LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 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-BF040115.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 1.438 20 22 28 rvB 23115 39680 3.52% 0.273%
2 1.530 28 30 45 rBV 471400 785629 69.59% 5.413%
3 4.204 261 264 268 rVB 10339 17549 1.55% 0.121%
4 4.273 268 270 277 rVB 49775 91007 8.06% 0.627%
5 4.901 323 325 342 rVB 568452 700469 62.05% 4.826%
6 6.284 444 446 453 rBV 746312 767409 67.98% 5.288%
7 6.387 453 455 458 rvVv 814952 794692 70.40% 5.476%
8 6.673 477 480 483 rBV 232822 213188 18.89% 1.469%
9 6.856 494 496 499 rBV 526392 511814 45.34% 3.527%
10 7.382 539 542 544 rBV 566333 523126 46.34% 3.605%
11 8.250 616 618 621 rBV 326897 323414 28.65% 2.228%
12 8.982 679 682 684 rVB 12119 13424 1.19% 0.092%
13 9.599 734 736 739 rBV 697704 780300 69.12% 5.377%
14 10.113 779 781 784 rBV 73859 92666 8.21% 0.638%
15 10.228 789 791 794 rBV 36793 40328 3.57% 0.278%
16 10.411 804 807 809 rVB 287342 391914 34.72% 2.700%
17 11.073 863 865 868 rBV 10911 16141 1.43% 0.111%
18 11.313 881 886 888 rBV 55604 72527 6.42% 0.500%
19 11.382 889 892 894 rBV 597594 651721 57.73% 4.491%
20 11.622 910 913 919 rBV 8892 19743 1.75% 0.136%
21 11.931 938 940 943 rBV2 6783 12885 1.14% 0.089%
22 11.988 943 945 949 rVB2 8657 14065 1.25% 0.097%
23 12.216 963 965 967 rvVv 308699 453866 40.21% 3.127%
24 12.308 971 973 975 rVvwV 54975 70774 6.27% 0.488%
25 12.365 975 978 981 rVB2 4497 12414 1.10% 0.086%
26 12.536 991 993 998 rBV 26457 44554 3.95% 0.307%
27 12.719 1004 1009 1012 rVB6 8534 20913 1.85% 0.144%
28 12.776 1012 1014 1015 rBV 12724 12497 1.11% 0.086%
29 12.845 1018 1020 1022 rVV 26380 33548 2.97% 0.231%
30 12.879 1022 1023 1026 rVvV 42497 43350 3.84% 0.299%
31 12.936 1026 1028 1029 rVvVv 21666 22396 1.98% 0.154%
32 12.971 1029 1031 1033 rVvVv 44431 65820 5.83% 0.454%
33 13.005 1033 1034 1038 rVB2 26963 27523 2.44% 0.190%
34 13.142 1043 1046 1048 rVV3 6187 13915 1.23% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.199 1048 1051 1052 rVv2 7510 17031 1.51% 0.117%
36 13.245 1052 1055 1058 rVB2 27952 53311 4.72% 0.367%
37 13.531 1077 1080 1082 rBV2 21031 36645 3.25% 0.252%
38 13.622 1085 1088 1091 rVB3 18646 37922 3.36% 0.261%
39 13.702 1093 1095 1098 rVB 299744 381130 33.76% 2.626%
40 13.828 1101 1106 1108 rVB 28272 47037 4_.17% 0.324%
41 13.897 1109 1112 1117 rBV3 25256 63822 5.65% 0.440%
42 13.977 1117 1119 1121 rVB 355619 376368 33.34% 2.593%
43 14.057 1121 1126 1127 rBV3 17304 31465 2.79% 0.217%
44 14.091 1127 1129 1132 rBVY 116172 153204 13.57% 1.056%
45 14.148 1132 1134 1135 rVVv2 22204 23930 2.12% 0.165%
46 14.205 1137 1139 1142 rVV 709596 893252 79.13% 6.155%
47 14.274 1142 1145 1147 rVB 16073 22756 2.02% 0.157%
48 14.399 1151 1156 1158 rVB2 58242 107278 9.50% 0.739%
49 14.479 1161 1163 1165 rBVY 37272 41607 3.69% 0.287%
50 14.525 1165 1167 1170 rBV2 42472 64050 5.67% 0.441%
51 14.628 1175 1176 1178 rVB 18183 18097 1.60% 0.125%
52 14.868 1196 1197 1199 rBV2 12830 19063 1.69% 0.131%
53 15.028 1207 1211 1215 rBV2 32848 65032 5.76% 0.448%
54 15.154 1219 1222 1224 rBV 48551 64805 5.74% 0.447%
55 15.211 1224 1227 1228 rVV2 32299 62704 5.55% 0.432%
56 15.245 1228 1230 1232 rVB2 21671 28060 2.49% 0.193%
57 15.280 1232 1233 1237 rVB 51058 74926 6.64% 0.516%
58 15.360 1237 1240 1241 rBV 25611 36114 3.20% 0.249%

59 15.405 1241 1244 1246 rBV 70008 131390 11.64% 0.905%
60 15.462 1246 1249 1254 rVB2 544864 1128865 100.00% 7.778%

61 15.531 1254 1255 1258 rBV3 9250 13083 1.16% 0.090%
62 15.588 1258 1260 1262 rVB2 32674 34374 3.05% 0.237%
63 15.645 1263 1265 1267 rVB 22907 24293 2.15% 0.167%
64 15.725 1269 1272 1274 rVB 45688 63614 5.64% 0.438%
65 15.771 1274 1276 1277 rBV 38419 49832 4.41% 0.343%
66 15.954 1290 1292 1294 rBV 43858 70108 6.21% 0.483%
67 16.000 1294 1296 1299 rVB3 20717 31750 2.81% 0.219%
68 16.068 1300 1302 1304 rBVZ2 22919 38458 3.41% 0.265%
69 16.217 1312 1315 1318 rVB4 32065 60090 5.32% 0.414%
70 16.537 1342 1343 1347 rBV2 18524 48739 4._.32% 0.336%

71 16.731 1357 1360 1365 rBV 295611 646146 57.24% 4.452%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 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-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.845 1367 1370 1372 rVB2 69678 104678 9.27% 0.721%
73 16.891 1372 1374 1376 rBV2 20379 33869 3.00% 0.233%
74 17.040 1384 1387 1390 rBV 148376 214554 19.01% 1.478%
75 17.097 1390 1392 1394 rVB 247458 270722 23.98% 1.865%

76 17.165 1395 1398 1399 rBV 432525 573412 50.80% 3.951%

77 18.228 1489 1491 1495 rVB 36296 54678 4.84% 0.377%
78 18.343 1498 1501 1505 rVvB2 128630 257543 22.81% 1.775%
79 18.491 1511 1514 1515 rBV 38792 67557 5.98% 0.465%

80 18.674 1527 1530 1533 rVB 106153 180492 15.99% 1.244%

Sum of corrected areas: 14513117
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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: BF078636.D
800000 6.5%°
600000 4.90 7.38
6.86
1.53
400000
6.67
200000
4.27
1.4 4.0
O o e e e e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078636.D
800000
14.21
9.60
600000 11.38
400000 13.98
8.25
10.41
200000 )
10.11 AREY
0.23 113 4l 2
8.98 11.07 11.62 111999 /i 7
O T B e B B e o L B e e e B e e B A e e A A B
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: BF078636.D
800000
15.46
600000 17.17
400000
18.34
18.67
200000 18.2818.49
‘rFF—F 7 T T T
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\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.27 8.54 ng 91007 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 270 (4.273 min): BF078636.D (-268) (-) m/z 43.05 100.00%
43
59
5000
101
4.00 4.20 4.40 4.60
83
o.”,..”,..”,.”.U:h??”4i,”..,”..,m..,”.:“...“ m/z 59.10 62.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL A I L

4.00 4.20 4.40 4.60
59 m/z 101.10 23.03%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
A L e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
I
4.00 4.20 4.40 4.60
5000 m/z 58.10 16.56%
55
o 21 37 a9 65 71 77 83 98
A o B L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7971: Acetic acid, 1,1-dimethylethyl ester B Aiammu
43 4.00 4.20 4.40 4.60
m/z 41.10 9.70%
5000 57
" 29 101
‘ |osnll os1 73
ot e el e e SRAERSRMNNENE 1| MRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.39 Concentration Rank 1

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

6.39 74.55 ng 794692 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 455 (6.387 min): BF078636.D (-453) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.00 6.0 640 6.60 6.80
47 54 61 || > g7 | 04 o ep en Do
Obrrprrrr e e e e b e e bbb e e e e m/z 68.10 38.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RAARE RS RS
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.32%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 24 .57%
104
oL 14 27 37 4451 58 77 4997 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R .
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.72%
5000 6
41 97
53 117
0..,.”.,.”.,?ﬂ.hj..4MM.W.MMJP.MUﬂ”.é?.L.,}Pﬁl..jw%%?.,t.. N SRR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.31 3.70 ng 72527 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 53
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Benzenecarbothioic acid. S-methv... 152 C8H80S 005925-68-8 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 886 (11.313 min): BF078636.D (-881) (-) m/z 105.00 100.00%
105
7w 182
5000
i 11106 1120 1140 1160
152 165 : : : :
0 ...,....3,9..'|..,...-'.n,...9‘.5,.'...,....,..:-.,.~..., m/z 77.10 59.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
& 182
5000 U AR DU BN SULE
11.00 11.20 11.40 11.60
o1 m/z 182.10 56.62%
o 27 39 | 63 ‘ 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 11.00 11.20 11.40 11.60
5000 m/z 51.00 21.11%
51
ol 15 28 39 63 91 118 134 165
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26285: Acetophenone, 2-chloro- e ./\, R
105 11.00 11.20 11.40 11.60
m/z 181.10 10.73%
77
5000
51
o4 27 39 | 6 | 9 | 15 15 A ]
m/z--> 20 40 60 80 100 120 140 160 180 1100 11.20 11.40 11.60 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.97 2.90 ng 65820 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 74
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 49
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 36
5 Pyrimidine, 6-0xo0-4-(3-fluorophe... 190 C1OH7FN20 085979-55-1 23

Abundance Scan 1031 (12.971 min): BF078636.D (-1029) (-) m/z 190.10 100.00%
5000 NA«
94 ..................
39 51 63 77 105115 137 152 165 12,60 12.80 1300 13.20
O e m/z 189.10 93.19%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 T AA-- T ----u-

94 12. 60 12. 80 1300 13.20
m/z 191.10 30.41%
I

27 39 50 63 81 110 122 137 150 163 178 ||
A A S | -
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189

12.60 12.80 13.00 13.20

o

5000 m/z 192.10 27.59%
94
81 163
(O o T A L s e e O s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl B R e e e e
a5 190 12.60 12.80 13.00 13.20

146 m/z 94.60 26.19%

5000

b

12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.35 ng 53311 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 64
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 52
4 9.10-Phenanthrenedione 208 C14H802 000084-11-7 50
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49
Abundance Scan 1055 (13.245 min): BF078636.D (-1052) (-) m/z 180.00 100.00%
152 180 208
5000
76
%0 63 86 4, 107 126 163 13.00 13.20 13.40 13.60
o} m/z 208.10 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76
13.00 13.20 13.40 13.60
50 126 m/z 152.10 85.47%
63
o I,,,g?,,\‘ulw,,,HJI,?‘?}IO?,,,I,\,,,I,, N T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
13.00 13.20 13.40 13.60
5000 152 m/z 151.05 46 .37%
63 76
27 39 50 87 98 111 126
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42704: Benzo[c]cinnoline
152 180 13.00 13.20 13.40 13.60
m/z 76.00 34.67%
5000
63 76 126
27 39 51 %% | 87 102713 | 139 ‘\ 167 |
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 260 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 9 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.07 ng 47037 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 76
2 Fluoranthene 202 C16H10 000206-44-0 76
3 Pvrene 202 C16H10 000129-00-0 64
4 Pvridazine-3.6(1H.2H)-dione. 1-(... 202 C11H10N202 034019-60-8 33
5 2-Butenamide, 3-methyl-N-1H-puri... 217 C1OH11N50 021589-34-4 9
Abundance Scan 1106 (13.828 min): BF078636.D (-1101) (-) m/z 202.10 100.00%
202
5000
R
gg 101 150 176 13.60 13.80 14.00 14.20
o S 122 163", 199 m/z 200.10  20.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57475: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202
5000 e
13.60 13.80 14.00 14.20
m/z 203.10 18.61%
oL 15 27 39 51 63 75 88 191113126137 150 163 176187 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
202
13.60 13.80 14.00 14.20
5000 m/z 201.10 15.08%
101
o 27 3950 63 75 o0 122134 150 163174 187
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57468:Pyrene ...|||||||4||||||||||||
202 13.60 13.80 14.00 14.20
m/z 101.10 8.91%
5000
101
o 39 51 63 75 88 | 122134 150 163174 187 || .
rrryrrrTryrrTTyrTrTyrrT T T T T T T T T T T T e T T T T T T T AL RN IR A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

1409 2.71ng 153204  Chrysene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96

2 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 64
3 TrimethvII5-(trimethvisilv)-2-t... 228 C10H20SSi2 017906-71-7 59
4 2H.8H-Benzoll.2-b:5.4-b"l1dipvran... 228 C14H1203 000553-19-5 58
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 58
Abundance Scan 1129 (14.091 min): BF078636.D (-1127) (-) m/z 213.10 100.00%
213
5000
119
91 228
39 65 135151165 181 197 13.80 14.00 14.20 14.40
O b b o 1801 BLIT L 32 77 119.00  27.33%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 N U R AR B
13.80 14.00 14.20 14.40
119 228 m/z 214.10 17.25%
L 3 6 9} | 135150165181197 | |
o> % e 8 180 1o 10 180 180 200 230 24 280 380 300
Abundance
119 213
13.80 14.00 14.20 14.40
5000 91 228 m/z 91.05 15.81%
39 s 134
o 165 181107
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74641: Trimethyl[5-(trimethylsilyl)-2-thienyl]silane # L I B B
213 13.80 14.00 14.20 14.40
m/z 228.10 15.43%
5000
73
99 228
‘ 115 163 183197 | A A n
A R A A LA LAl LA SN L ARAS RSN LARAN ALY RARAS RAREN AR R DU U UM B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. 00 14.20 14.40

8270-BF040115.M Mon Apr 20 15:08:57 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Dichloroacetic acid, heptad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.41 2.33 ng 131390 Chrysene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 95
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1244 (15.405 min): BF078636.D (-1241) (-) m/z 57.10 100.00%

-

5000
227 R SO SN DU B
153 13 205 | 244 15.00 15.20 15.40 15.60 15.80
0! e B e m/z 55.10 92.02%
m/z--> 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester

%

57
5000 IIIIIIIlllllllllll
mmmmmmmmmm
29 HMJ H m/z 43.10 89.79%
\

oL b d L 1129 168 101210 238 265 205
m/z--> 50 100 150 OO 250 300 350
Abundance
57
83 R e B B
15.00 15.20 15.40 15.60 15.80
5000 m/z 69.10 85.03%
111
29
0 130 169 151210 238 L5083
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester A B
57 83 15.00 15.20 15.40 15.60 15.80
m/z 83.10 81.73%
- | ”%J\/Nv
29
139 250
ol Ll L) Aoy OB e A T 30
m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078636.D

Aca On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample : 61854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.85 3.65 ng 104678 Perylene-di12 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolilfluoranthene 252 C20H12 000205-82-3 90
4 Benzolalovrene 252 C20H12 000050-32-8 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 1370 (16.845 min): BF078636.D (-1367) (-) m/z 252.10 100.00%

252

5000

125 16.60 16.80 17.00 17.20

39 57 74 100, | 142 166 198 224

0 m/z 250.10 30.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89816: Benzo[e]pyrene
252
5000
16.60 16.80 17.00 17.20
125 m/z 253.10 23.68%
ol 50 74 | 146 174 200 224
”upu.uupu.””.u.“u.”.””.u.uu...””.u.uupuq””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
16.60 16.80 17.00 17.20
5000 m/z 125.10 10.66%
126
o 39 63 83100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89822: Benzo[j]fluoranthene L ma o

252 16.60 16.80 17.00 17.20
m/z 126.00 10.47%

5000

29 51 74 100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.60 16.80 17.00 17.20

8270-BF040115.M Mon Apr 20 15:08:59 2015 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041715\
Data File : BF078636.D

Acq On : 18 Apr 2015 10:56

Operator : TP/1Z

Sample - G1854-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.27 8.5 ng 91007 1 6.67 213188 20.0
unknown6 .39 6.39 74.5 ng 794692 1 6.67 213188 20.0
Benzophenone 11.31 3.7 ng 72527 3 10.41 391914 20.0
4H-Cyclopenta[def... 12.97 2.9 ng 65820 4 12.23 453866 20.0
9,10-Anthracenedione 13.25 2.4 ng 53311 4 12.23 453866 20.0
Benzene, 1,1"-(1,... 13.83 2.1 ng 47037 4 12.23 453866 20.0
Phenol, 4,4"-(1-m... 14.09 2.7 ng 153204 5 15.47 1128870 20.0
Dichloroacetic ac... 15.41 2.3 ng 131390 5 15.47 1128870 20.0
Benzo[e]pyrene 16.85 3.6 ng 104678 6 17.17 573412 20.0
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