LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.335 11 13 16 rVV 3934774 4977513 100.00% 16.460%
2 1.461 20 24 27 rVB 452995 811361 16.30% 2.683%
3 1.633 37 39 41 rVB 134239 150393 3.02% 0.497%
4 1.667 41 42 47 rVwV 105208 216583 4 _.35% 0.716%
5 1.793 51 53 74 rVB 953337 1746043 35.08% 5.774%
6 4.947 327 329 337 rVB 95059 118179 2.37% 0.391%
7 5.473 372 375 377 rBV 893083 1155829 23.22% 3.822%
8 6.742 484 486 489 rBV 1091589 1150027 23.10% 3.803%
9 6.890 496 499 501 rBY 1315954 1277096 25.66% 4.223%
10 7.176 521 524 527 rBV 491599 436289 8.77% 1.443%

11 7.359 538 540 543 rBV 954779 959822 19.28% 3.174%
12 7.873 582 585 587 rBV 691808 755733 15.18% 2.499%
13 8.753 660 662 664 rBvY 659963 602303 12.10% 1.992%
14 10.102 777 780 782 rBV 1659911 1542636 30.99% 5.101%

15 10.605 821 824 827 rBV 87274 81105 1.63% 0.268%
16 10.753 834 837 839 rBV 56138 66030 1.33% 0.218%
17 10.925 850 852 854 rBvV 701559 644772 12.95% 2.132%
18 11.599 910 911 916 rVB 40051 50006 1.00% 0.165%

19 11.908 935 938 940 rBv2 710713 936943 18.82% 3.098%
20 12.765 1011 1013 1014 rBV 670238 641344 12.88% 2.121%

21 12.788 1014 1015 1018 rVvVv 318574 396708 7.97% 1.312%
22 12.857 1018 1021 1023 rVB 124462 119691 2.40% 0.396%

23 13.394 1065 1068 1069 rBV 82843 78033 1.57% 0.258%
24 13.428 1069 1071 1074 rVB 97916 96611 1.94% 0.319%
25 13.485 1074 1076 1078 rBV 53603 64234 1.29% 0.212%
26 13.519 1078 1079 1081 rBV 91502 126911 2.55% 0.420%
27 13.771 1098 1101 1105 rVB2 42172 94473 1.90% 0.312%
28 14.080 1125 1128 1130 rBV 77535 92693 1.86% 0.307%
29 14.182 1135 1137 1140 rVB2 32372 64066 1.29% 0.212%

30 14.274 1142 1145 1147 rBV 551473 714594 14 _.36% 2.363%

31 14.548 1166 1169 1171 rVB 681248 738702 14.84% 2.443%
32 14.754 1185 1187 1190 rVV 1163730 1565555 31.45% 5.177%
33 14.834 1190 1194 1196 rVB2 38191 65649 1.32% 0.217%
34 14.971 1201 1206 1208 rVB2 74675 178873 3.59% 0.592%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.051 1211 1213 1214 rBV 62974 62198 1.25% 0.206%
36 15.097 1214 1217 1218 rBV 75794 97152 1.95% 0.321%
37 15.245 1228 1230 1232 rBV 48945 60779 1.22% 0.201%
38 15.302 1232 1235 1237 rVV2 39503 61653 1.24% 0.204%
39 15.348 1237 1239 1245 rVB7 40258 89444 1.80% 0.296%
40 15.474 1245 1250 1254 rBV4 18038 70501 1.42% 0.233%
41 15.600 1256 1261 1266 rBV3 44667 114341 2.30% 0.378%
42 15.737 1270 1273 1274 rBV2 54338 94802 1.90% 0.314%
43 15.771 1274 1276 1279 rVV2 47709 89270 1.79% 0.295%
44 15.851 1281 1283 1286 rVB2 46507 88483 1.78% 0.293%

45 15.943 1287 1291 1295 rBV2 131819 297688 5.98% 0.984%

46 16.045 1296 1300 1302 rVV2 768173 1271071 25.54% 4._.203%
47 16.080 1302 1303 1308 rVB 329332 346481 6.96% 1.146%

48 16.171 1308 1311 1313 rBV2 73437 98675 1.98% 0.326%
49 16.537 1340 1343 1345 rBVY 71310 93763 1.88% 0.310%
50 16.583 1345 1347 1349 rVVv2 34270 54313 1.09% 0.180%

51 16.731 1357 1360 1364 rVB3 43647 123269 2.48% 0.408%
52 17.108 1391 1393 1394 rBV 53172 75706 1.52% 0.250%
53 17.177 1398 1399 1405 rVvv4 49445 140256 2.82% 0.464%
54 17.303 1408 1410 1416 rVB 338820 735393 14.77% 2.432%
55 17.417 1416 1420 1423 rBV3 84654 152827 3.07% 0.505%

56 17.486 1423 1426 1428 rVV 106012 154057 3.10% 0.509%
57 17.543 1428 1431 1432 rVV2 43094 105245 2.11% 0.348%
58 17.611 1435 1437 1440 rVV 220033 323833 6.51% 1.071%
59 17.680 1440 1443 1445 rVV 272539 401828 8.07% 1.329%
60 17.737 1445 1448 1455 rVB2 591573 869683 17.47% 2.876%

61 18.286 1493 1496 1499 rBV2 70188 132656 2.67% 0.439%
62 18.366 1499 1503 1505 rBV5 39001 88727 1.78% 0.293%
63 18.971 1553 1556 1559 rVB2 35137 72360 1.45% 0.239%
64 19.131 1567 1570 1575 rVB2 143163 323424 6.50% 1.070%
65 19.314 1583 1586 1588 rBV2 47073 124381 2.50% 0.411%

66 19.531 1602 1605 1615 rVB 140145 341145 6.85% 1.128%
67 19.749 1619 1624 1630 rVB2 69434 257402 5.17% 0.851%
68 20.652 1700 1703 1709 rVB5 37727 110047 2.21% 0.364%

Sum of corrected areas: 30239653
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051515\

BF079295.D

16 May 2015 5:47

TP/1Z

G2266-01

28 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
4000000

134

3000000

2000000

1000000

|

1.46

TIC: BF079295.D

179 5.47

11 4.95

0

Time--> 1.

A
LA e N S S B B S R BN B R S R R S R R

4.00 4.50 5.00 5.50

50 2.00 2.50

3.00 3.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF079295.D

10.10

10.92

1%§Q7§k 11.60 ﬂ_

8.75 1101 12.77

|

12.79
%3‘3 86521 3. 77 14108

14.27

j/\i:

0
Time--> 8.00

12.50 13.00

11.00 11.50 12.00

8.50 9.00 9.50 10.00 10.50 13.50

14. OO

14. 50

Abundance
4000000

3000000

2000000

1000000

Time--> 1

5.00

TIC: BF079295.D

15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknownl.34 Concentration Rank 1

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

1.34 228.18 ng 4977510 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 13 (1.335 min): BF079295.D (-11) (-) m/z 73.10 100.00%
3
5000 43
89
37 55 1.30 1.40 1.50 1.60 1.70
N L N P m/z 43.10 49.64%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
31 89 m/z 89.10 30.59%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
1.30 1.40 1.50 1.60 1.70
5000 m/z 41.05 9.72%
2 a1 57
15 50 87
e S I SIS SULIURS SUSILILS IS IULILS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.30 1.40 1.50 1.60 1.70
43 m/z 45.10 7.87%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 ol 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.63 6.89 ng 150393 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 39 (1.633 min): BF079295.D (-37) (-) m/z 73.10 100.00%
7B
5000 43
55 87 T
1.40 1.60 1.80 2.00
0 ..,....,...3:*"‘,'.-.'..5,0..|..~,....,'.:..,....,....,...., m/z 43.10 36.40%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 95 1.40 1.60 1.80 2.00
- 87 m/z 55.05 26.63%
. 132 38| 50 | 6267 101
miz--> 20 30 40 50 60 70 8 90 100
Abundance
73
140 1.60 1.80 2.00
5000 43 m/z 87.10 24 .88%
58
S SO S L S S SIS S SR
m/z--> 20 30 40 50 60 70 80 90 100 A
Abundance #4342: Pentane, 3-methoxy- — A P
73 140 1.60 1.80 2.00
m/z 41.05 13.13%
5000
45
29
o N 39‘» 50 % 67 |, 101
m/z--> 20 30 40 50 60 70 80 90 100 ' 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.95 5.42 ng 118179 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 329 (4.947 min): BF079295.D (-327) (-) m/z 43.05 100.00%
43
59
5000
1o 460 480 500 520
83 : : : :
o...,....,....,..3.6.',':...,??~.'.,....,....,.~...,...:,|....,. m/z 59.10 53.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R AL L
59 460 480 500 520
m/z 101.10 18.27%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 16.02%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one LI L L LB L LA B
43 460 4.80 5.00 5.20
m/z 41.10 8.63%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown6.89 Concentration Rank 3

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

6.89 58.54 ng 1277100 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 499 (6.890 min): BF079295.D (-496) (-) m/z 132.00 100.00%
32
5000 68
40 | % 660 6.80 7.00 7.20
54 - - - -
oot e 8 Ly 118 | m/z 68.10 36.04%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR L L L
6.60 6.80 7.00 7.20
31 51 m/z 134.00 33.29%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
660 6.80 7.0 7.20
5000 67 m/z 66.10 23.57%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 i
Abundance #88584: Amphetaminil R EamE L  EREEa R
132 6.60 6.80 7.00 7.20
m/z 69.10 14.07%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Phenanthrene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.43 3.01 ng 96611 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 1071 (13.428 min): BF079295.D (-1069) (-) m/z 192.10 100.00%

5000
o 51 65 82 % 1y510s 139151 0 208 ' 13.20 13.40 13.60 13.80
0 m/z 191.10 56.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192 j\/\[\
5000 |||||||||||||||||||
13 20 13. 40 13 60 13. 80
165 m/z 189.10 28 .59%
0 27 39 51 63 8 7 115126139152 | 176 ||
S i o B e AR B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
T EEama R EE S
13.20 13.40 13.60 13.80
5000 m/z 190.10 15.63%
165
0 27 39 50 63 74 g5 96 115126 139 152 | 176
I T T B e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl- R Eme . B RAREARER
192 13 20 13. 40 13 60 13. 80

m/z 193.10 14 .89%

5000
83 95
oL 15 27 39 51 63 7" P 115126 139 152" \ 176 A
R L A o B e e e R e RN

m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.52 3.96 ng 126911 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 46
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 46
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 46
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 46
Abundance Scan 1079 (13.519 min): BF079295.D (-1078) (-) m/z 190.10 100.00%
1

5000

13.20 13.40 13.60 13.80

0 m/z 189.05 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190 M
5000 LA LI B IIIIIIII/}AF
13 20 13. 40 13. 60 13.80
95 m/z 192.10 89.87%
o 27 235363 74 g5 | 111122 137 150 3174 ||
o e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
Ay
13.20 13.40 13.60 13.80
5000 m/z 191.05 68.68%
95 165
28 39 51 115126 139 152 = 176
L e e L SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50622: Phenanthrene, 4-methyl-
192 13.20 13.40 13.60 13.80
m/z 94.50 31.36%
5000
40 95 165
o | 125 139152 |||
e I B o AR e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.95 ng 94473 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.160I17.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 86
2 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 86
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 70
4 2-Phenvilnaphthalene 204 C16H12 035465-71-5 70
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 49
Abundance Scan 1101 (13.771 min): BF079295.D (-1098) (-) m/z 204.10 100.00%
204
5000
s1 76 9 128152176 13.40 13.60 13.80 14.00
o’ e S B I m/z 202.10 44 _80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204
5000 RLUUNA PR SR SUNLE
13.40 13.60 13.80 14.00
m/z 203.10 33.36%
39 63 101196 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
13.40 1360 13.80 14.00
5000 m/z 205.10 17 .93%
101

27 51 76 126 152 176

T
m/z--> 50 100 150 200 250

T T
300 350 400

Abundance #58957: Naphthalene, 2-phenyl-
204 13.40 13.60 13.80 14.00
m/z 101.00 11.46%
5000
oL 27 51 76 1% 196 152176 | .
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Phenanthrene, 2,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.08 2.89 ng 92693 Phenanthrene-d10 12.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 96
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 94
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 91
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 89
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 1128 (14.080 min): BF079295.D (-1125) (-) m/z 206.10 100.00%
206
5000 191
43 63 76 89101 126 154165 178 13.80 14.00 14.20 14.40
o o239 m/z 191.05 50.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 191
13.80 14.00 14.20 14.40
g9 101 m/z 189.10 29.50%
27 39 51 63 /6 | \\h 115 127 139 152 165 178 M‘ ‘w
m/z--> 20 40 60 80 100 120 140 1éo 180 200 '
Abundance
206
13.80 14.00 14.20 14.40
5000 101 m/z 205.10 24 .96Y%
oL 15 27 39 51 63 76 89 103115127 139 152 165178
miz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #60333: di-p-Tolylacetylene
206 13.80 14.00 14.20 14.40
m/z 207.10 16.22%
5000
191
27 39 51 63 76 89 102115127139 152 165 178 | ““
m/z--> 20 40 60 80 160 120 140 1éo 1éo 200 ' 1380 14.00 14.20 14.40

8270-BF043015.M Mon May 18 13:40:27 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Heptafluorobutanoic acid, h... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.68 ng 297688 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 70
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 62
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 60
Abundance Scan 1291 (15.943 min): BF079295.D (-1287) (-) m/z 57.10 100.00%
57
43

83
97 234

5000

-

15.60 15.80 16.00 16.20
m/z 43.10 82.16%

125 139153

187 208

0!

83

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

5000

15.I60 15!80 16.00 16.20
m/z 55.05 67.64%

12

29 S
N 139154169 195210 238 pg5 o83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 I
71 15.60 15.80 16.00 16.20
5000 97 m/z 83.10 65.76%
ik Tos 168, _ 196
ol 15 1391547185 72211227 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R e ML ma e
57 15.60 15.80 16.00 16.20
43 83 g7 m/z 234.10 64.18%
5000
29 125
ol 139154168182196210 238 283
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknownl7.18 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.18 3.23 ng 140256 Perylene-di12 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxvphenol bis(trifluoroact... 302 C10H4F604 023529-06-8 47
2 3-Hvdroxvohenol bis(trifluoroace... 302 C10H4F604 034065-72-0 9
3 Methvl 2-hvdroxvdecanoate 202 C11H2203 071271-24-4 9
4 _alpha.-L-Mannopvranose. 6-deoxv... 548 C14H8F1209 049561-09-3 9
5 Arnebin 7 272 C16H1604 043043-74-9 9

Abundance Scan 1399 (17.177 min): BF079295.D (-1398) (-) m/z 69.10 100.00%

6o

5000

i

16.80 17.00 17.20 17.40

13129 151
324 m/z 81.10 57.21%

179 201217 237

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #118272: 2-Hydroxyphenol bis(trifluoroactate)
69
5000 | BNLEL L L LB L L B B
95 149 302 16.80 17.00 17.20 17.40
52 T s 246 m/z 41.10  27.88%
| 121 ‘
Olprrrr prrbe e B e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69
e
16.80 17.00 17.20 17.40
5000 m/z 256.10 26.81%
302
92 246
111 189
o 52 133149 205 263 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57137: Methyl 2-hydroxydecanoate A WA o
69 16.80 17.00 17.20 17.40
41 m/z 302.10 26 .66%
- Jﬂ\‘yﬁh_jj/\/\\\“J/\w/\\;
90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.49 3.54 ng 154057 Perylene-d12 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 1426 (17.486 min): BF079295.D (-1423) (-) m/z 57.10 100.00%
57
5000
141 183 230 268 17.20 17.40 17.60 17.80
0 ...,...?,:..I .‘.i..,l!...||,..'!. A aQ2 100 21 2 e SU  m/z 71.10 74.87%
m/z--> mmmmmmmmmmmmmmmm
Abundance #99477: Nonadecane
57
5000 85 L AU B SUIL SR SULR
ﬂ%ﬂ%ﬂmﬂ%
m/z 43.10 61.51%
o h “1}3 141 169 197 225 268
m/z--> i&&%m@mmmmmmmmmﬁ
Abundance
57
g5 17.20 17.40 17.60 17.80
5000 Al m/z 85.10 53.36%
oL15 U3 441 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane e B AR B
57 17.20 17.40 17.60 17.80
m/z 55.10 22 .48%
85
- \N,A“,\JAU\VJ\Afh\J\n\ﬁxdﬂva
113
ol15 | h T 14 169 197 225 253 296
m/z--> 25 Jo eb 80 100 150 140 160 180 200 220 240 260 280 300 350 17'20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Tricosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.29 3.05 ng 132656 Perylene-d12 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 74
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 74
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 1496 (18.286 min): BF079295.D (-1493) (-) m/z 57.10 100.00%
57
5000 i J\AJ\/\A
113 264 18.00 18.20 18.40 18.60
141 162 183 211 231 287 326
o3 |""|" 'Il'lf Loy Loy S Y e PR e A R m/z 71.10 73.24%
m/z--> 50 100 150 200 250 300
Abundance #130016: Tricosane
57
5000 85 L UL SIS UL BUL
mmmmmmmm
m/z 43.10 58.50%
113 324
L@ | | ] ML 109 197 239 267 95
m/z--> 55 160 150 200 2éo 360 '
Abundance
57
g5 18.00 18:20 18.40 18.60
5000 m/z 85.10 51.69%
113
. 29 141 169 197 225 253 282
m/z--> 55 160 150 200 2éo 360 '
Abundance #115570: Heneicosane e o e S,
57 18.00 18.20 18.40 18.60
m/z 55.10 21.71%
85
29 113
ol L1 || ‘ 141 169 107 225 253 296
m/z--> 55 100 150 200 2éo 360 ' 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079295.D

Aca On : 16 May 2015 5:47

Operator : TP/1Z

Sample : 62266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Dibenzo[def,mno]chrysene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.75 5.92 ng 257402 Perylene-di12 17.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 93
2 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 90
3 Benzolahilpervlene 276 C22H12 000191-24-2 81
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 58
5 2-Thiophenecarbaldehyde, 5-[5-(t... 276 C13H80S3 1000217-28-5 46
Abundance Scan 1624 (19.749 min): BF079295.D (-1619) (-) m/z 276.10 100.00%
276
5000
43 137
161 190213 248 303 329 355 396 19.40 19.60 19.80 20.00
o} e m/z 277.10 27 .57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104309: Dibenzo[def, mno] rysene
5000 RBARAUNARSUUUAREE N
19.40 19.60 19.80 20.00
138 m/z 274.10 22.72%
0 6390 113 M 170 201222 252 |
m/z--> éo 100 150 200 250 300 350 400
Abundance
276
19.40 19.60 19.80 20.00
5000 m/z 137.10 21.97%
138
o 28 91111 224 248
m/z--> 50 100 150 200 250 300 350 400
Abundance #104302: Benzo[ghi]perylene T e
276 19.40 19.60 19.80 20.00
m/z 138.00 21.70%
5000
138
0 57 91112 222 252 JAfu__/\\v~g/\_vvv__
m/z--> 50 160 150 200 250 300 350 400 1940 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079295.D

Acq On : 16 May 2015 5:47

Operator : TP/1Z

Sample - G2266-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl.34 1.34 228.2 ng 4977510 1 7.18 436289 20.0
Butane, 2-methoxy... 1.63 6.9 ng 150393 1 7.18 436289 20.0
2-Pentanone, 4-hy... 4 _95 5.4 ng 118179 1 7.18 436289 20.0
unknown6 .89 6.89 58.5 ng 1277100 1 7.18 436289 20.0
Phenanthrene, 2-m... 13.43 3.0 ng 96611 4 12.77 641344 20.0
4H-Cyclopenta[def... 13.52 4.0 ng 126911 4 12.77 641344 20.0
5,16[17,2"]:8,13[... 13.77 3.0 ng 94473 4 12.77 641344 20.0
Phenanthrene, 2,5... 14.08 2.9 ng 92693 4 12.77 641344 20.0
Heptafluorobutano... 15.94 4.7 ng 297688 5 16.05 1271070 20.0
unknownl17.18 17.18 3.2 ng 140256 6 17.74 869683 20.0
Nonadecane 17.49 3.5 ng 154057 6 17.74 869683 20.0
Tricosane 18.29 3.0 ng 132656 6 17.74 869683 20.0
Dibenzo[def,mno]Jc... 19.75 5.9 ng 257402 6 17.74 869683 20.0
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