LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 16 19 24 rBvV 141508 320669 13.66% 2.219%
2 1.484 24 26 61 rvB 1190169 2347814 100.00% 16.247%
3 3.256 179 181 191 rVB 68769 97480 4.15% 0.675%
4 3.770 223 226 236 rVB 500883 605512 25.79% 4.190%
5 5.256 354 356 365 rVB 447258 634387 27.02% 4 .390%
6 5.393 365 368 371 rBV 531239 668868 28.49% 4.629%
7 5.759 397 400 403 rBV 94313 130357 5.55% 0.902%
8 5.987 418 420 423 rBV 387124 479517 20.42% 3.318%
9 6.696 479 482 485 rBV 324601 400154 17.04% 2.769%
10 7.907 585 588 591 rBV 143122 204141 8.69% 1.413%
11 9.919 761 764 767 rBV 497825 758098 32.29% 5.246%
12 10.731 832 835 838 rBB 28317 34510 1.47% 0.239%
13 11.096 864 867 870 rBV 184893 232206 9.89% 1.607%
14 11.496 899 902 906 rBV 12990 46651 1.99% 0.323%

15 12.571 992 996 1000 rBV 329954 534945 22.78% 3.702%

16 13.828 1103 1106 1108 rBV 191615 265154 11.29%% 1.835%
17 13.874 1108 1110 1112 rVV 116738 172902 7.36% 1.196%

18 13.965 1115 1118 1121 rVB 42145 58461 2.49% 0.405%
19 14.719 1181 1184 1185 rBV 20419 27988 1.19% 0.194%
20 14.754 1185 1187 1190 rVvVv 30920 38560 1.64% 0.267%
21 14.868 1195 1197 1199 rVVv2 29111 47801 2.04% 0.331%
22 14.914 1199 1201 1204 rVB2 16518 23730 1.01% 0.164%
23 15.211 1224 1227 1232 rBV3 22298 48302 2.06% 0.334%

24 15.771 1273 1276 1281 rVB2 492019 766633 32.65% 5.305%
25 16.080 1301 1303 1306 rVB 459208 572807 24.40% 3.964%

26 16.377 1326 1329 1331 rVV 747089 865250 36.85% 5.988%

27 16.423 1331 1333 1335 rVB 22302 32585 1.39% 0.225%
28 16.571 1339 1346 1348 rBV2 41176 90695 3.86% 0.628%
29 16.663 1351 1354 1355 rBV 34457 41733 1.78% 0.289%
30 16.697 1355 1357 1362 rVV2 30438 51382 2.19% 0.356%
31 16.811 1363 1367 1369 rVVv2 17779 30819 1.31% 0.213%
32 17.143 1393 1396 1400 rVB2 9831 24426 1.04% 0.169%
33 17.245 1400 1405 1409 rBV3 22772 50747 2.16% 0.351%
34 17.383 1414 1417 1419 rVvVv 26082 36087 1.54% 0.250%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 17.428 1419 1421 1423 rVV2 38973 67325 2.87% 0.466%
36 17.474 1423 1425 1428 rVV2 19306 30072 1.28% 0.208%

37 17.703 1439 1445 1447 rBV2 407220 764053 32.54% 5.287%
38 17.737 1447 1448 1451 rVV 186278 270862 11.54% 1.874%
39 17.840 1455 1457 1460 rVVv2 79437 111744 4._76% 0.773%

40 17.977 1465 1469 1472 rVV3 20277 33503 1.43% 0.232%
41 18.217 1488 1490 1492 rVV 33603 51867 2.21% 0.359%
42 18.331 1496 1500 1501 rVv2 13298 25881 1.10% 0.179%
43 18.491 1512 1514 1517 rVB2 18471 28638 1.22% 0.198%
44 18.628 1521 1526 1527 rBV2 11597 25812 1.10% 0.179%
45 18.834 1540 1544 1547 rBV3 39536 76565 3.26% 0.530%
46 18.994 1555 1558 1564 rBVY 222596 447367 19.05% 3.096%
47 19.108 1564 1568 1570 rVB2 38686 61838 2.63% 0.428%
48 19.257 1575 1581 1582 rBV3 24158 63199 2.69% 0.437%

49 19.291 1582 1584 1587 rVV 112492 173584 7.39% 1.201%
50 19.360 1587 1590 1592 rVV 196619 259581 11.06% 1.796%

51 19.417 1592 1595 1600 rVVv2 255021 409548 17.44% 2.834%

52 19.486 1600 1601 1608 rVB3 13847 40458 1.72% 0.280%
53 19.634 1608 1614 1618 rBV7 17269 66444 2.83% 0.460%
54 20.034 1643 1649 1652 rBV4 16329 47365 2.02% 0.328%
55 20.457 1683 1686 1692 rBV2 23107 52209 2.22% 0.361%
56 20.583 1693 1697 1701 rVB2 89689 168956 7.20% 1.169%
57 20.720 1707 1709 1710 rBV2 21409 31384 1.34% 0.217%
58 20.892 1720 1724 1728 rVB 72255 137303 5.85% 0.950%
59 21.052 1734 1738 1741 rBV2 27043 60551 2.58% 0.419%
60 22.469 1857 1862 1868 rBV 20560 63614 2.71% 0.440%
61 22.595 1869 1873 1876 rVV 12765 43241 1.84% 0.299%
62 22.652 1876 1878 1884 rVB3 11988 35341 1.51% 0.245%
63 23.292 1932 1934 1939 rVB2 15514 34212 1.46% 0.237%
64 23.418 1941 1945 1950 rVvB4 9391 26826 1.14% 0.186%
Sum of corrected areas: 14450714
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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

Abundance TIC: BF078759.D

1000000
800000

600000 5.39

5.2
400000 5.99

3.77
6.70

200000 1.4 7.91
3. 26 5. 76 J\

B e o £ e

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 8.00 8.50
Abundance TIC: BF078759.D

1000000
800000

600000
9.92 15.77 16.08

400000 1257

200000 11.10

10.73 11.50

S e B e e e o S S

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
Abundance TIC: BF078759.D
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20.58 (.89
21.05 22297565
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Time--> 16.50 17.00

1750 1800 1850 19.00 1950 20.00 2050 21.00 2150 22.00 2250 23.00 23.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 5

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

3.26 14.96 ng 97480 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 181 (3.256 min): BF078759.D (-179) (-) m/z 43.05 100.00%
43
59
5000
1 300 320 340 3.60
83 : : : :
Ot S 8 W/z 59.10  57.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRIN U R IR
3.00 3.20 3.40 3.60
59 m/z 101.10 19.03%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
300 320 340 3.60
5000 m/z 58.10 15.34%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, l—ethoxy— TTT T T T TT T[T T T T TTT
59 3.00 3.20 3.40 3.60
31 m/z 41.10 9.06%
5000 41
73
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.00 3.0 340 3.60

8270-BF040115.M Fri Apr 24 13:26:25 2015

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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.

5.39 102.62 ng 668868 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 368 (5.393 min): BFO78759.D (-365) (-) m/z 132.00 100.00%
5000 o8
96 L ey Mo R0 E RO
40 54 J 5.00 520 5.40 5.60 5.80
o‘ﬁﬂ-ﬁp..:l.,:|-.|.7.7, & s N m/z 68.10 36.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRS RS LN LR
5.00 520 5.40 5.60 5.80
2 51 78 m/z 134.00 32.06%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
500 520 540 560 580
5000 67 m/z 66.10 22.93%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B D e
57 132 5.00 520 5.40 5.60 5.80
24 m/z 69.10 14 _.75%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, 1 |
m/z--> 40 60 80 100 120 140 160 180 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 Phenanthrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.91 ng 38560 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 81
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 81
Abundance Scan 1187 (14.754 min): BF078759.D (-1185) (-) m/z 191.95 100.00%
192
5000
g2 9 165 14.40 14.60 14.80 15.00
63 152 226 258 : : -
ol 130 e m/z 191.10 62.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl-

192 /\/U\

5000 LI L L L L L L L L L
14.40 14.60 14.80 15.00
165 m/z 189.10 27 .89%
oL 395163 8 * 15 130152 | 178 |
I e R B o o B o o B e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
EREns .”. REEEEEEE
14. 40 14 60 14.80 15.00
5000 m/z 193.10 19.12%
oL 395163 8 94 115 139152165178
I e I B o o B o AR e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50611: Anthracene, 2-methyl-
192 14.40 14.60 14.80 15.00
m/z 190.10 17.93%
5000
165
o 63 8 | 115 130151 |
,”.w.”.“.”,”.w.”.“.”,”.w.”.... R R B B e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.87 3.61 ng 47301 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 64
3 Methvl diselenide 190 C2H6Se2 007101-31-7 50
4 6.7-Methvlenedioxv-4(3H)-auinazo... 190 C9H6N203 028310-11-4 42
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40

Abundance Scan 1197 (14.868 min): BF078759.D (-1195) (-) m/z 190.10 100.00%
190
5000
64 g1 163 - 058 14.60 14.80 15.00 15.20
0’ S R N = R EE SN m/z 189.10 88.65%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 L IR B S B

14.60 14.80 15.00 15.20

o4 m/z 94.60 20.26%
ol 395163 Bl | 110123137150163 175 |
S S R L i 1L —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
190
SENNENT UL A
14.60 14.80 15.00 15.20
5000 m/z 191.10 20.10%
97
157
07 45 g3 77 115128 1457 173
) MU PP PSP OO A UM TR A [ —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 A
Abundance #49343: Methy! diselenide e AERa R
93 190 14.60 14.80 15.00 15.20
m/z 187.10 19.95%
175
5000
80 109 160
0 L — SN R || IS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 9,10-Bis(bromomethyl)anthra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.21 3.64 ng 48302 Phenanthrene-d10 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Bis(bromomethvl)anthracene 362 C16H12Br2 034373-96-1 86
2 5.160I17.2"1:8.1311"".2""1-Dibenz... 408 C32H24 005672-97-9 78
3 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 74
4 2-Phenvlnaphthalene 204 Cl6H12 035465-71-5 68
5 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl1l6H12 006572-60-7 62
Abundance Scan 1227 (15.211 min): BF078759.D (-1224) (-) m/z 204.10 100.00%
204
5000
o 0o 14150 1500 1520 15,40 15160
o....,.-L.'.".,‘....,-..-..lﬂ-....,....,....,....,.. m/z 202.10 33.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145424: 9,lO—Bis(b(gomomethyl)anthracene
204
5000 LRSI B BRSRRLE BSUA B
14.80 15.00 15.20 15.40 15.60
101 m/z 203.10 30.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
"”I'”'I”"P"Mhﬁ
14.80 15.00 15.20 15.40 15.60
5000 m/z 205.10 18.76%
o 39 63 101 156 152176 313 408
m/z--> 50 100 150 200 250 300 350 400 ] A
Abundance #58957: Naphthalene, 2-phenyl- T R b
204 14.80 15.00 15.20 15.40 15.60
m/z 101.10 10.89%
5000
oL_27 51 76 1% 196 152176 | Aﬂ
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 11H-Benzo[b]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16 .57 2.37 ng 90695 Chrysene-di12 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 95
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 90
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
Abundance Scan 1346 (16.571 min): BF078759.D (-1339) (-) m/z 216.10 100.00%
216
5000
63 94 107 163 189 16.20 16.40 16.60 16.80
o} m/z 215.10 82.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216
5000
16.20 16.40 16.60 16.80
m/z 213.10 20.07%
g 107 89
ol 283050 63 81 0 ) 122 139150163 176 109200 .”, -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
16.20 16.40 16.60 16.80
5000 m/z 217.10 17.19%
95 108 189
ol 14 27 39 50 63 82 122134 150 163174 200
I UL SO SURELIL SIS UL UL LI BRI B S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67029: 7H-Benzo[c]fluorene
216 16.20 16.40 16.60 16.80
m/z 107.50 11.85%
5000
o5 108
82 15‘39
[ o LA e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 unknownl18.83 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.83 3.74 ng 76565 Perylene-di12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 49
2 Dodecanamide 199 C12H25NO0 001120-16-7 43
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 d-Glucosamine 179 C6H13NO5 000090-77-7 37
5 Methoxycarbonylsulfenyl chloride 126 C2H3CI02S 026555-40-8 14

Abundance Scan 1544 (18.834 min): BF078759.D (-1540) (-) m/z 59.10 100.00%
99
72
5000 a1
1860 18:80 19.00 19.20
o m/z 72.10 77.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91512: Hexadecanamide
59
5000 LA SR UL BURILLR B
72 18.60 18.80 19.00 19.20
m/z 55.10 58.95%
o 22 W 0 86100114128142156170184198212226240255
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260
Abundance
59
' 18.60 18:80 19.00 19.20
5000 m/z 253.10 45.82%
72
28 43
oL15 86100114128142156170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74437: Tetradecanamide T
509 18.60 18.80 19.00 19.20
m/z 41.10 36.77%
5000 72
oA H oL % 100114128142156170184198 221 1
m/z--> 20 4I 60 80 100 12'0 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 13 unknownl19.26 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.26 3.09 ng 63199 Perylene-di12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 45
2 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 25
3 6.6"-Biazulene. 254 C20H14 073393-11-0 25
4 trans-4"-(Methvlthio)chalcone 254 C16H140S 017129-07-6 22
5 Hexadecane 226 C16H34 000544-76-3 20
Abundance Scan 1581 (19.257 min): BF078759.D (-1575) (-) m/z 57.10 100.00%
57 254
71
43 85
5000
9 113126
239 SR SN SR BRI B
L 20 T 1900 15.2 1540 1550
O B o L o B o m/z 254.10 97 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91037: Octadecane
57
43 | 11
5000 85
19.00 19.20 19.40 19.60
- 99 m/z 258.05 74.87%
ol | \ Ll 1}31271§1155169183197211225 254
m/z--> 20 45 65 éo 100 150 140 1éo 180 200 220 250 2éo
Abundance
254 A
' 19.00 '1'9 20 19.40 19.60
5000 m/z 71.10 73.34Y%
126
113
ol 28 50 63 87100 150 174187200213226239
m/z--> 20 45 65 éo 160 150 140 160 180 200 220 250 2éo
Abundance #91060: 6,6'-Biazulene,
4 19.00 19.20 19.40 19.60
m/z 253.10 63.66%
5000
113
ol 39 139152 174187200213226239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 11H-Indeno[2,l-a]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.63 3.24 ng 66444 Perylene-d12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Indenol2.1-alphenanthrene 266 C21H14 000220-97-3 53
2 8H-Indenol2.1-blphenanthrene 266 C21H14 000241-28-1 53
3 Furazanol3.4-albenzimidazole. 7-... 266 C14H10N4S 129485-61-6 52
4 4H-1-Benzopvran-4-one. 3-hvdroxv... 266 C17H1403 078396-37-9 50
5 Thiazole, 4-phenyl-2-(4-tolylami... 266 C16H14N2S 016098-04-7 50
Abundance Scan 1614 (19.634 min): BF078759.D (-1608) (-) m/z 266.15 100.00%

5000

19.40 19.60 19.80 20.00

0 m/z 265.20 76.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98202: 11H-Indeno[2,1-a]phenanthrene
266
5000 TT T T[T T T rrrr[rrrr[r1r1

19.40 19.60 19.80 20.00
m/z 57.10 46.49%

ol 39 63 87100 119" 150163 187 211226239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
266
e L EEEEA EaE s
19.40 19.60 19.80 20.00
5000 m/z 71.10 36.94%
133
o 27 63 87100 118 150163 187 210224237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97711: Furazano[3,4-g]benzimidazole, 7-benzyl-
6 19.40 19.60 19.80 20.00
m/z 43.10 35.33%
5000
39 133 189 233
. 116 161174 206

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 unknown20.03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.03 2.31 ng 47365 Perylene-di12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 27
2 17-Pentatriacontene 491 C35H70 006971-40-0 27
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 25
4 1-Hvdroxyv-2-oxo-1.8-diaza-spirol... 328 C15H24N206 1000297-25-2 22
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 22
Abundance Scan 1649 (20.034 min): BF078759.D (-1643) (-) m/z 57.10 100.00%
57
97 264
5000 125
209
19.80 20.00 20.20 20.40
Oprr—tdh m/z 43.05 71.47%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 UL UL RN UL B
111 1980 20,00 20.20 20.40
29 m/z 264.10 71.39%
‘ \ ‘139167196224 271 39
0 ..‘.‘.“l \\‘ \H ‘\ | |4 . “I - ..‘..|.7...|....|....|....|
miz--> 0 50 150 200 250 300 350 400 450
Abundance
57
97
19.80 20.00 20.20 20.40
5000 m/z 97.10 68.48%
. 153 181 200236 267292320 348 376 406 434 462 490
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #154046: Bromoacetic acid, octadecyl ester R B e
43 19.80 20.00 20.20 20.40
69 m/z 69.05 66.61%
97
5000
23
o u ‘ ' m J|153 181 224250 297
miz--> 0 55 100 1%0 260 2éo 360 3%0 460 4%0 ' 1980 2000 2020 2040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 3,4:8,9-Dibenzopyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.47 3.11 ng 63614 Perylene-di12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 81
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 81
3 Indenoll.2.3-falnaphthacene 302 C24H14 000203-11-2 81
4 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 81
5 3,4:9,10-Dibenzopyrene 302 C24H14 000189-55-9 64

Abundance Scan 1862 (22.469 min): BF078759.D (-1857) (-) m/z 302.15 100.00%

5000

A
LI S N O D

22.20 22.40 22.60 22.80
m/z 300.10 27 .77%

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

Abundance #118884: 3,4:8,9-Dibenzopyrene
302
5000 LIS I L L L L L L L L
151 22.20 22.40 22.60 22.80
m/z 151.10 27 .59%
137
0 51 74 101 123 d 168 198 224 248 274 |
T T T T [ e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
302
LN REE S SR
22.20 22.40 22.60 22.80
5000 m/z 303.15 23.39%
150
o 100 136 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1| /\/\
Abundance #118897: Indeno[1,2,3-fg]naphthacene e

2 22.20 22.40 22.60 22.80
m/z 150.00 23.01%

5000

174 198 224 248 27483
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042315\
Data File : BF078759.D

Aca On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 20
R.T. EstConc Area Relative to ISTD R.T.
22.59 2.11 ng 43241 Perylene-di12 19.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4:9.10-Dibenzopvrene 302 C24H14 000189-55-9 74
2 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 74
3 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 64
4 Indenoll.2.3-falnaphthacene 302 C24H14 000203-11-2 59
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 53
Abundance Scan 1873 (22.595 min): BF078759.D (-1869) (-) m/z 302.10 100.00%
302
5000
151 PENE A NAVAN
96 137 22.20 22.40 22.60 22.80 23.00
O 3 191 208 m/z 303.10 26.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #118894: 3,4:9,10-Dibenzopyrene
302
5000
22.20 22.40 22.60 22.80 23.00
151 m/z 151.00 26.15%
o4l 63 e 112 137 170 198 220 243 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
302
22.20 22.40 22.60 22.80 23.00
5000 m/z 300.10 21.39%
151
b4l 63 92 112 137 | 168 198 222 248 274
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ] ﬁ
Abundance #118883: 1,2:4,5-Dibenzopyrene e e
302 22.20 22.40 22.60 22.80 23.00
m/z 150.00 13.94%
5000
151
o 69 100 123%%7 ‘ s 274 | [
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260 280 300 22.20 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF042315\
Data File : BF078759.D

Acq On : 23 Apr 2015 20:37

Operator : TP/1Z

Sample : G1991-04

Misc :

ALS Vial : 15 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 15.0 ng 97480 1 5.76 130357 20.0
unknown5 .39 5.39 102.6 ng 668868 1 5.76 130357 20.0
Phenanthrene, 2-m... 14.75 2.9 ng 38560 4 13.83 265154 20.0
4H-Cyclopenta[def... 14.87 3.6 ng 47801 4 13.83 265154 20.0
9,10-Bis(bromomet... 15.21 3.6 ng 48302 4 13.83 265154 20.0
11H-Benzo[b]fluorene 16.57 2.4 ng 90695 5 17.71 764053 20.0
unknown18.83 18.83 3.7 ng 76565 6 19.42 409548 20.0
unknown19.26 19.26 3.1 ng 63199 6 19.42 409548 20.0
11H-Indeno[2,1-a]-.-.-. 19.63 3.2 ng 66444 6 19.42 409548 20.0
unknown20.03 20.03 2.3 ng 47365 6 19.42 409548 20.0
3,4:8,9-Dibenzopy... 22.47 3.1 ng 63614 6 19.42 409548 20.0
3,4:9,10-Dibenzop... 22.59 2.1 ng 43241 6 19.42 409548 20.0
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