10 76.13%
1 il ‘A/\/L\A/L‘\Ar\/\m/\
R R ) B LA LA L) SRS LA LARAN AR LR LA LALA) SN AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96789: 3H-1,3,4-Benzotriazepine, 2-methylamino-3-methyl-5... R B B B S
264 17.80 18.00 18.20 18.40
m/z 81.10 67 .95%
206 234
5000
77
51 | 103 32 165 ‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18. OO 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 unknownl18.82 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.82 3.90 ng 235189 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 3,5-dibromo-2-hydr... 308 C8H6Br203 021702-79-4 47
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 46
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 43
4 Pentaphene 278 C22H14 000222-93-5 38
5 Chromium, cycloheptatrienyl-(pen... 278 C17H22Cr 1000157-07-5 38
Abundance Scan 1543 (18.823 min): BF079725.D (-1540) (-) m/z 278.10 100.00%
7 218

82

5000

-

18.60 18.80 19.00 19.20
m/z 57.10 93.40%

248

149165 186 og7 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122016: Benzoic acid, 3,5-dibromo-2-hydroxy-, methyl ester
278
5000 LA I L L LB L L B

1860 18.80 19.00 19.20
m/z 43.10 87.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

.

Abundance
278
R B L
18.60 18.80 19.00 19.20
5000 m/z 82.10 66.40%
139
39 63 87 112 158174 200 224 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105310: Bicyclo[10.8.0]eicosane, cis- R  RREEEEES e
55 18.60 18.80 19.00 19.20
m/z 55.10 54 _33%
82
5000 MWNW\]\'W\"L'W
J | 137 166 194 222 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 60 18 80 19. OO 19. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 18 3,5-Cyclohexadiene-1,2-dion... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.53 4.86 ng 293317 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Cyclohexadiene-1,2-dione, 3,... 244 C6Cl1402 002435-53-2 86
2 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 74
3 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 58
4 _beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 58
5 2,9-Dimethyl-2,3,4,5,6,7-hexahyd. .. 203 C14H21N 077581-11-4 53
Abundance Scan 1605 (19.531 min): BF079725.D (-1601) (-) m/z 218.20 100.00%
218

5000

L)

19 20 19. 40 19 60 19. 80
257 285 306 357
232 m/z 203.15  67.94%

m/z--> 50 100 150 200 250 300 350
Abundance #84977: 3,5-Cyclohexadiene-1,2-dione, 3,4,5,6-tetrachloro-
190 218
83 M8 153

5000 47 L B e e L B
19.20 19.40 19.60 19.80
o8 ‘ 246 m/z 55.10 25.35%
qu‘ﬁ%HMWI@_J,,IJ,,,JNIMMJIIWIII L
m/z--> 50 100 150 200 250 300 350
Abundance
218
A ERmmaE R
19.20 19.40 19.60 19.80
5000 m/z 189.15 21.32%
190
69
27 51 91 109 129147 173
et e A
m/z--> 50 100 150 200 250 300 350
Abundance #67928: 8-Amino-6,7-dimethoxy-4-methylquinoline T e A B =R T o
218 19 20 19. 40 19 60 19. 80

m/z 95.10 18.31%

104 132 160

o1 7 IM t HJ il |

h\u‘l\\l 1
LA S R L S N S B B L e e B LA S E B S m LA L L L

T
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 19 unknownl19.60 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.60 7.50 ng 452096 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .delta.-Selinene 204 C15H24 028624-23-9 38
2 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 38
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 38
4 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 35
5 Benzenepropanal, 3-(1,1-dimethyl... 204 C14H200 062518-65-4 30
Abundance Scan 1611 (19.600 min): BF079725.D (-1608) (-) m/z 189.15 100.00%
189
5000 95
55 121
W 25 | | 190 1040 1060 1080 2000
258282 . . . . )
34 3% 3% m/z 177.20  69.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58659: .delta.-Selinene
161 189
5000 91 AR BN SN SRR BN
41 133 19.20 19.40 19.60 19.80 20.00
m/z 204.20 67 .50%
1
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
161 NSRS N AR N
19.20 19.40 19.60 19.80 20.00
5000{ 41 105 m/z 95.10 50.05%
133
81
miz-> 50 100 150 200 250 300 350 400
Abundance #58830: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... I RREEEEEES T
19.20 19.40 19.60 19.80 20.00
m/z 175.15 40.35%
miz--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample : G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415._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 20 _.gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.92 4.77 ng 287783 Perylene-di12 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 94
2 _beta.-Sitosterol 414 C29H500 000083-46-5 89
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 49
4 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 35
5 17-(1,5-Dimethyl-hex-2-enyl)-10,... 382 C27H420 1000194-79-4 33
Abundance Scan 1639 (19.920 min): BF079725.D (-1635) (-) m/z 43.10 100.00%
43
107
5000
ass 1 44 1960 19.80 20.00 20.20
m/z 57.10 66.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81 107 USRS BARRE
145 414 19,60 19.80 20.00 20.20
‘ o B s MW gy m/z 55.10  64.26%
: \‘I ‘:‘lhu"i M\HI ‘?“l“u%K?| \L 354 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
19.60 19.80 20.00 20.20
5000 m/z 107 .05 62.25%
81 107 414
s 213 255 . 303 329
173 2337275 354 381
mz-> 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)- A B
43 19.60 19.80 20.00 20.20
m/z 81.10 51.87%
5000 268
81 107
‘ “ o 213 247 329 414
. H\‘ HMM\M\M jr%1es e | hll L e —
m/z--> 50 100 150 200 250 300 350 400 19,60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060415\
Data File : BF079725.D

Acq On : 5 Jun 2015 4:14

Operator : TP/1Z

Sample - G2474-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060415.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]
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