LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 1.278 5 8 16 rVB 102281 226711 6.15% 0.574%
2 1.427 19 21 24 rVWW 306525 429069 11.64% 1.087%
3 1.518 27 29 34 rvVB 36004 57207 1.55% 0.145%
4 1.587 34 35 43 rBV 301253 501651 13.61% 1.271%
5 1.701 43 45 76 rVvB 1111602 2393897 64.96% 6.066%
6 4.742 309 311 321 rVB 191954 275341 7.47% 0.698%
7 5.302 357 360 363 rBY 2277624 2533569 68.75% 6.419%
8 6.616 472 475 477 rBV 2749996 2688383 72.95% 6.812%
9 6.730 483 485 488 rBVY 2020081 2691627 73.04% 6.820%
10 7.016 508 510 513 rBV 506121 484521 13.15% 1.228%

11 7.199 524 526 529 rBV 1496056 2003391 54.36% 5.076%
12 7.725 569 572 574 rBV 1159226 1620494 43.97% 4.106%
13 8.593 646 648 651 rBvY 700607 673625 18.28% 1.707%
14 9.942 764 766 769 rBV 2903896 2998192 81.36% 7.597%
15 10.456 809 811 813 rBV 220494 190026 5.16% 0.481%

16 10.594 820 823 832 rBV 51526 125004 3.39% 0.317%
17 10.765 835 838 840 rvv 810441 782190 21.23% 1.982%

18 11.439 896 897 900 rvB 33545 38806 1.05% 0.098%
19 11.645 908 915 918 rVB4 22972 47450 1.29% 0.120%
20 11.748 921 924 927 rBV 2146881 2232885 60.59% 5.658%
21 11.954 940 942 947 rVB 23552 41246 1.12% 0.105%
22 12.320 967 974 975 rBv4 15533 41464 1.13% 0.105%

23 12.605 996 999 1000 rBV 684934 852651 23.14% 2.160%
24 12.628 1000 1001 1003 rVvVv 639393 579014 15.71% 1.467%
25 12.697 1003 1007 1010 rVB 183973 216684 5.88% 0.549%

26 13.234 1052 1054 1055 rBV 72436 82135 2.23% 0.208%
27 13.268 1055 1057 1060 rVB 91038 117898 3.20% 0.299%
28 13.337 1060 1063 1064 rBV2 67398 141616 3.84% 0.359%
29 13.360 1064 1065 1067 rVvVv 168566 185972 5.05% 0.471%

30 13.394 1067 1068 1072 rVB 62576 55812 1.51% 0.141%
31 13.611 1084 1087 1088 rBV 58811 76286 2.07% 0.193%
32 13.920 1111 1114 1115 rBV 41787 69377 1.88% 0.176%
33 13.954 1115 1117 1121 rVvv4 32119 67209 1.82% 0.170%
34 14.011 1121 1122 1127 rVB2 54458 84270 2.29% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 14.103 1127 1130 1132 rBV 1171564 1186915 32.21% 3.007%

36 14.183 1135 1137 1139 rBV2 28996 43309 1.18% 0.110%
37 14.285 1143 1146 1148 rBV 63290 77859 2.11% 0.197%
38 14.377 1151 1154 1157 rVV 911458 1226996 33.29% 3.109%
39 14.434 1157 1159 1162 rVV2 53302 102258 2.77% 0.259%

40 14.548 1166 1169 1170 rBV 52529 69186 1.88% 0.175%
41 14.594 1170 1173 1176 rBV 2655661 3685227 100.00% 9.337%
42 14.674 1176 1180 1182 rVB2 42698 85456 2.32% 0.217%
43 14.777 1186 1189 1190 rBV2 46312 93360 2.53% 0.237%
44 14.800 1190 1191 1194 rVB 99334 100518 2.73% 0.255%
45 14.880 1197 1198 1200 rVV 55129 80536 2.19% 0.204%
46 14.925 1200 1202 1207 rVvVv2 108669 184829 5.02% 0.468%
47 15.040 1210 1212 1214 rVB 47636 47957 1.30% 0.122%
48 15.074 1214 1215 1222 rVB3 34640 79784 2.16% 0.202%
49 15.188 1222 1225 1228 rBV3 20385 58117 1.58% 0.147%
50 15.314 1234 1236 1240 rBV3 27819 46326 1.26% 0.117%
51 15.440 1243 1247 1250 rBV 55064 99761 2.71% 0.253%

52 15.566 1256 1258 1260 rBV 86269 106854 2.90% 0.271%
53 15.623 1260 1263 1265 rVV2 59907 153500 4_.17% 0.389%
54 15.703 1268 1270 1272 rVB 97648 112822 3.06% 0.286%
55 15.771 1274 1276 1280 rBV2 288333 408172 11.08% 1.034%

56 15.886 1282 1286 1288 rBV2 1033201 1760318 47.77% 4._.460%
57 15.920 1288 1289 1290 rVB 357881 250050 6.79% 0.634%

58 16.011 1295 1297 1299 rVB 78902 85418 2.32% 0.216%
59 16.148 1307 1309 1311 rVB 57378 52907 1.44% 0.134%
60 16.194 1311 1313 1318 rBV2 69702 131011 3.56% 0.332%
61 16.388 1328 1330 1332 rVB 69984 73625 2.00% 0.187%
62 16.503 1338 1340 1342 rBV 36322 46438 1.26% 0.118%

63 17.189 1397 1400 1405 rBV 372603 867628 23.54% 2.198%
64 17.303 1408 1410 1412 rVB 83138 106797 2.90% 0.271%
65 17.497 1425 1427 1431 rBV 225376 322418 8.75% 0.817%

66 17.566 1431 1433 1436 rBV 403351 450739 12.23% 1.142%

67 17.634 1436 1439 1440 rBV 663303 954052 25.89% 2.417%

68 18.960 1552 1555 1561 rBv2 191797 383587 10.41% 0.972%

69 19.349 1586 1589 1594 rBV 164984 326968 8.87% 0.828%
Sum of corrected areas: 39467371
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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: BF079494.D
6.62
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2000000 6.3

1500000 7.20

1.70 7.72
1000000

500000 .02

4.74

0 1 I o Loe

T
Time--> 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF079494.D

2500000
11.75
2000000

1500000

14.10

1000000
10.77

8.59 &k
500000

10.46
L J1059 11.441.65 11.95 12.32 AR
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T
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: BF079494.D

2.70

2500000

2000000

1500000

1000000

18.96
500000 i 19.35

e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.43 17.71 ng 429069 1,4-Dichlorobenzene-d4 7.02
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 23
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 21 (1.427 min): BF079494.D (-19) (-) m/z 73.10 100.00%
3
5000 43
S5 87 aN
P
140 160 1.80
o..,....,...3.3,|.-.'..5,0..|.~.~,..??,'..'..,....,....,...., m/z 43.10  39.42%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 L L R L
43 140 160 1.80
55 87 m/z 55.10 27.72%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
mz-> 20 30 40 50 60 70 8 90 100
Abundance
73
140 160 1.80
5000 43 m/z 87.10 24 .22%
58
S L S L L LIS S LI SIS B B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- e
7B 140 160 1.80
m/z 41.05 13.17%
5000
45
29
o . 39| 50 67 |, 101
mz-> 20 30 40 50 60 70 8 90 100 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 Propane, 1,1-dimethoxy- Concentration Rank 13

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

1.52 2.36 ng 57207 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Glvcine 75 C2H5NO02 000056-40-6 5
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 4
4 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 4
5 Hydrazinecarboxamide 75 CH5N30 000057-56-7 3

Abundance Scan 29 (1.518 min): BF079494.D (-27) (-) m/z 75.10 100.00%
75
5000 45
H 57 140 160 180
ot m/z 73.05 68.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75
sooo] 20 45 L LR L AL
140 1.60 1.80
m/z 45.10 47 .60%
ob 3 er s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
30
I R AL AL
140 1.60 1.80
5000 m/z 41.05 28.69%
75
45
L L L S W W L DL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)- Ll B
73 140 1.60 1.80
m/z 47.00 23.54%
5000
45
27
ol b, 57 | g9 107 119 135 179
mz-> 20 40 60 80 100 120 140 160 180 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.74 11.37 ng 275341 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 311 (4.742 min): BFO79494.D (-309) (-) m/z 43.10 100.00%
43
59
5000
101
4.40 4.60 4.80 5.00
o...,....,....,....','::..‘??.':I,....,....,E.‘?..,...=,|....,....,....,....,...., m/z 59.10 57.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR L R L
4.40 4.60 4.80 5.00
59 101 m/z 101.10 19.43%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 4.80 500
5000 m/z 58.10 16.95%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R mmmar e e R Ema
50 4.40 4.60 4.80 5.00
m/z 41.10 9.46%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 unknown6.73 Concentration Rank 1

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

6.73 111.11 ng 2691630 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 485 (6.730 min): BF079494.D (-483) (-) m/z 132.00 100.00%
132
5000 68
96 IBEAREBE RIS SRR
40 5y -8 06 6.40 6.60 6.80 7.00
01 e B m/z 68.10 44 _48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IBEAREBE RS SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.58%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.93%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R IELEE ma e s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.96%
5000 98 116
) AN | VIR A N HW..LL,..“u S E— 189 SN A U] G
m/z--> 20 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\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 unknownl0.59 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.59 3.20 ng 125004 Acenaphthene-d10 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 49
2 D-Allose 180 C6H1206 002595-97-3 49
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 Pentanoic acid 102 C5H1002 000109-52-4 37
5 Ethyl _beta.-d-riboside 178 C7H1405 1000126-95-4 37
Abundance Scan 823 (10.594 min): BF079494.D (-820) (-) m/z 60.00 100.00%
ep
5000 152
73
42 ARSI BN B L B
51 85 98 115 141 10.20 10.40 10.60 10.80 11.00
0 R L o e e e m/z 57.10 46 .04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000
73 10.20 10.40 10.60 10.80 11.00
29 m/z 152.10 44 .64%
o | 7P g5 98
ol Bl | & e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
10.20 10.40 10.60 10.80 11.00
5000 7 m/z 73.10 30.15%
43
. 89 % 115106 1% 163 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12979: Heptanoic acid e ,./\. e
60 10.20 10.40 10.60 10.80 11.00
m/z 42.10 18.79%
5000 73
87
o H ‘\51\ NI L EE T ' A
m/z--> 20 ' 60 8IO 1(')0 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 9 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.27 2.77 ng 117898 Phenanthrene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 1057 (13.268 min): BF079494.D (-1055) (-) m/z 192.10 100.00%
192
5000
o ses 8% 115 vase s i [ a0 13100 1350 1340 1960
ol 21 83 f Ny A5 128 L Lt Al 29 Th/z 191.10  56.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192
5000

13.00 13.20 13.40 13.60
m/z 189.10  28.57%

165
27 39 50 63 74 86 96 115126 139 152 | 176 ||

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

Abundance
192
R LN L EE e s e
13.00 13.20 13.40 13.60
5000 m/z 193.10 15.18%
94 165
ol 27 39 51 63 82 115126 139 152 | 176
e e L B e o B I L e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50614: Anthracene, 9-methyl-
192 13.00 13.20 13.40 13.60
m/z 190.10 14.68%
5000

96 165
28 39 51 63 738 | 115126 139 152 ~ 176 ||

|
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.34 3.32 ng 141616 Phenanthrene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 47
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 15
4 tert-Hexadecanethiol 258 C16H34S 025360-09-2 11
5 1-Hexadecanol, acetate 284 C18H3602 000629-70-9 11
Abundance Scan 1063 (13.337 min): BF079494.D (-1060) (-) m/z 73.00 100.00%
60 7B
5000
97 129 192
e 143157171 213 13.00 13.20 13.40 13.60
0 m/z 43.05 94 _77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 NN BASR BR
29 13.00 13.20 13.40 13.60
214 m/z 60.00 87.36%
143 157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 A
13.00 13.20 13.40 13.60
5000 129 m/z 55.05 76.02%
157
29
87100 s 200
0 '}?I""I""I""I""I""I""I ""I""%??" SABU SRS BRARE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #124061: Acetic acid, octadecy! ester R AR B
43 13.00 13.20 13.40 13.60
m/z 57.10 71.72%
5000 7 83 o7
29 0 11 .
ok 25 [ Il 139153 224 252
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 13.'00 13.'20 13.'40 13.|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.36 4_.36 ng 185972 Phenanthrene-d10 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 42
3 Methvl diselenide 190 C2H6Se2 007101-31-7 41
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 14
5 Benzene, 1,1"-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 14

Abundance Scan 1065 (13.360 min): BF079494.D (-1064) (-) m/z 190.10 100.00%
190
5000 ﬁ
o1 9| 149 e BRIty
63
ol %0 6 5 | aoien 1 | yrie [l 208 75789 10 92.46%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 RUARA AA-- T e
o4 13.00 13.20 13.40 13.60
m/z 192.10 51.69%
oL 27 3950 63 8l | 110122 137 150 163 178 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189
13.00 1320 13.40 13.60
5000 m/z 191.10 43.27%
94
8l 163
R S U L U UL B L L WL SIS LI
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49343: Methyl diselenide
9 190 13.00 13.20 13.40 13.60
m/z 94.60 21.63%
5000
0‘
mz-> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

8270-BF052615.M Wed May 27 16:12:43 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 13 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.77 4.64 ng 408172 Chrysene-di12 15.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 1-Tricosene 322 C23H46 018835-32-0 93
Abundance Scan 1276 (15.771 min): BFO79494.D (-1274) (-) m/z 57.10 100.00%
57 83
>0 1 AJ_/M
L DN DU AL BN I
3 139 234 15.40 15.60 15.80 16.00
ol KD 108 1eaam1 T 267 305322342 | 55 10 93.36%
m/z--> 50 100 150 200 250 300
Abundance #72491: Cyclohexadecane
55 g3
5000 DAL DU SRR U B
29 111 15.40 15.60 15.80 16.00
‘ ‘ m/z 83.10 88.87%
J 1 11 P ter e 24
m/z--> 50 100 150 200 250 300
Abundance
57 83
15.40 15.60 15.80 16.00
5000 111 m/z 43.10 87.02%
29
322
0 139 167 106 22 252 277294
m/z--> 50 100 150 200 250 300 '
Abundance #146886: Dichloroacetic acid, heptadecyl ester R
7 8 15.40 15.60 15.80 16.00
m/z 69.10 81.91%
5000 111
29
o ‘ |13 168 191210 238 266 295
m/z--> 50 100 150 200 250 300 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052615\
Data File : BF079494.D

Aca On : 27 May 2015 00:58

Operator : TP/1Z

Sample : 62289-13

Misc :

ALS Vial : 17 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 14 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.24 ng 106797 Perylene-di12 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzolalpvrene 252 C20H12 000050-32-8 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 1410 (17.303 min): BF079494.D (-1408) (-) m/z 252.10 100.00%
252
5000
125 17.00 17.20 17.40 17.60
224
ol 24 75 9 4| 181174 199 €T w\ (276296 328319370 | n77 250.10  31.46%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000
17.00 17.20 17.40 17.60
m/z 253.10 25.97%
ol 50 74 99 A m 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
17.00 17.20 17.40 17.60
5000 m/z 125.10 10.98%
126
0 74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #89817: Benzo[a]pyrene L R
252 17.00 17.20 17.40 17.60
m/z 251.10 10.89%
5000
126
0l 3957 74 100, | 149 174 200 224 |
m/z--> 50 ﬁo 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052615\
Data File : BF079494.D

Acq On : 27 May 2015 00:58

Operator : TP/1Z

Sample - G2289-13

Misc :

ALS Vial : 17 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]
Butane, 2-methoxy... 1.43 17.7 ng 429069 1 7.02 484521 20.0
Propane, 1,1-dime... 1.52 2.4 ng 57207 1 7.02 484521 20.0
2-Pentanone, 4-hy... 4.74 11.4 ng 275341 1 7.02 484521 20.0
unknown6.73 6.73 111.1 ng 2691630 1 7.02 484521 20.0
unknown10.59 10.59 3.2 ng 125004 3 10.77 782190 20.0
Phenanthrene, 1-m... 13.27 2.8 ng 117898 4 12.61 852651 20.0
Tridecanoic acid 13.34 3.3 ng 141616 4 12.61 852651 20.0
4H-Cyclopenta[def... 13.36 4.4 ng 185972 4 12.61 852651 20.0
Cyclohexadecane 15.77 4.6 ng 408172 5 15.89 1760320 20.0
Benzo[e]pyrene 17.30 2.2 ng 106797 6 17.63 954052 20.0

8270-BF052615.M Wed May 27 16:12:45 2015 Page: 14



