LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

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-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 heiaht area % max. total
1 1.747 13 14 24 rVB 161838 290252 8.80% 0.972%
2 1.884 24 26 38 rvVv 1576424 3296920 100.00% 11.036%
3 2.033 38 39 73 rvB2 87459 462583 14.03% 1.549%
4 4.981 295 297 302 rBV 131691 156994 4_.76% 0.526%
5 5.404 332 334 337 rBY 1231264 1187225 36.01% 3.974%
6 6.090 392 394 396 rBV 44491 36590 1.11% 0.122%
7 6.444 423 425 428 rBVY 1106496 1135380 34.44% 3.801%
8 6.582 435 437 440 rBV 1487522 1284175 38.95% 4._.299%
9 6.822 455 458 460 rBV 838114 807938 24.51% 2.705%
10 6.970 469 471 474 rVB 987726 1011264 30.67% 3.385%

11 7.382 504 507 509 rBV 1022811 881536 26.74% 2.951%
12 8.102 568 570 574 rBV2 1067878 1107472 33.59% 3.707%
13 9.176 662 664 666 rBVY 1712623 1404074 42.59% 4_700%
14 9.576 697 699 701 rBvV2 58690 83125 2.52% 0.278%
15 9.851 721 723 725 rBV 1212454 1071124 32.49% 3.586%

16 9.885 725 726 728 rVB 185452 130833 3.97% 0.438%
17 10.056 739 741 743 rBV 94207 82954 2.52% 0.278%
18 10.262 755 759 760 rBV 49768 47377 1.44% 0.159%
19 10.399 769 771 773 rBV 113456 128427 3.90% 0.430%
20 10.639 789 792 794 rBV2 548212 743407 22.55% 2.489%

21 10.765 800 803 806 rBvV 39634 60469 1.83% 0.202%
22 10.936 815 818 820 rBV2 23125 44276 1.34% 0.148%
23 11.096 827 832 834 rBv4 14563 41166 1.25% 0.138%
24 11.131 834 835 838 rvB 44625 41076 1.25% 0.138%

25 11.222 838 843 848 rBV3 63612 178231 5.41% 0.597%

26 11.325 850 852 854 rBvV 661253 1313948 39.85% 4._.398%
27 11.359 854 855 856 rvv 858539 590558 17.91% 1.977%
28 11.405 856 859 860 rvB 314513 271111 8.22% 0.908%
29 11.554 869 872 874 rBv2 117602 139608 4.23% 0.467%
30 11.828 894 896 897 rBV 112530 94871 2.88% 0.318%

31 11.851 897 898 900 rvv 100221 129556 3.93% 0.434%
32 11.896 900 902 904 rvv2 85524 92149 2.80% 0.308%
33 11.942 904 906 910 rvB2 199801 263823 8.00% 0.883%
34 12.125 920 922 926 rVB2 94258 125840 3.82% 0.421%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.274 932 935 936 rBvV2 32647 40865 1.24% 0.137%
36 12.319 936 939 942 rVB3 18755 38656 1.17% 0.129%
37 12.376 942 944 946 rBV 73333 82641 2.51% 0.277%
38 12.411 946 947 950 rVB3 37586 68318 2.07% 0.229%
39 12.456 950 951 956 rBV 55959 50970 1.55% 0.171%
40 12.536 956 958 960 rBV 1399227 1191794 36.15% 3.990%
41 12.594 960 963 965 rBV3 23375 34882 1.06% 0.117%
42 12.685 967 971 975 rBV2 46981 91536 2.78% 0.306%
43 12.765 975 978 980 rBV 1156541 1289524 39.11% 4.317%
44 12.879 986 988 989 rBV 65365 65964 2.00% 0.221%

45 12.914 989 991 993 rVB 977603 1050542 31.86% 3.517%

46 12.982 993 997 998 rBVvV2 64662 81509 2.47% 0.273%
47 13.085 1001 1006 1008 rBVZ2 136977 234448 7.11% 0.785%
48 13.154 1010 1012 1014 rBV 152949 142966 4._.34% 0.479%

49 13.188 1014 1015 1017 rBV 85488 94387 2.86% 0.316%
50 13.279 1022 1023 1025 rVB 48356 48235 1.46% 0.161%
51 13.314 1025 1026 1028 rBV 64043 64425 1.95% 0.216%
52 13.382 1031 1032 1034 rBV2 48124 64656 1.96% 0.216%
53 13.485 1039 1041 1045 rVvv4 32076 71227 2.16% 0.238%
54 13.588 1048 1050 1053 rVB 66188 88628 2.69% 0.297%

55 13.702 1058 1060 1061 rBV 115181 142684 4_.33% 0.478%

56 13.737 1061 1063 1064 rBV 55066 60348 1.83% 0.202%
57 13.954 1079 1082 1087 rVB2 1151615 2104002 63.82% 7.043%
58 14.057 1089 1091 1093 rVvVv 127318 115039 3.49% 0.385%

59 14.137 1096 1098 1099 rVv2 65073 71011 2.15% 0.238%
60 14.171 1099 1101 1103 rVB3 45118 68335 2.07% 0.229%
61 14.342 1114 1116 1117 rVB 70726 75679 2.30% 0.253%
62 14.377 1117 1119 1120 rVB2 42059 51475 1.56% 0.172%
63 14.434 1122 1124 1125 rBV2 71454 65142 1.98% 0.218%

64 14.960 1168 1170 1175 rBV 455896 932817 28.29% 3.123%
65 15.062 1177 1179 1182 rVB2 104711 125429 3.80% 0.420%

66 15.245 1193 1195 1198 rVB 300630 371149 11.26% 1.242%
67 15.302 1198 1200 1203 rBV 411561 496806 15.07% 1.663%
68 15.360 1203 1205 1207 rBV 464258 690936 20.96% 2.313%
69 15.817 1243 1245 1247 rBV2 35897 52898 1.60% 0.177%
70 16.023 1261 1263 1271 rVB2 57828 145626 4.42% 0.487%

71 16.720 1321 1324 1329 rVB2 155779 309232 9.38% 1.035%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.891 1336 1339 1341 rBV 44244 69825 2.12% 0.234%
73 17.131 1356 1360 1365 rBV 115834 237055 7.19% 0.794%
74 17.337 1376 1378 1382 rVB 29962 54962 1.67% 0.184%

Sum of corrected areas: 29872955
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.03 11.45 ng 462583 1,4-Dichlorobenzene-d4 6.82
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 7
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 4
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 4
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 4

Abundance Scan 39 (2.033 min): BF087856.D (-38) (-) m/z 75.10 100.00%
75
5000 25 /\
39 |15 5 180 200 220 240
o e e e e e e e m/z 73.10 70.12%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL A L L I
1.80 2.00 220 2.40
m/z 45.10 39.42%
o “\ ‘ P T el e 103
mz> 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.00 25.27%
75
45 57 69
o O S S SRR S SN SN UL L O
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #827: 1-Propene-1-thiol R S ——
73 1.80 2.00 220 2.40
m/z 47.00 14 .43%
5000
45
0 40 5560 65 ||
m/z--> 20 30 40 50 6 70 8 9 100 110 180 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.98 3.89 ng 156994 1,4-Dichlorobenzene-d4 6.82
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 297 (4.981 min): BF087856.D (-295) (-) m/z 43.10 100.00%
43
59
5000
101 R AN U LN R
53 83 | 460 4.80 5.00 5.20 5.40
o) SRSV 1 PRSBRSL ¥ 1S MUV VS m/z 59.10 59.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrryrTTTr T T T T

460 4.80 5.00 520 5.40
59 m/z 101.10 21.63%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 7 83 91 |
T B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
L BA e me e
57 460 4.80 5.00 520 5.40
5000 m/z 58.10 16.87%
29 101
o 15 37 51 73 8 95
R B e e R B e e R aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e mmnm EE S L
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.08%
5000
101
o 15 253137 [ 5 %8 6 86
I oA o L B e N B e N ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown6.58 Concentration Rank 2

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

6.58 31.79 ng 1284180 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 437 (6.582 min): BF087856.D (-435) (-) m/z 132.00 100.00%
5000 68
6 rrrrrTyrTrTTTTT T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
ObrrprrrrprrrrprerHib ??...' SR -1 A W . [ N m/z 68.10  40.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.52%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26 .38%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine Rma ,[\. e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.38%

5000

33 44 g7 105

ae e | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 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 8 Naphtho[l,2-b]thiophene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.22 2.71 ng 178231 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthol1l.2-bl1thiophene 184 C12H8S 000234-41-3 97
2 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 97
3 Dibenzothiophene 184 C12H8S 000132-65-0 97
4 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 95
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 94

Abundance Scan 843 (11.222 min): BF087856.D (-838) (-) m/z 184.00 100.00%
144
5000
0 9 T "T1l00 1120 11190 1160
63 113 : : : :
ol 2.2t 123 165 m/z 139.10  20.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48786: Naphtho[1,2-b]thiophene
184
5000
11.00 11.20 11.40 11.60
139152 m/z 185.00 14.81%
o 4050 6979 9210011316 | | 160 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
184
11,00 11.20 11,40 11.60
5000 m/z 152.00 12.05%
139
152
o 40 56 6979 92102113 126 169
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48779: Dibenzothiophene
184 11.00 11.20 11.40 11.60
m/z 92.00 10.80%
5000
139
152
oL 15 27 39 50 69 79 102113 106 | | 160 |
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.94 4.02 ng 263823 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 Methvl diselenide 190 C2H6Se2 007101-31-7 55
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 906 (11.942 min): BF087856.D (-904) (-) m/z 190.10 100.00%
190
5000
94
63 8l 163 11.60 11.80 12.00 12.20
ol 8 20 ] (0122 139190 "), 176 Ml 204 0 Tm/z 189.10  96.72%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.10 30.02%
oL 27 3950 63 8 | 110122 137 150 163 178 ||
miz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance
93 190
175 11,60 11.80 12.00 12.20
5000 m/z 191.10 29.76%
80 109 160
A S S S B B L B S B S
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.60 11.80 12.00 12.20
m/z 94.50 19.83%
5000
94
81 163
0I"'W""I'”'J""P"'I"”I""””"I'k'W""I R UUNIULA SRR SN BN I
mz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 10 Pyrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.23 ng 234448 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
Abundance Scan 1006 (13.085 min): BF087856.D (-1001) (-) m/z 216.10 100.00%
216
5000
94 107 189 12.80 13.00 13.20 13.40
163 : : : :
o 39 51 63 82 122 138150163176~ 203 237 n/z 215.10 82 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216
5000 95
108 12.80 13.00 13.20 13.40
m/z 213.10 21.31%
0 53 65 81 J 122 150163 ‘\ 201 |
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 107 .60 18.68%
o5 108
o 51 63 81 122135 150163176189202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 217.10 17.06%
5000
95 108 189
oL14 27 50 63 82 | 122134 150163175 | 201 \\
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknownl6.02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.22 ng 145626 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3-Cvano-6-ethvl-5-methvl-pvridi... 264 C13H16N202S 1000300-45-4 35
2 1H-Pvrazole-4-acetic acid. 1-(4-... 264 C11H16N602 1000337-51-2 35
3 3.4-Dimethoxvy-N.N-diethvl cinnamide 263 C15H21N03 185410-48-4 22
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 15
5 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 11
Abundance Scan 1263 (16.023 min): BF087856.D (-1261) (-) m/z 191.15 100.00%
191 264
5000 69 9 123
41 163 S —
m 15.80 16.00 16.20 16.40
o} m/z 264.10 85.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113664: (3-Cyano-6-ethyl-5-methyl-pyridin-2-ylsulfanyl)-a...
191
5000 L I BRI UL B
15.80 16.00 16.20 16.40
m/z 263.10 52.14%
. 39 g5 91 118 145 174 219 264
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
264 " 15.80 16.00 16.20 16.40
50000 42 m/z 95.10 51.61%
134
66 174
. 94 109 150 208723 248
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113085: 3,4-Dimethoxy-N,N-diethyl cinnamide R  RREEEEES e
191 15.80 16.00 16.20 16.40
m/z 81.10 50.37%
5000 263
72 164
0 257 [, 91 17iseles 23328 |
m/z--> 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060916\
Data File : BF087856.D

Aca On : 9 Jun 2016 17:00

Operator : UM/SJ

Sample : H3399-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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 14 Benzo[b]triphenylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.02 ng 69825 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolbltriphenvlene 278 C22H14 000215-58-7 86
2 Dibenzla.hlanthracene 278 C22H14 000053-70-3 86
3 Pentacene 278 C22H14 000135-48-8 86
4 Picene 278 C22H14 000213-46-7 86
5 Dibenz[a,j]anthracene 278 C22H14 000224-41-9 70
Abundance Scan 1339 (16.891 min): BF087856.D (-1336) (-) m/z 278.10 100.00%
218
5000
139 el e
204 16.60 16.80 17.00 17.20
51 69 92 121 172 224 250 297 316 355
0.q”ﬁ“h¢mﬂﬁ”4ﬁAWmn“dwmuﬂnqhupﬂnuﬂ“Hﬁ”wmm.ﬁ”n. m/z 276.10 26.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126218: Benzo[b]triphenylene
278
5000
16.60 16.80 17.00 17.20
139 m/z 279.10 21.86%
0L39 63 92 112 M 174 200 224 250 A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
278
16,60 16.80 17.00 17.20
5000 m/z 139.00 13.61%
139
oL, 51 73 93 113 174 200 224 250
mem"mmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 i
Abundance #126210: Pentacene e B REEEE e
278 16.60 16.80 17.00 17.20
m/z 138.10 13.51%
5000
139
ol 51 74 92 113 | 163 200 224 250
m/z--> b&)%ﬁmmmmmmmmnmm%mmmmmﬁo' 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060916\
Data File : BF087856.D

Acq On 9 Jun 2016 17:00

Operator : UM/SJ

Sample - H3399-01 2X

Misc :

ALS Vial : 13 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]
Propane, 1,l1-dime... 2.03 11.4 ng 462583 1 6.82 807938 20.0
2-Pentanone, 4-hy... 4.98 3.9 ng 156994 1 6.82 807938 20.0
unknown6 .58 6.58 31.8 ng 1284180 1 6.82 807938 20.0
Naphtho[1,2-b]Jthi... 11.22 2.7 ng 178231 4 11.34 1313950 20.0
4H-Cyclopenta[def... 11.94 4.0 ng 263823 4 11.34 1313950 20.0
Pyrene, 2-methyl- 13.09 2.2 ng 234448 5 13.95 2104000 20.0
unknownl16 .02 16.02 4.2 ng 145626 6 15.36 690936 20.0
Benzo[b]triphenylene 16.89 2.0 ng 69825 6 15.36 690936 20.0
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