LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 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-BF040115.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 1.404 17 19 24 rBvV 83197 162277 7.65% 1.311%
2 1.484 24 26 60 rvB 1095668 2120280 100.00% 17.124%
3 3.256 179 181 191 rVB 47914 71487 3.37% 0.577%
4 3.770 224 226 235 rBV 344219 428964 20.23% 3.464%
5 5.256 354 356 365 rBV 259160 452542 21.34% 3.655%
6 5.393 365 368 371 rvVv 389512 475067 22.41% 3.837%
7 5.759 397 400 403 rBV 104414 150468 7.10% 1.215%
8 5.987 418 420 423 rBV 293048 361763 17.06% 2.922%
9 6.696 479 482 489 rBB 207613 283867 13.39% 2.293%
10 7.908 584 588 591 rBV 157777 235599 11.11% 1.903%

11 9.919 761 764 767 rBV 397793 585170 27.60% 4.726%
12 10.731 832 835 838 rvB 20349 23868 1.13% 0.193%
13 11.096 864 867 870 rBvV 195905 256897 12.12% 2.075%
14 12.559 992 995 1000 rVvB 239737 358840 16.92% 2.898%
15 13.028 1032 1036 1040 rBV3 9617 26388 1.24% 0.213%

16 13.828 1103 1106 1108 rBV 205481 283174 13.36% 2.287%
17 13.874 1108 1110 1112 rVV 92248 133236 6.28% 1.076%

18 13.965 1116 1118 1121 rVB 22646 30172 1.42% 0.244%
19 14.720 1181 1184 1185 rBV 18531 24709 1.17% 0.200%
20 14.754 1185 1187 1192 rVB 22340 36079 1.70% 0.291%
21 14.868 1195 1197 1199 rVVv2 19757 34545 1.63% 0.279%
22 15.223 1225 1228 1233 rBV3 13051 33220 1.57% 0.268%
23 15.771 1273 1276 1280 rVB2 275764 358312 16.90% 2.894%
24 15.977 1292 1294 1298 rBV3 11899 22208 1.05% 0.179%
25 16.080 1300 1303 1306 rVvVv 261674 328003 15.47% 2.649%
26 16.183 1306 1312 1314 rVV2 16047 26325 1.24% 0.213%
27 16.286 1319 1321 1322 rBV 15273 21603 1.02% 0.174%
28 16.377 1326 1329 1331 rVV 635925 708907 33.43% 5.725%
29 16.423 1331 1333 1335 rVB 14030 24708 1.17% 0.200%
30 16.537 1341 1343 1344 rBV2 18771 33500 1.58% 0.271%
31 16.571 1344 1346 1349 rVB 35172 48417 2.28% 0.391%
32 16.663 1351 1354 1356 rBV 21000 37524 1.77% 0.303%
33 16.697 1356 1357 1362 rBV2 22676 48720 2.30% 0.393%
34 17.246 1403 1405 1407 rBV 29328 31412 1.48% 0.254%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 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-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.383 1415 1417 1419 rBV2 18495 31262 1.47% 0.252%
36 17.429 1419 1421 1424 rVV2 29584 52300 2.47% 0.422%
37 17.486 1424 1426 1428 rVV2 19628 36102 1.70% 0.292%
38 17.531 1428 1430 1432 rVB 18776 23960 1.13% 0.194%

39 17.714 1441 1446 1447 rBV2 327408 636584 30.02% 5.141%
40 17.749 1447 1449 1451 rVB 121737 168556 7.95% 1.361%

41 17.840 1455 1457 1460 rVB2 20810 34199 1.61% 0.276%
42 17.977 1467 1469 1471 rBV2 20646 26766 1.26% 0.216%
43 18.263 1493 1494 1498 rBV3 23518 39170 1.85% 0.316%
44 18.423 1507 1508 1512 rVB2 34286 48747 2.30% 0.394%
45 18.503 1512 1515 1517 rBV2 32770 54509 2.57% 0.440%
46 18.629 1524 1526 1528 rBV2 26512 46409 2.19% 0.375%
47 18.834 1542 1544 1546 rBV 76361 91113 4_30% 0.736%
48 18.994 1556 1558 1563 rBVY 134778 335526 15.82% 2.710%
49 19.074 1563 1565 1567 rVVv2 41853 63789 3.01% 0.515%
50 19.303 1583 1585 1587 rVB 90860 98770 4.66% 0.798%

51 19.372 1589 1591 1594 rVB2 93661 200986 9.48% 1.623%
52 19.429 1594 1596 1598 rBV 280191 340530 16.06% 2.750%
53 19.577 1605 1609 1611 rVB2 91688 222203 10.48% 1.795%
54 19.897 1634 1637 1642 rVB3 99470 192944 9.10% 1.558%
55 20.046 1647 1650 1659 rVB 170906 430028 20.28% 3.473%

56 20.309 1671 1673 1675 rBV2 53883 78090 3.68% 0.631%
57 20.366 1675 1678 1681 rVB 135190 226287 10.67% 1.828%
58 20.595 1695 1698 1702 rVB2 85303 179451 8.46% 1.449%
59 20.777 1712 1714 1716 rVB 41377 57438 2.71% 0.464%
60 20.903 1722 1725 1729 rVB 83058 138477 6.53% 1.118%

61 21.406 1766 1769 1772 rVB4 23388 51542 2.43% 0.416%

62 21.955 1814 1817 1825 rVB4 55219 156336 7.37% 1.263%

63 22.480 1861 1863 1869 rVB 22261 61704 2.91% 0.498%
Sum of corrected areas: 12382029
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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\BF042315\

BF0O78755.D

23 Apr 2015 18:33

TP/1Z

G1991-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

3.26 9.50 ng 71487 1,4-Dichlorobenzene-d4 5.76
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 181 (3.256 min): BF078755.D (-179) (-) m/z 43.10 100.00%
43
59
5000
101 HERS U S IR
| 83 | 3.00 3.20 3.40 3.60
oY 1 FEESESOY 1SS oSS NS m/z 59.10 54.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS U L IR
3.00 3.20 3.40 3.60
59 m/z 101.10 18.91%
0 21 g7 53 ‘ 67 77 83 a1 ‘101
miz--> o N N N A N PP
Abundance
43
- 300 320 340 3.60
5000 m/z 58.10 15.95%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one L L L L L L LB B
43 3.00 3.20 3.40 3.60
m/z 41.10 9.14%
5000
55
o 21 37, | a9 65 71 77 83 98
m/z--> 10 20 30 4'0 5'0 60 70 8|O 90 1(')0 110 300 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown5.39 Concentration Rank 2

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

5.39 63.15 ng 475067 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 368 (5.393 min): BF078755.D (-365) (-) m/z 132.00 100.00%
5000 68
96 L e ek B R &R
40 ,_ 54 75 104 5.00 520 5.40 5.60 5.80
o M, i vl A AR -1 W | N m/z 68.10 35.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS AN LS
a1 o7 5.00 520 5.40 5.60 5.80
53 117 m/z 134.00 32.15%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SRS RS LN LR
104 5.00 520 5.40 5.60 5.80
5000 m/z 66.10 22 .09%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T I\ e R
132 5.00 520 5.40 5.60 5.80

m/z 69.10 14 _.53%

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 5.00 520 5.40 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.55 ng 36079 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 74
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 72
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 72
Abundance Scan 1187 (14.754 min): BFO78755.D (-1185) (-) m/z 192.10 100.00%
192
5000 /W\
165 DR R SRR I
39 g5 66 77 95 111121 151 UJ 14.40 14.60 14.80 15.00
ot e e b m/z 191.10 63 .86%
m'z--> 20 40 60 80 100 120 140 160 180
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 '|""|""|""|"A'A'|'

14.40 14.60 14.80 15.00
m/z 189.10  27.28%

94 165
ol 27 3 51 63 8 7 115106 139 152 | 176
I e e L B A o o o O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
192
B e e
14.40 14.60 14.80 15.00
5000 m/z 193.10 23.69%
165
27 39 50 63 74 87 96 115126 139 152 176
L o e e L B e e o L A o e o o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50611: Anthracene, 2-methyl-
192 14.40 14.60 14.80 15.00
m/z 190.10 20.15%
5000
83 96 165
0 63 9 | 115 139150 | 176
L o e e B L I L i o e LA A I e o i o o B e e e e
m/z--> 20 40 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.87 2.44ng 34545  Phenanthrene-di0 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 6H-CvclobutalikIphenanthrene 190 C15H10 083469-43-6 80
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 78

3 2.2"-Bis(4.5-dimethvlimidazole)
4 Pvrazole-4-carboxaldehvde. 3-(4-. ..
5 Dihydropyranno(3,2-g)chroman

190 C10H14N4
190 C10H7FN20
190 C12H1402

069286-06-2 45
306936-57-2 33
057052-79-6 25

Abundance Scan 1197 (14.868 min): BF078755.D (-1195) (-) m/z 190.10 100.00%
160
5000 k
94 IIIIIIIIIIIIIIIIIII
163 14. 60 14. 80 15. 00 15. 20
O I e e e T o m/z 189.10 99.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189
5000 |||||||||||||||||||
94 14. 60 14. 80 15. OO 15. 20
m/z 94.60 24 .68%
81 163 |
0 |l \ |
O LA B i o o L o e o e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
190
R R EEE S S SR
14.60 14.80 15.00 15.20
5000 m/z 191.10 24 .14%
94
0 27 39 50 63 81 110 122 137 150 163 178
L I i o e B LA e e L e e o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48945: 2, 2'-Bis(4,5-dimethylimidazole) B REEE . S VYAV, — . .
42 190 14. 60 14. 80 15. 00 15. 20
m/z 187.10 23.21%
5000 122
162
4 148 | 175
bl 106 | 134
obel bl N el
m/z--> 40 60 80 100 120 140 160 180 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl5.22 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.35 ng 33220 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolhlcinnoline 180 C12H8N2 000230-31-9 46
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 43
3 1.3-Benzenedicarboxaldehvde. 2.4... 180 C9H804 010209-57-1 38
4 Benzeneethanamine. 3.4-dimethoxy- 181 C10H15NO02 000120-20-7 14
5 3-Ethoxy-4-methoxybenzaldehyde 180 C10H1203 001131-52-8 12
Abundance Scan 1228 (15.223 min): BF078755.D (-1225) (-) m/z 152.10 100.00%
152 180 208
5000 76
50 107 163 I e
6 95 121 447 15.00 15.20 15.40 15.60
(o} m/z 208.10 99 .47%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42708: Benzo[h]cinnoline
152 180
5000 76 IR SR SO UL B
15.00 15.20 15.40 15.60
63 126 m/z 180.00 88.78%
0I'"'I""I"""I""I'"'I""I""'IIIII rrrTTTTTT

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

Abundance
152 180 A AA
L L
15.00 15.20 15.40 15.60
5000 m/z 151.10 72 .15%
63 76 126
27 39 51 87 102113 139 167

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43253: 1,3-Benzenedicarboxaldehyde, 2,4-dihydroxy-6-methyl-
152 180 15.00 15.20 15.40 15.60

m/z 204.10 67 .59%

5000

39
ot 8 106
-.me.h“.“ﬁﬁ,dk‘ 95 " 123134 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl18.63 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.63 2.73 ng 46409 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.12-Naphthacenedione 258 C18H1002 001090-13-7 42
2 Benz(A)anthracene-7.12-dione 258 C18H1002 002498-66-0 38
3 7.8.9.10.11.12-Hexahvdrobenzolal... 258 C20H18 073712-71-7 27
4 4.5.7.8.9.10-Hexahvdrobenzolalpv... 258 C20H18 073712-75-1 25
5 Piperidine, 1-(4-tert-butylbenzo... 259 C17H25NO 078718-58-8 14
Abundance Scan 1526 (18.629 min): BFO78755.D (-1524) (-) m/z 258.10 100.00%
g1 %P 248
123 202 230
5000
43 281
6 18.40 18.60 18.80 19.00
0 m/z 95.10 97 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93435: 5,12-Naphthacenedione
258
202
5000 HRIBR AR SN SUNRR B
101 230 18.40 18.60 18.80 19.00
m/z 81.10 81.13%
w o | Mue e |
0 Illlhllllwlllwl”\\l\ |‘|||M||||‘||||‘|||||‘|| \”Iu; S — ”M” EmmamEE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
258
o1 " 18140 18.60 18.80 19.00
5000 202 m/z 123.10 68.74%
230
129
50 75 115 = 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93495: 7,8,9,10,11,12-Hexahydrobenzo[a]pyrene R B A B
258 18.40 18.60 18.80 19.00
m/z 202.10 63.80%
h T vaANHNK“vAJ&Aﬁ”“vaJANP“
229
101 189
0 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18MO 18bo 18%0 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.83 5.35 ng 91113 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 72
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Dodecanamide 199 C12H25N0 001120-16-7 53
5 5-Fluoroorotyl-N,N-dimethylhydra... 216 C7H9FN403 1000227-24-4 38
Abundance Scan 1544 (18.834 min): BFO78755.D (-1542) (-) m/z 59.10 100.00%

5000

—

253 LABLELL NL  L  LLBL  L

83 97 1,126 18.60 18.80 19.00 19.20

154170 188 p04 220 239

o’ m/z 72.10 72.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 LIS L I L L L L LB L BN
18. 60 18. 80 19. 00 19 20
41 m/z 55.10 51.54%
ol 2 | B8 98114128 154168184108 220 238 264251
R L L AL aaa e R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R B o
18.60 18.80 19.00 19.20
5000 m/z 43.10 35.93%
43 227 hdeAwVJvﬁjﬁJ\ﬂ\vv/\W\fJx\
o2 73 97114128 159166 18410851,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R Al BT S S
5 18.60 18.80 19.00 19.20
m/z 41.10 30.80%
5000 %/AV/\\ﬂ/uvvapkfyvduﬂvafA\»

‘ 3 91 111127141155170 196 212 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1860 1880 1900 1920

8270-BF040115.M Fri Apr 24 13:24:30 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.30 5.80 ng 98770 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 1585 (19.303 min): BF078755.D (-1583) (-) m/z 252.10 100.00%
242
5000
125 19.00 19.20 19.40 19.60
| 224 268 : : : :
ol 44 67 95 149165 189 207 285 313 m/z 250.10 29 89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89816: Benzo[e]pyrene
252
5000
19.00 19.20 19.40 19.60
m/z 253.10 19.61%
o 39 63 8399 | M 146 174 200 224 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
19.00 19.20 19.40 19.60
5000 m/z 125.10 16.62%
126
ol 39 63 84100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89813:Pery|ene LI L L L L L LB
252 19.00 19.20 19.40 19.60
m/z 126.00 12.63%
5000
125
|17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60

8270-BF040115.M Fri Apr 24 13:24:31 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 23,28-Bisnor-17_beta.(H)-ho... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.58 13.05 ng 222203 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 23.28-Bisnor-17.beta. (H)-hopane 384 C28H48 1000101-35-0 64
2 3-Buten-2-one. 4-(2.6.6-trimethy... 192 C13H200 014901-07-6 49
3 3-Buten-2-one. 4-(2.6.6-trimethy... 192 C13H200 000079-77-6 43
4 2H-1-Benzopvran. 3.5.6.8a-tetrah... 192 C13H200 041678-29-9 38
5 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 37
Abundance Scan 1609 (19.577 min): BF078755.D (-1605) (-) m/z 177.15 100.00%
117
5000
8l 109
% 135 19.20 19,40 19.60 19.80
268 369 . : : :
o M m/z 81.10  34.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152622: 23,28-Bisnor-17.beta.(H)-hopane
177
5000 SRR BN UL SRR R
m%% 19.20 19.40 19,60 19.80
384 m/z 95.10 30.39%
o ! ‘\‘ ‘\‘ || |25 231 259 341 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
177
43 USSR BN R
19.20 19.40 19.60 19.80
5000 m/z 163.15 28.96%
15 65 91 123 149
O o e o o L o e e oo o
m/z--> 50 100 150 200 250 300 350 400
Abundance #50532: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-y... R
43 177 19.20 19.40 19.60 19.80
m/z 109.10 25.44%
5000
o5 91 135
0 INI\IJ.HM H&#\J 157‘||\||||| ———— LS B a s eSS,
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BF040115.M Fri Apr 24 13:24:32 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 28-Nor-17.alpha.(H)-hopane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.90 11.33 ng 192944 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 60
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 53
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 38
4 Indole-2-carboxvlic acid. 6-meth... 191 C10H9NO3 016732-73-3 25
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 25

Abundance Scan 1637 (19.897 min): BFO78755.D (-1634) (-) m/z 191.20 100.00%
95 191
5000 123
41 e
220 245 274 315 355 5O 19.60 19.80 20.00 20.20
0 m/z 177.20 91.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 09 19.60 19.80 20.00 20.20
217 m/z 95.10 85.78%
“ H 163 260 355 383
0--| H“‘H i‘l‘.“...‘l...luuuul‘...‘.“l.
m/z--> 50 150 200 250 300 350 400
Abundance
191
19.60 10.80 20.00 20.20
5000 m/z 81.10 78.76%
109
135
17 398
o 163 260 308 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #87373: Anthracene, 9-butyltetradecahydro- T
95 191 19.60 19.80 20.00 20.20
41 m/z 163.10 60.49%
67
5000
l 248
135
oL M ag [ yseel | 20 A
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20

8270-BF040115.M Fri Apr 24 13:24:33 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown20.05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.05 25.26 ng 430028 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 41
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 40
4 Amiphenazole 191 C9HON3S 000490-55-1 27
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 25
Abundance Scan 1650 (20.046 min): BF078755.D (-1647) (-) m/z 191.20 100.00%
191
5000 81
123
v 163 "' 19:80 20.00 20.20 2040
264 383 . . . .
o 4 24731 301 329 m/z 81.10 42.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000] 28 LN BURIILN SULSUSN SULBULN B
mmmmmmmm
135 163 m/z 95.10 40.47%
0..‘ “\h““llml ‘................|.
m/z--> 50 10 150 200 250 300 350 400
Abundance
191
"' 19:80 20.00 20.20 2040
5000 m/z 177.20 38.45%
109 .
17 398
o 163 260 308 355
m/z--> §o 160 150 200 250 300 350 460
Abundance #87373: Anthracene, 9-butyltetradecahydro- A WA i S
95 191 19.80 20.00 20.20 20.40
41 m/z 123.10 32.68%
67
5000
‘ 248
135 ‘
o Wb hgas [ yesl | 20 |
m/z--> 50 100 150 200 250 300 350 400 1980 2000 2020 2040

8270-BF040115.M Fri Apr 24 13:24:34 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 _beta.-iso-Methyl ionone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.31 4.59 ng 78090 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 62
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 53
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 43
4 Divinvlbis(cvclopropvDsilane 164 C10H16Si 1000109-95-2 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 25
Abundance Scan 1673 (20.309 min): BF078755.D (-1671) (-) m/z 191.20 100.00%
5000
20.00 20.20 20.40 20.60
0! m/z 95.10 76.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000 28 UV BN SN
20.00 20.20 20.40 20.60
g5 135 163 m/z 69.10 65.71%
69 ‘ ‘
0...|‘.“..‘.“l“‘.‘.‘“.“.‘i..“. P T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95 UV SR SUNRE
20.00 20.20 20.40 20.60
5000 43 m/z 81.10 62.06%
67
135
o 115 = 163, | 211 236 264 30333 360
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- R e R RR B
95 20.00 20.20 20.40 20.60
41 191 m/z 109.10 46.02%
>0 T “N/\”Vj\“v«v”VAj\\xﬁf\A\,y//\
135 274
0 "hdﬂ“"& Ml'l?'l'%l§¥i“'[|?17'%4?' b S O UL B NN BSAR SUNRE
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

8270-BF040115.M Fri Apr 24 13:24:35 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.37 13.29 ng 226287 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 53
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 53
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 50
4 9H-Fluorene-9-carbonitrile 191 C14H9N 001529-40-4 47
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 42
Abundance Scan 1678 (20.366 min): BF078755.D (-1675) (-) m/z 191.20 100.00%
191
5000 95
ns T e
J 163 2000 20.20 20.40 20.60 '
220 278 397 - : : :
ol H--IHJ L8 Sl ™ A Tm/z 95.10  36.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 USSR SRR RN
20.00 20.20 20.40 20.60
123 149 m/z 81.10 29.05%
l, 69 L} aa L
0...‘.|“.“.“.‘.“H“‘.‘.‘.“.‘k.“.‘..|....|.... T :
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
20.00 20.20 20.40 20.60
5000/ 28 m/z 123.10 23.53%
135 163
69 95
0""I""I""I""""""""I"" T
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine R AERE T B
191 20.00 20.20 20.40 20.60
m/z 69.10 22 .59%
5000
164
18 51 77 '}04\ \L{ |
m/z--> 50 100 1éo 200 250 300 350 400 2000 20.20 20.40 20.60

8270-BF040115.M Fri Apr 24 13:24:36 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown20.78 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.78 3.37 ng 57438 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacene 278 C22H14 000135-48-8 38
2 Aspidospermidine. 1.2.6.7-tetrad... 278 C19H22N2 032975-46-5 35
3 1.2:7.8-Dibenzophenanthrene 278 C22H14 000213-46-7 27
4 Benzolalnaphthacene 278 C22H14 000226-88-0 25
5 6-(Adamantyl-1)naphthol-2 278 C20H220 037436-35-4 25

Abundance Scan 1714 (20.777 min): BF078755.D (-1712) (-) m/z 191.20 100.00%

191 278

5000

?

220 248 20.40 20.60 20.80 21.00

41

of m/z 278.15 86.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105322: Pentacene
278
5000 lllllllll|||||||I:\|||||
20.40 20.60 20.80 21.00
139 m/z 95.10 48 _.32%
252
Ol 24 63 9 13, | 16 184200 224 22 |
L e = a4 AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
278
a1 R e R Rmame et
6 20.40 20.60 20.80 21.00
5000 s P m/z 81.10 40.67%
77 208 249
93 134 183
0 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105341: 1,2:7,8-Dibenzophenanthrene R
278 20.40 20.60 20.80 21.00
m/z 205.15 36 .50%
5000

?

39 63 87 113 139 163 187 224 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20 40 20. 60 20. 80 21. 00

o

8270-BF040115.M Fri Apr 24 13:24:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown21.41 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.41 3.03 ng 51542 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Norandrostane-16-carboxvlic ac... 290 C19H3002 032319-09-8 43
2 D-Norandrostan-16-one. (5.alpha.)- 260 C18H280 032319-06-5 38
3 5H-3.5a-Epoxvnaphthl2.1-cloxepin... 278 C18H3002 001153-34-0 37
4 1-Hvdroxvpvrene 218 C16H100 005315-79-7 35
5 Disulfide, diphenyl 218 C12H10S2 000882-33-7 27
Abundance Scan 1769 (21.406 min): BF078755.D (-1766) (-) m/z 218.20 100.00%
218
55 95
5000
253 973 291

32 21.00 21.20 21.40 21.60 21.80
! m/z 95.10 54.76%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #112275: D-Norandrostane-16-carboxylic acid, (5.alpha.,16....
218
109 148 475
5000 | IL BNLLL  LL LL  HLL L BL
S & 21.00 21.20 21.40 21.60 21.80
275 m/z 55.10 52.84%
291
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
218
R
100 148 21.00 21.20 21.40 21.60 21.80
5000 175 m/z 69.10 44 _.83%
41 81
P8 131 242 260

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

Abundance #105251: 5H-3,5a-Epoxynaphth[2,1-c]oxepin, dodecahydro-3,8... R
2 21.00 21.20 21.40 21.60 21.80

m/z 109.10 44 _76%

5000

263
0 219 R i e e

! I T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60 21.80

8270-BF040115.M Fri Apr 24 13:24:38 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 19 unknown21.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.95 9.18 ng 156336 Perylene-d12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-4-(2-phenvleth... 198 Cl14H11F 017404-69-2 46
2 Azulene. 1.4-dimethvl-7-(1-methv... 198 C15H18 000489-84-9 43
3 Benzene. pentafluoromethoxy- 198 C7H3F50 000389-40-2 43
4 4.6.8-Trimethvl-1-azulenecarbald... 198 C14H140 000832-62-2 43
5 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 43
Abundance Scan 1817 (21.955 min): BF078755.D (-1814) (-) m/z 198.20 100.00%
198
5000
237 404
| || ZTS aou 21.60 21.80 22.00 22.20
o] 1 N~ S m/z 183.10 76.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #54946: Benzene, 1-fluoro-4-(2-phenylethenyl)-
198
5000
21.60 21.80 22.00 22.20
98 17 m/z 145.10 38.87%
oLt ,.1?"..1?1..*]
miz--> 0 50 100 150 200 250 300 350 400
Abundance
183
21.60 21.80 22.00 22.20
5000 m/z 185.10 33.54%
153
128
41 63 g9
] L T T T T e e
miz--> 0 55 160 1%0 260 250 360 3%0 460
Abundance #55170: Benzene, pentafluoromethoxy-
155 198 21.60 21.80 22.00 22.20
m/z 169.10 28.43%
5000
117
a1 g
0 I\I\\III\IIL\I\I‘II\‘IaIILII\IF!JIIIIIII R B Bn R
miz--> 0 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078755.D

Aca On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : 6G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 20 3,4:9,10-Dibenzopyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.48 3.62 ng 61704 Perylene-di12 19.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 62
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 60
3 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 58
4 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 52
5 Indeno[1,2,3-fg]naphthacene 302 C24H14 000203-11-2 50
Abundance Scan 1863 (22.480 min): BF078755.D (-1861) (-) m/z 302.20 100.00%
302
5000
151 n
68 99 129 221 216 326 22,20 22.40 22.60 22.80
41 : : : :
o 4 17103 m/z 303.10 27.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118894: 3,4:9,10-Dibenzopyrene
302
5000
22.20 22.40 22.60 22.80
151 m/z 151.05 27 .55%
ol41 63 92 110125 170 198 222 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
302
22,20 22.40 22.60 22.80
5000 m/z 300.10 26 .38%
150
o 100 124 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118884: 3,4:8,9-Dibenzopyrene — . . . B ma R
302 2220 22.40 22.60 22.80
m/z 150.10 22.61%
5000
151
ol 51 74 101117 1%6\‘ 168 198 224 248 274
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078755.D

Acq On : 23 Apr 2015 18:33

Operator : TP/1Z

Sample : G1991-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
2-Pentanone, 4-hy... 3.26 9.5 ng 71487 1 5.76 150468 20.0
unknown5 .39 5.39 63.1 ng 475067 1 5.76 150468 20.0
Phenanthrene, 2-m... 14.75 2.5 ng 36079 4 13.83 283174 20.0
6H-Cyclobuta[jk]p..-. 14.87 2.4 ng 34545 4 13.83 283174 20.0
unknownl15.22 15.22 2.4 ng 33220 4 13.83 283174 20.0
unknownl18.63 18.63 2.7 ng 46409 6 19.43 340530 20.0
9-Octadecenamide, ... 18.83 5.3 ng 91113 6 19.43 340530 20.0
Benzo[e]pyrene 19.30 5.8 ng 98770 6 19.43 340530 20.0
23,28-Bisnor-17.b... 19.58 13.1 ng 222203 6 19.43 340530 20.0
28-Nor-17.alpha.(-... 19.90 11.3 ng 192944 6 19.43 340530 20.0
unknown20.05 20.05 25.3 ng 430028 6 19.43 340530 20.0
-beta.-iso-Methyl... 20.31 4.6 ng 78090 6 19.43 340530 20.0
2,4,5,5,8a-Pentam... 20.37 13.3 ng 226287 6 19.43 340530 20.0
unknown20.78 20.78 3.4 ng 57438 6 19.43 340530 20.0
unknown21.41 21.41 3.0 ng 51542 6 19.43 340530 20.0
unknown21.95 21.95 9.2 ng 156336 6 19.43 340530 20.0
3,4:9,10-Dibenzop... 22.48 3.6 ng 61704 6 19.43 340530 20.0
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