LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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 height area % max. total
1 1.724 10 12 52 rvB 1303103 2862538 100.00% 12.563%
2 4.718 272 274 290 rBvY 232251 414400 14.48% 1.819%
3 5.187 313 315 333 rBVY 988097 1661492 58.04% 7.292%
4 5.587 348 350 359 rvB 23316 32300 1.13% 0.142%
5 6.273 407 410 416 rBV 1162088 1739370 60.76% 7.634%
6 6.364 416 418 436 rVB 1228448 1817903 63.51% 7.978%
7 6.593 436 438 448 rVB 404487 445535 15.56% 1.955%
8 6.753 450 452 454 rBV 1024797 1360095 47.51% 5.969%
9 7.164 486 488 491 rBV 791764 1047405 36.59%  4.597%
10 7.885 548 551 553 rBY 510117 588885 20.57% 2.585%

11 8.959 642 645 648 rBV 2095164 1988448 69.46% 8.727%
12 9.359 678 680 683 rBv 451605 406802 14.21% 1.785%
13 9.496 690 692 694 rBvV 30210 34819 1.22% 0.153%
14 9.622 701 703 706 rBV 544418 639731 22.35% 2.808%
15 10.422 770 773 775 rBV 866493 1120421 39.14% 4.917%

16 10.536 781 783 787 rBV 32924 47005 1.64% 0.206%
17 10.982 821 822 823 rBV 34653 29119 1.02% 0.128%
18 11.108 831 833 837 rBv2 534325 790889 27.63% 3.471%
19 11.188 837 840 842 rVB 21248 31091 1.09% 0.136%
20 11.611 875 877 878 rBV 47938 66135 2.31% 0.290%
21 11.633 878 879 882 rVB 76709 69598 2.43% 0.305%
22 11.713 884 886 887 rBV 80580 73774 2.58% 0.324%
23 11.896 900 902 904 rBV2 36521 35045 1.22% 0.154%
24 11.942 904 906 908 rvv2 26178 30054 1.05% 0.132%
25 12.148 922 924 926 rBV 55145 71024 2.48% 0.312%
26 12.182 926 927 931 rvv2 24821 46327 1.62% 0.203%
27 12.239 931 932 936 rVB 31467 51587 1.80% 0.226%
28 12.308 936 938 941 rBV 300115 296554 10.36% 1.302%
29 12.376 941 944 946 rBV3 15211 32701 1.14% 0.144%
30 12.456 950 951 953 rBvV 22745 29945 1.05% 0.131%

31 12.536 955 958 960 rBV 324713 338368 11.82% 1.485%
32 12.685 968 971 973 rVvV 1587362 1535759 53.65% 6.740%
33 12.765 975 978 981 rBV 34421 61999 2.17% 0.272%
34 12.868 983 987 989 rVB 48288 91698 3.20% 0.402%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.936 989 993 994 rBV2 26939 46990 1.64% 0.206%
36 12.971 994 996 1000 rVB 57598 67852 2.37% 0.298%
37 13.062 1000 1004 1005 rBV 41159 54486 1.90% 0.239%
38 13.096 1005 1007 1009 rvVv 22025 31272 1.09% 0.137%
39 13.245 1018 1020 1025 rBvV4 14616 39877 1.39% 0.175%
40 13.382 1030 1032 1035 rVB 40838 44464 1.55% 0.195%
41 13.485 1038 1041 1044 rBV3 39486 92314 3.22% 0.405%

42 13.588 1048 1050 1054 rVB2 88295 132954 4.64% 0.584%
43 13.725 1059 1062 1068 rBV2 499119 796034 27.81% 3.494%

44 13.897 1075 1077 1080 rBV2 30649 65396 2.28% 0.287%
45 14.114 1094 1096 1098 rBV 23710 44914 1.57% 0.197%
46 14.628 1139 1141 1144 rVB2 72758 76376 2.67% 0.335%
47 14.731 1147 1150 1154 rVV 114642 217000 7.58% 0.952%
48 14.788 1154 1155 1156 rVV 39449 33559 1.17% 0.147%
49 14.822 1156 1158 1163 rVB 78089 118581 4.14% 0.520%
50 14.982 1170 1172 1175 rBV 69823 85929 3.00% 0.377%

51 15.040 1175 1177 1179 rVV 84358 109830 3.84% 0.482%
52 15.085 1179 1181 1188 rVB 334488 450001 15.72% 1.975%

53 15.462 1212 1214 1217 rBvV 38896 69636 2.43% 0.306%

54 16.354 1290 1292 1295 rBvVY 39142 82897 2.90% 0.364%

55 16.411 1295 1297 1304 rVB4 33879 68481 2.39% 0.301%

56 16.743 1323 1326 1336 rVB 29853 118625 4.14% 0.521%

57 17.600 1398 1401 1407 rVB6 18204 48907 1.71% 0.215%
Sum of corrected areas: 22785191
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088308.D
2000000
1500000
1.72 5
6.57
6.75
1000000 5.19
7.16
500000 6.59
4.72
N \ 559 WL
o ————————— 7 T S e
Time--> 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: BF088308.D
2000000 8196
12.69
1500000
1000000
10.42
9.62 11.11
500000 7.88 9.36
12.3112.54
95 050 1098k 8T hodeninagh 2R 25T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088308.D
2000000
1500000
1000000
13.73
500000
166191 1674 17,60
O o B S e o S TR S S [ e T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 18.60 ng 414400 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 274 (4.718 min): BF088308.D (-272) (-) m/z 43.10 100.00%
43
59
5000
101 R
51 | 83 4.40 4.60 4.80 5.00
MMM S S m/z 59.10 65.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L AR
59 440 460 480 500
m/z 101.10 23.91%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fa'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.40 460 480 500
5000 M m/z 58.10 16.55%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R R AR
43 4.40 4.60 4.80 5.00
m/z 41.10 9.10%
5000 /k
55
S Lol esm 83 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

6.36 81.61 ng 1817900 1,4-Dichlorobenzene-d4 6.59

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 418 (6.364 min): BF088308.D (-416) (-) m/z 132.00 100.00%

132
5000 68
96
40 54 - 06 6.00 6.20 6.40 6.60

e — m/z 68.10 41.69%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60
m/z 134.00 31.77%

31
...,..‘..”,1.H.,.:.j?....,.‘...,..‘.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
_l—l_l_l_l_l—rl_l_l_

6.00 6.20 6.40 6.60

5000 m/z 66.10 26.67%
104
66

14 27 39 51 T g9 115

L B o e e e B o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl

57 132 6.00 6.20 6.40 6.60

m/z 69.10 16.91%

74
5000 98 116
o 158 189
...,...w....,....,”..,...., A 1s8 189

m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 5 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.87 2.30 ng 91698 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 92
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 987 (12.868 min): BF088308.D (-983) (-) m/z 216.10 100.00%
216
5000
9 63 81 I e 121 139150162 176187 228 12.60 12.80 13.00 13.20
m/z 215.10 82.72%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 = ...,.An., LSRR R
12.60 12.80 13.00 13.20
108 m/z 213.10 21.17%
57 9% 139 163 189 L\
UNERIUNEEUSIEI LIS SIS U S BRI B B S
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.60 12.80 13.00 13.20
5000 m/z 217.10 16.76%
108 189
27 39 51 6374 9 | 120 137150 163174 200

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74423: 11H-Benzo[a]fluorene

216 12.60 12.80 13.00 13.20
m/z 107 .80 14_.07%

5000

108
51 6374 95 163 189 M

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

T
220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Anthra(l,2-b)thiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.32 ng 92314 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthra(l,2-b)thiophene 234 C16H10S 000227-86-1 91
2 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 70
3 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 70
4 Phenanthro(2,1-b)thiophene 234 C16H10S 000219-25-0 64
5 Benzo[b]naphtho[1,2-d]thiophene 234 C16H10S 000205-43-6 52
Abundance Scan 1041 (13.485 min): BF088308.D (-1038) (-) m/z 234.10 100.00%
5000
202
70 87101117 o0 jea 189 281 13.20 13.40 13.60 13.80
39 53 176 m/z 230.10  26.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89178: Anthra(1,2-b)thiophene
234
5000
13.20 13.40 13.60 13.80
117 180 m/z 202.05 24_.87%
40 74 91104 | 137150163176 202 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
234
13.20 13.40 13.60 13.80
5000 m/z 235.10 20.64%
32 50 63 91104117 130 163 189202215
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89181: Benzo[b]naphtho[2,3-d]thiophene
2 13.20 13.40 13.60 13.80
m/z 232.10 13.63%
5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.59 3.34 ng 132954 Chrysene-d12 13.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 86
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 70
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 70
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 70

Abundance Scan 1050 (13.588 min): BF088308.D (-1048) (-) m/z 57.10 100.00%
5000 JAVJ\\»
[T
13.20 13.40 13.60 13.80 14.00
m/z 83.10 79.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 TTTT LI L L L L
13. 20 13. 40 13 60 13. 80 14. OO
29 125 m/z 230.10 76.78%
L b H h M\L .154 182 210 238 283 384
e T L B L BN e e o
m/z--> 50 200 250 300 350 400
Abundance
57
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 43.10 74.57%
111
29
139 169 519238 o3 434
L o e e R e s o e o o L IR
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester A ERmEa mEa S
57 13.20 13.40 13.60 13.80 14.00
m/z 55.10 73.60%
125
29 169
LAl ‘ 147 | 196 224 269 420
i L e e T LA e R o L m
m/z--> 50 200 250 300 350 400 13. 20 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.39 ng 76376 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 1,19-Eicosadiene 278 C20H38 014811-95-1 90
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 87
Abundance Scan 1141 (14.628 min): BF088308.D (-1139) (-) m/z 57.10 100.00%

7 2

5000

-

111

151 180 207 228 247 268 14.40 14.60 14.80 15.00
m/z 82.05 93.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43

96

3

50001 29

14.40 14.60 14.80 15.00
110 m/z 43.10 79.79%

124,40
152166180194208222236250 268

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

-

43 82
96 IS
57 14.40 14.60 14.80 15.00

5000{ g m/z 96.10  68.28%

110
24138
152166180194208222236250264 282

WWTWWWWT#’TW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal B e O BLE
14.40 14.60 14.80 15.00
m/z 83.10 63.30%

-

5000
29

£

124
138152166180194208222 250 Hpg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. 00

8270-BF060716.M Fri Jun 24 13:28:05 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.27 ng 118581 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 64
2 Perylene 252 C20H12 000198-55-0 50
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 45
4 Benzo[e]pyrene 252 C20H12 000192-97-2 45
5 Benzo[a]pyrene 252 C20H12 000050-32-8 43

Abundance Scan 1158 (14.822 min): BF088308.D (-1156) (-) m/z 252.10 100.00%

2

83 97

5
5000 69

111125

:

14.60 14.80 15.00 15.20
m/z 97.10 54.42%

146 163 181 201 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
55

fi

69 83

5000 97 LA I L L LB L L B
14.60 14.80 15.00 15.20
111 m/z 55.10 52 .69%
2
J | j‘ 125139154168182106 224 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
s e A
14.60 14.80 15.00 15.20
5000 m/z 83.10 52 .32%
126
39 63 87 M2 150 174 198 224p38
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzolj]fluoranthene R  RREEEEES e
2 14.60 14.80 15.00 15.20
m/z 69.10 46.48%
5000

;

150 174 200 224
e R e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.46 3.09 ng 69636 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 1214 (15.462 min): BF088308.D (-1212) (-) m/z 57.10 100.00%
57
5000 —-NJK\JJx_NNj\m_ﬂ,\_Afxf\,
' 15.20 15.40 15.60 15.80
m/z 71.10 71.80%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR DAL BN B B
15.20 15.40 15.60 15.80
m/z 43.10 52.50%
29 113 141
I “‘\ M\ h‘ u‘ I | 1(‘\39‘197 225 253 262
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance
57
o ' 15.20 15.40 15.60 15.80
5000 m/z 85.10 51.79%
29 113
141 169 197 225 253 296 /\N/\wy,A#NNJ\Awwf§xN,vn_ﬁ
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane R B EERmE R
57 15.20 15.40 15.60 15.80
m/z 55.10 20.40%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15&0 1540 15k0 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl6.41 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.04 ng 68481 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a,7-Methanocazulene, 2,3,6,7,... 204 C15H24 000560-32-7 38
2 Guaia-3,9-diene 204 C15H24 000489-83-8 38
3 Cyclopropene, 1,3-dimethyl-2,3-b... 204 C7H6F6 054932-73-9 22
4 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 15
5 N-[Tris(methyloxymethyl)methyl]-... 249 C11H23NO5 1000378-71-0 15
Abundance Scan 1297 (16.411 min): BF088308.D (-1295) (-) m/z 204.20 100.00%
135 204
o3 269
107 187
5000 9 167 301
a 219 284 | 316

5 16.00 16.20 16.40 16.60 16.80
I m/z 135.10 84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64538: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...

135

93

5000 e UL e
41 108 1600 16. 20 16. 40 16 60 1680

204 0
7 161 189 m/z 69.10 64.05%

7

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

105 135 161 204

a1 16.00 16.20 16.40 16.60 16.80
5000 189 m/z 269.20 53.50%

81
65 120

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

Abundance #64723: Cyclopropene, 1,3-dimethyl-2,3-bis(trifluoromethyl)- e e
135 16.00 16.20 16.40 16.60 16.80
m/z 121.10 51.54%
5000 204
115
39 689 g5 189
‘ ‘ 169
S P L U TP Y | A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 00 16. 20 16. 40 16 60 16 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On : 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknownl7.60 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.60 2.17 ng 48907 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, 2-(2-pyridylthio)-,... 365 C15H12BrNO3S  329715-12-0 12
2 3,5-Dihydroxybenzeneethanamine 153 C8H11NO02 029866-11-3 10
3 2H-Pyran-2-one, 3,4,5,6-tetramet... 152 C9H1202 051595-76-7 9
4 Norfenefrine 153 C8H11NO2 000536-21-0 9
5 Isonicotinic acid, 3-pentadecyl ... 333 C21H35N02 1000299-90-2 9

Abundance Scan 1401 (17.600 min): BF088308.D (-1398) (-) m/z 124.05 100.00%
57 124
229
5000 8 06 |« 157175 503 289
3 | ‘ 267 17.20 17.40 17.60 17.80 18.00
L e m/z 57.10 85.64%
m/z--> 50 100 150 200 250 300 350
Abundance #193458: Acetic acid, 2-(2-pyridylthio)-, 2-(4-bromophenyl...
124
8 151 qgq
5000 LA BRI B SO B
17.20 17.40 17.60 17.80 18.00
51 m/z 43.10 82.21%
33, U\ - M SO Ly L 214233 264200 367
m/z--> 50 100 150 200 250 300 350
Abundance
124
17.20 17.40 17,60 17.80 18.00
5000 153 m/z 229.20 63.44%
80
55 106
m/z--> 50 100 150 200 250 300 350
Abundance #26034: 2H-Pyran-2-one, 3,4,5,6-tetramethy!- e
124 17.20 17.40 17.60 17.80 18.00
43 m/z 55.10 58.28%
5000 81 152
"JﬁéiJ"l"' L LA UL S L BN LA BRI B SO
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062316\
Data File : BF088308.D

Acq On 24 Jun 2016 00:36

Operator : UM/SJ

Sample - H3682-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 18.6 ng 414400 1 6.59 445535 20.0
unknown6 .36 6.36 81.6 ng 1817900 1 6.59 445535 20.0
11H-Benzo[b]fluorene 12.87 2.3 ng 91698 5 13.73 796034 20.0
Anthra(l1,2-b)thio... 13.49 2.3 ng 92314 5 13.73 796034 20.0
Pentafluoropropio... 13.59 3.3 ng 132954 5 13.73 796034 20.0
Oxirane, hexadecyl- 14.63 3.4 ng 76376 6 15.09 450001 20.0
5-Octadecene, (E)- 14.82 5.3 ng 118581 6 15.09 450001 20.0
Eicosane 15.46 3.1 ng 69636 6 15.09 450001 20.0
unknownl6.41 16.41 3.0 ng 68481 6 15.09 450001 20.0
unknownl17 .60 17 .60 2.2 ng 48907 6 15.09 450001 20.0
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