LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 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-BF052615.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 1.564 32 33 40 rvVv 353016 548922 8.94% 2.036%
2 1.667 40 42 74 rVB 3126882 6140212 100.00% 22.770%
3 4.673 303 305 314 rVB 50342 80546 1.31% 0.299%
4 5.244 352 355 364 rBV 815598 1177682 19.18% 4_.367%
5 6.559 468 470 478 rBV 1039481 1296029 21.11% 4 .806%
6 6.673 478 480 483 rBY 1069696 1308820 21.32% 4 .853%
7 6.959 503 505 508 rBV 343540 337413 5.50% 1.251%
8 7.142 519 521 524 rBV 878045 1002454 16.33% 3.717%
9 7.656 564 566 569 rBV 616151 816609 13.30% 3.028%
10 8.536 641 643 649 rVB 474479 523083 8.52% 1.940%

11 9.885 759 761 764 rVB 1619145 1619357 26.37% 6.005%
12 10.285 794 796 798 rBv2 157213 169685 2.76% 0.629%
13 10.399 802 806 808 rBvV 161894 169784 2.77% 0.630%
14 10.536 816 818 820 rVB 100301 137967 2.25% 0.512%
15 10.708 830 833 835 rvB 565695 626185 10.20% 2.322%

16 11.691 916 919 920 rvv2 722213 1040028 16.94% 3.857%
17 11.725 920 922 924 rVB 259883 306904 5.00% 1.138%
18 11.908 935 938 940 rBV 55101 101203 1.65% 0.375%
19 12.239 963 967 970 rBV3 24189 61946 1.01% 0.230%
20 12.536 991 993 998 rBV2 547490 662638 10.79% 2.457%

21 12.628 998 1001 1004 rBV 105268 132161 2.15% 0.490%
22 13.279 1055 1058 1066 rVB2 98418 251145 4_.09% 0.931%
23 14.034 1122 1124 1127 rBV 203266 234857 3.82% 0.871%
24 14.319 1146 1149 1151 rVV 216392 309081 5.03% 1.146%
25 14.537 1165 1168 1170 rBV 1536496 1967813 32.05% 7.297%

26 14.731 1180 1185 1188 rBV3 43424 118814 1.94% 0.441%
27 14.857 1194 1196 1201 rVV3 53911 101598 1.65% 0.377%
28 15.314 1234 1236 1239 rVV3 24269 65647 1.07% 0.243%
29 15.554 1254 1257 1259 rBV2 36955 76168 1.24% 0.282%
30 15.702 1267 1270 1275 rBV3 235973 384671 6.26% 1.426%

31 15.805 1276 1279 1281 rBV2 591231 982125 15.99% 3.642%

32 16.114 1304 1306 1310 rVB4 45228 86449 1.41% 0.321%
33 16.457 1334 1336 1339 rBv4 42024 110432 1.80% 0.410%
34 16.514 1339 1341 1343 rVB 59289 84658 1.38% 0.314%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.085 1388 1391 1398 rBV 443739 874975 14.25% 3.245%

36 17.200 1399 1401 1403 rVB 104147 114986 1.87% 0.426%
37 17.394 1416 1418 1422 rBV 250830 321178 5.23% 1.191%
38 17.463 1422 1424 1427 rBV 254375 316744 5.16% 1.175%
39 17.520 1427 1429 1433 rBV2 588594 808725 13.17% 2.999%
40 18.811 1540 1542 1547 rVB2 181383 374390 6.10% 1.388%

41 18.971 1554 1556 1559 rBV3 80469 188528 3.07% 0.699%
42 19.189 1572 1575 1581 rVB 158896 292686 4.77% 1.085%

43 19.406 1591 1594 1599 rVB2 172236 366265 5.97% 1.358%
44 20.069 1649 1652 1658 rVB3 121773 274960 4.48% 1.020%

Sum of corrected areas: 26966523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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: BF079552.D
3000000 167

2500000
2000000

1500000

6.56567

1000000 524 7.14

7.66
500000 1.56 6.96

“\xjﬁ 4.67

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: BF079552.D

3000000

2500000
2000000
9.88 14.5¢
1500000

1000000

500000 8.54

14.03 14.32

12.63 13.28
o/ VIV N Y SO 1 | GV, - ol N AN
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: BF079552.D

3000000

2500000

2000000

1500000

1000000 17.52

18.81 7’l_9.19.9.41 20.07

500000 15.7 18,9

434886  15.3115.5

T S

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

16,11 186461
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 11

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

4._.67 4.77 ng 80546 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
3 3-Hexanol 102 C6H140 000623-37-0 28
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 305 (4.673 min): BF079552.D (-303) (-) m/z 43.10 100.00%
48
59
5000
101
83 4.40 4.60 4.80 5.00
ottt e e m/z 59.10 60.41%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HR UL L L U
4.40 4.60 4.80 5.00
59 m/z 101.10 19.55%
27 ‘ 83 101
Ol s 2, 38 ], 48 53, || 6772 77 O° 9196 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59
m 440 460 4.80 500
5000 m/z 58.10 16.19%
86
46 54 69 101
S S L S SO UL SIS SR LI
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol e S
59 4.40 4.60 4.80 5.00
m/z 41.05 9.23%
5000 31 43 3
0 2\#\‘ 33“\\ 53\\ 67 84 101
mz-> 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknown6.67 Concentration Rank 2

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

6.67 77.58 ng 1308820 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 480 (6.673 min): BF079552.D (-478) (-) m/z 132.00 100.00%
5000 68
UL L L L
6.40 6.60 6.80 7.00
o T m/z 68.10 45 .02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 ~
5000 AR L L L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.52%
0 ‘ b1 H Moy . !
L LA SR SR WL IS UL UL BN
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 680 7.00
5000 m/z 66.10 29.12%
33 44 o 105
o € 80 115
L AL SR SR WL IS UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.81%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I |\ S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl0.28 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.28 5.42 ng 169685 Acenaphthene-d10 10.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene. 4-_.alpha.-isoprope... 176 C1l3H20 1000151-26-0 27
2 Santolina triene 136 C10H16 002153-66-4 20
3 7-Propvlidene-bicvclol4.1.01Theptane 136 C10H16 082253-09-6 18
4 Cvclobutane. 2-ethvlidene-1-vinvl- 108 C8H12 1000150-32-4 18
5 3-Methylene-1,6-heptadiene 108 C8H12 016626-48-5 15
Abundance Scan 796 (10.285 min): BF079552.D (-794) (-) m/z 41.05 100.00%
41
5000
‘ 110.00 10.20 10,40 10.60
| I— m/z 93.10 99.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40005: (+)-2-Carene, 4-.alpha.-isopropenyl-
4 93 105 3
5000{ 57 119
77 10.00 10.20 10.40 10.60
161 m/z 69.10 93.99%
‘ 176
O b \\ m _H,,1\,IHIH\‘W,W\,I}‘{7,,I‘millm
m/z--> 20 40 80 100 120 140 160 180
Abundance
93
41 79
121 10.00 10.20 10.40 10.60
5000 67 m/z 133.10 83.50%
53 105
136
L L L W U L L L B S B
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #15247: 7-Propylidene-bicyclo[4.1.0]heptane R RS R
79 10.00 10.20 10.40 10.60
m/z 91.05 82 .90%
67 107 121
5000
\\ T O
0 \\ MMIJ“IIlIIJ SO T
m/z--> 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.05 ng 101203 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 78
Abundance Scan 938 (11.908 min): BF079552.D (-935) (-) m/z 57.10 100.00%
S
5000
- 1160 1180 12,60 1220
0 m/z 71.10 79.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000
85 11.60 11.80 12.00 12.20
29 99 11317 m/z 43.10 51.53%
o ‘ i L 141155160183197511 295030053267 282
m/z--> ﬁo Jo éo 85 100 150 1&0 160 180 200 220 240 260 280
Abundance
57
1 R N PR SN SN
43 11.60 11.80 12.00 12.20
5000 m/z 85.10 31.38%

99 113127141 155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64586: Dodecane, 2,6,11-trimethyl-

57 11.60 11.80 12.00 12.20

43 | 1 m/z 41.10 25.01%
5000
29 85 ,
ot L ‘ 99 113127, 41 155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.28 7.58 ng 251145 Phenanthrene-d10 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1058 (13.279 min): BF079552.D (-1055) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97
| |“ |“ || 115 3157171185199213 256 13.00 13.20 13.40 13.60
0|“|””|||”.||.| |.|..||. T ...'.,.'.l..i“l'..',....,....,...I,. m/z  60.00 91 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o N
5000 L B BN BN SURA
13. 00 13.20 13.40 13.60
m/z 43.10 88.69%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 13.00 13.20 13.40 13.60
5000 129 m/z 57.10 75.45%
29 87 185 228
101115 143157171 199213
O ot AR R s s o ma
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid R e
60 78 13.00 13.20 13.40 13.60
m/z 55.10 64 .06%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:l:su?||||||||1|98|||| e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 9 11H-Benzo[b]fluorene Concentration Rank 15

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

14.73 2.42 ng 118814 Chrysene-di12 15.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 1185 (14.731 min): BF079552.D (-1180) (-) m/z 216.10 100.00%
o /\,/\ML
4 47 187 14.40 '1'4 60 14.80 15.00
39 60 71 84 128 145 167 232
ow%wwq%m m/z 215.10 86.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67034: 11H-Benzo[b]fluorene
216
5000 L e
14.40 14.60 14.80 15.00
108 m/z 213.10 23.60%

T T T T e e T e e e e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
216

14.40 14.60 14.80 15.00

5000 m/z 217.10 19.99%
108
95
51 63 81 122 139150 163174 189200
R e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: 11H-Benzo[a]fluorene AV '
216 14. 40 14. 60 14. 80 15. OO
m/z 107 .40 17.62%
5000
108
51 63 74 95 163 189 \N
T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.07 ng 101598 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 58
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 49
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 45

Abundance Scan 1196 (14.857 min): BF079552.D (-1194) (-) m/z 216.10 100.00%

216
5000 232

189 ”. A iy
42 55 75 131 150 167 202
04

14 60 14. 80 15. 00 15 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Pyrene, 1-methyl-
216

m/z 215.10 57.25%
5000 IIIIIIIlllllllllll
14 60 14. 80 15. 00 15 20
o4 189 m/z 232.10 50.72%

108
o 27 50 63 81 J | 122 137150163175 | 201 |
R S Gl LT AR i | M-
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216

14.60 14. 80 15. 00 15.20

5000 o5 m/z 217.10 23.89%
108
189
0 53 65 81 122 150163 201
i B B R T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67031: 11H-Benzo[a]fluorene R B e
216 14 60 14. 80 15. 00 15 20

m/z 231.10 20.86%

5000
107
ol14 27 44 63 81 947" 122 139151163176 189 |
T SR

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 7.83 ng 384671 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1270 (15.702 min): BF079552.D (-1267) (-) m/z 57.10 100.00%

43 3

5000

-

15.40 15.60 15.80 16.00
m/z 83.10 91.14%

234

o 149164178197206 248263 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7

:

5000 e
15.40 15.60 15.80 16.00
29 125 m/z 43.10 88.91%
oL15 Ll 139154168182106210224238 266
oy
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 ML
97 15.40 15.60 15.80 16.00
5000 m/z 55.10 88.14%
2 111
125

o 139153167181196 224

memmrwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester T
3 57 15.40 15.60 15.80 16.00

m/z 69.10 77 .96%

3

83

5000

12

g

5
139153167182 210

R e e i o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl6.46 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.25 ng 110432 Chrysene-di12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 4-(2-chlorobenzvli... 240 C14H9CIN2 303214-71-3 49
2 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 43
3 2-Propen-1-one. 1-(2-hvdroxvphen... 240 C15H1203 013323-66-5 32
4 2.9-Dihvdroxvanthracene-1.4-dione 240 C14H804 014597-19-4 22
5 Pyrido[4,3-b]Jquinoline-4-carboni... 239 C13H6CIN3 104802-98-4 22
Abundance Scan 1336 (16.457 min): BF079552.D (-1334) (-) m/z 240.10 100.00%
240
5000
325 351 397 16.20 16,40 16.60 16.80
0 m/z 239.10 77.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82312: Benzonitrile, 4-(2-chlorobenzylidenamino)-
240
5000 75 A SN BN SRR B
138 16.20 16.40 16.60 16.80
51 m/z 242.10 43 .20%
L s
0 \\l I\IMIJ\IH\\I [‘.“.“l”l‘..“..l‘... R AR B
m/z--> 50 100 150 200 250 300 350 400
Abundance
240
16.20 16.40 16.60 16.80
5000 m/z 302.10 42 .23%
39 77 112 140 179 212
ot
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #82364: 2-Propen-1-one, 1-(2-hydroxyphenyl)-3-(4-hydroxyph... B A B B
240 16.20 16.40 16.60 16.80
m/z 241.10 31.41%
5000 121
o 147
0! @ " \hl \\118 ) 2:!‘-]: il
m/z--> 50 100 1éo 260 2éo 360 3%0 460 1dzo 1&40 1&60 1&%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.20 2.84 ng 114986 Perylene-di12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 1401 (17.200 min): BF079552.D (-1399) (-) m/z 252.10 100.00%
252
5000
50 72 99 1?3 161179200 224 [l 273202 321 3s6376 | -o0-80.17.0017.20 17.40 17.60
ol e 22RO SR Wl 2730 e S 'm/z 250.10 31.53%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
16.80 17.00 17.20 17.40 17.60
125 m/z 253.10 23.33%
0 50 74 99 , | 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
16.80 17.00 17.20 17.40 17.60
5000 m/z 126.10 12.69%
126
0 74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89813: Perylene T T T
252 16.80 17.00 17.20 17.40 17.60
m/z 125.10 12.11%
5000
125
oll7 .39 74 99, | 150174 200 224
m/z--> 50 100 150 200 250 300 350 16,80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 15 1,2:7,8-Dibenzophenanthrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.97 4.66 ng 188528 Perylene-di12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:7.8-Dibenzophenanthrene 278 C22H14 000213-46-7 95
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 93
3 Dibenzla.hlanthracene 278 C22H14 000053-70-3 89
4 Pentaphene 278 C22H14 000222-93-5 89
5 Benzo[a]naphthacene 278 C22H14 000226-88-0 70

Abundance Scan 1556 (18.971 min): BF079552.D (-1554) (-) m/z 278.15 100.00%

8

5000

S5 g3 139
159

183 213935255 318 344 381 412

18.60 18.80 19.00 19.20

0! m/z 276.10 28.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105339: 1,2:7,8-Dibenzophenanthrene
278
5000
18.60 18.80 19.00 19.20
139 m/z 55.10 25.21%
ol28 71 92113 | 174 200 224 250 |
T e T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
278
R R RS
18.60 18.80 19.00 19.20
5000 m/z 279.10 22.81%
139
oL 45 " 112, | 165187207227 250
—— T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #105333: Dibenz[a,h]anthracene T
278 18.60 18.80 19.00 19.20
m/z 139.10 21.89%
5000
139
ol 517393113 | 174 200 224 250
— 77 R R AR
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20

8270-BF052615.M Fri May 29 13:52:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.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 unknownl19.41 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.41 9.06 ng 366265 Perylene-di12 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Estran-17-one. 3-hvdroxv-. (3.al... 276 C18H2802 001225-01-0 46
2 2.4-Dimethvlacetoacetanilide 205 C12H15N02 000097-36-9 15
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 11
4 Benzolahilpervlene 276 C22H12 000191-24-2 11
5 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 11

Abundance Scan 1594 (19.406 min): BF079552.D (-1591) (-) m/z 105.10 100.00%
276
5000 321 .f\u¥¢,unw/\J\M_,\VAN,\N_A
350372393 429 | | 19.00 19.20 19.40 19.60 19.80
0 m/z 276.10 90.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104222: Estran-17-one, 3-hydroxy-, (3.alpha.,5.alpha.)-
276
5000
19.00 19.20 19.40 19.60 19.80
202 m/z 95.10 86.95%
162 23
o — ‘:“‘.‘.‘.‘i“.““ll‘l‘,‘....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
121
147 205 e e e s
19.00 19.20 19.40 19.60 19.80
5000, 43 m/z 91.10 73.78%
7
172
ol tpt bl My A 208
m/z--> 50 100 150 200 250 300 350 400
Abundance #104306: Indeno[1,2,3-cd]pyrene T
276 19.00 19.20 19.40 19.60 19.80
m/z 137.10 66.28%
5000
138
oL27.50 74 111 | 170 198 224248
e e B B e e e R e R
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60 19.80

8270-BF052615.M

Fri May 29 13:52:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052815\
Data File : BF079552.D

Aca On : 28 May 2015 19:02

Operator : TP/1Z

Sample : 62386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20,07 6.80ng 274960  Perylene-di2 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24

2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 52

1000193-60-8 58

3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 46
4 1Hbenzldelanthracene. hexadecahv... 344 C25H44 007225-65-2 35
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 35
Abundance Scan 1652 (20.069 min): BF079552.D (-1649) (-) m/z 43.10 100.00%
43 204
5000
364 390 19.80 20.00 20.20 20.40
Oty m/z 204.20 96.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 L L B L I
69 19.80 20.00 20.20 20.40
’ m/z 135.10  60.84%
0 “LWN‘ﬁﬁ.fJ....,
m/z--> 50 100 150 200 250 300 350 400
Abundance
105 204
81 161 19.80 20,00 20.20 20.40
5000 41 133 m/z 133.05 58.57%
60 \—Nww/\/\/w«,\,
O T T e o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #58786: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,... T
133 204 19.80 20.00 20.20 20.40
m/z 107.10 54 _.96%
41
5000 161
67 91
ol ﬂML .J.... e N
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF052615.M Fri May 29 13:52:38 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052815\
Data File : BF079552.D

Acq On : 28 May 2015 19:02

Operator : TP/1Z

Sample - G2386-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.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... 4._.67 4.8 ng 80546 1 6.96 337413 20.0
unknown6 .67 6.67 77.6 ng 1308820 1 6.96 337413 20.0
unknown10.28 10.28 5.4 ng 169685 3 10.71 626185 20.0
Hexadecane, 2,6,1... 11.91 3.0 ng 101203 4 12.54 662638 20.0
n-Hexadecanoic acid 13.28 7.6 ng 251145 4 12.54 662638 20.0
11H-Benzo[b]fluorene 14.73 2.4 ng 118814 5 15.82 982125 20.0
Pyrene, 1l-methyl- 14.86 2.1 ng 101598 5 15.82 982125 20.0
1-Nonadecene 15.70 7.8 ng 384671 5 15.82 982125 20.0
unknownl16.46 16.46 2.3 ng 110432 5 15.82 982125 20.0
Benzo[e]pyrene 17.20 2.8 ng 114986 6 17.52 808725 20.0
1,2:7,8-Dibenzoph... 18.97 4.7 ng 188528 6 17.52 808725 20.0
unknown19 .41 19.41 9.1 ng 366265 6 17.52 808725 20.0
1,1,4a-Trimethyl-__.. 20.07 6.8 ng 274960 6 17.52 808725 20.0
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