LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 1.081 15 17 20 rBv 910621 984925 100.00% 6.534%
2 1.195 23 27 30 rvB 199926 304166 30.88% 2.018%
3 1.344 38 40 43 rVB 74245 82532 8.38% 0.548%
4 1.550 56 58 62 rBv 13854 22652 2.30% 0.150%
5 1.653 65 67 78 rBv 143639 219993 22.34% 1.459%
6 4.613 324 326 333 rVB 42208 74910 7.61% 0.497%
7 5.196 374 377 390 rVB 375730 601571 61.08% 3.991%
8 6.522 490 493 500 rBV 398855 629132 63.88% 4.174%
9 6.636 500 503 505 rBV 451191 637767 64.75% 4.231%
10 6.910 525 527 530 rVB 274803 253927 25.78% 1.685%

11 7.093 541 543 546 rBV 429224 455023 46.20% 3.019%
12 7.608 586 588 591 rBV 338447 364499 37.01% 2.418%
13 8.488 663 665 668 rBvV 393972 348897 35.42% 2.315%
14 9.208 726 728 734 rBV 13339 12931 1.31% 0.086%
15 9.836 781 783 786 rVB 720823 652030 66.20% 4_.325%

16 10.351 826 828 833 rvB2 38323 33370 3.39% 0.221%
17 10.648 852 854 857 rBV 342531 405215 41.14% 2.688%
18 11.334 912 914 916 rBV 12126 15903 1.61% 0.105%
19 11.551 932 933 936 rvB2 23741 29092 2.95% 0.193%
20 11.631 937 940 942 rBV 412744 428628 43.52% 2.843%
21 11.997 969 972 975 rBV2 9812 11365 1.15% 0.075%
22 12.351 1001 1003 1005 rVB 12879 11678 1.19% 0.077%

23 12.477 1012 1014 1016 rBV 376450 493395 50.09% 3.273%
24 12.511 1016 1017 1019 rVvVv 358881 266282 27.04% 1.766%

25 12.568 1019 1022 1024 rVvVv 39048 51593 5.24% 0.342%
26 12.625 1024 1027 1029 rVB3 9532 16109 1.64% 0.107%
27 12.785 1039 1041 1043 rBV 36575 34609 3.51% 0.230%
28 13.105 1067 1069 1071 rBV 29083 34671 3.52% 0.230%
29 13.139 1071 1072 1075 rVB 41877 38758 3.94% 0.257%
30 13.231 1078 1080 1082 rBVZ2 71917 98365 9.99% 0.653%
31 13.505 1100 1104 1106 rBVZ2 59012 84252 8.55% 0.559%
32 13.791 1126 1129 1131 rBV 13036 20593 2.09% 0.137%
33 13.882 1136 1137 1143 rVB2 17526 30939 3.14% 0.205%

34 13.974 1143 1145 1148 rBV 727702 766161 77.79% 5.083%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 14.054 1151 1152 1154 rVB2 13665 15428 1.57% 0.102%
36 14.088 1154 1155 1158 rBV 7440 11683 1.19% 0.078%
37 14.157 1158 1161 1162 rBV 32636 33170 3.37% 0.220%
38 14.248 1167 1169 1171 rBV 606630 696045 70.67% 4.617%
39 14.328 1173 1176 1177 rVB 15277 18907 1.92% 0.125%
40 14.351 1177 1178 1180 rVB 10362 10364 1.05% 0.069%
41 14.420 1182 1184 1186 rBV 23306 43756 4.44% 0.290%
42 14.477 1186 1189 1191 rVB 541243 677403 68.78% 4._.494%
43 14.545 1191 1195 1196 rBV2 22596 49227 5.00% 0.327%
44 14.580 1196 1198 1200 rVB 12377 11717 1.19% 0.078%
45 14.671 1201 1206 1208 rBVY 85324 140815 14.30% 0.934%
46 14.751 1211 1213 1215 rBVY 64290 72923 7.40% 0.484%
47 14.797 1215 1217 1218 rBVY 45953 52582 5.34% 0.349%
48 14.831 1218 1220 1222 rVB 30547 37478 3.81% 0.249%
49 14.877 1222 1224 1225 rBVY 17086 17611 1.79% 0.117%
50 14.900 1225 1226 1228 rVB 14464 19164 1.95% 0.127%
51 14.945 1228 1230 1233 rBV 13771 26871 2.73% 0.178%
52 15.083 1240 1242 1243 rBV2 7866 11257 1.14% 0.075%
53 15.208 1251 1253 1254 rBV 16729 16329 1.66% 0.108%
54 15.254 1255 1257 1259 rVV3 16310 29799 3.03% 0.198%
55 15.300 1259 1261 1265 rVB 36246 56072 5.69% 0.372%
56 15.437 1270 1273 1274 rBV 55991 84292 8.56% 0.559%
57 15.471 1274 1276 1279 rBV3 48782 92653 9.41% 0.615%
58 15.517 1279 1280 1282 rBV2 24569 32055 3.25% 0.213%
59 15.563 1282 1284 1287 rVB 46573 63489 6.45% 0.421%

60 15.654 1289 1292 1295 rBV3 37702 101824 10.34% 0.675%

61 15.745 1295 1300 1302 rBV2 545254 984258 99.93% 6.529%
62 15.780 1302 1303 1305 rVB 323015 272522 27.67% 1.808%

63 15.825 1305 1307 1308 rVB2 27151 31539 3.20% 0.209%
64 15.871 1309 1311 1313 rVB 59772 73836 7.50% 0.490%
65 15.928 1314 1316 1317 rBV2 19331 22449 2.28% 0.149%
66 16.008 1321 1323 1325 rVB 34392 33264 3.38% 0.221%
67 16.054 1325 1327 1328 rBV2 34770 50363 5.11% 0.334%
68 16.248 1341 1344 1346 rBV 43290 72586 7.37% 0.482%
69 16.294 1346 1348 1351 rVV3 29983 50660 5.14% 0.336%
70 16.477 1361 1364 1366 rBV2 56660 87410 8.87% 0.580%
71 16.866 1396 1398 1401 rBV2 33240 53845 5.47% 0.357%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 17.037 1411 1413 1418 rBV 333163 738893 75.02% 4.902%
73 17.266 1431 1433 1436 rBV 80018 122665 12.45% 0.814%
74 17.357 1439 1441 1444 rBV 220838 255655 25.96% 1.696%
75 17.414 1444 1446 1450 rVvVv 190372 269607 27.37% 1.789%

76 17.483 1450 1452 1457 rBV2 321418 511725 51.96% 3.395%
77 18.763 1562 1564 1569 rVB2 148979 291479 29.59% 1.934%
78 19.129 1593 1596 1601 rVB 115128 212536 21.58% 1.410%

Sum of corrected areas: 15074139
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040815\

BF078349.D
8 Apr 2015 22:28
TP/1Z
G1794-04
11 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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1.50

2.00

5.00

T
2.50

3.00

7.50

i
7.00

Abundance

800000

600000

400000

200000

0

TIC: BFO78349.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.08 77.58 ng 984925 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 17 (1.081 min): BF078349.D (-15) (-) m/z 73.10 100.00%
3
43 F
5000
89
1.001.101.20 1.301.40 1.50
0 I N ' m/z 43.10 54.15%
LU SR SR UL UL FULRLEL IELIL L SO SR UL B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.001.101.20 1.301.40 1.50
a1 89 m/z 89.10 28.01%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43
55 1.001.101.20 1.301.40 1.50
5000 m/z 41.05 10.43%
29
0 15 37 49 | 61 g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43 1.001.101.20 1.301.40 1.50
m/z 45.10 8.11%
71
5000 89
27
o 18 | a7]|  s3 50 . 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.001.101.20 1.301.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.34 6.50 ng 82532 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 40 (1.344 min): BF078349.D (-38) (-) m/z 73.10 100.00%
7B
5000
43
55 87 N G G ——
1.00 1.20 1.40 1.60
O R IR i I T B e S E e m/z 43.10 34 .23%
m/z--> 0 10 20 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 L I
43 1.00 1.20 1.40 1.60
55 87 m/z 87.10 26.10%
0 ‘?? 35 | ‘ 67 ||, 80
LRELS IR S S SULIL SURILIL SURI SURLEL I SULIL UL B
m/z--> 0 10 20 30 40 50 70 80 90 100
Abundance
73
PR 87 100 1.20 140 160
5000 m/z 55.10 25.12%
29
15 67 97
e L U UL UL LA SULILL I UL UL L S \
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl- R e R
73 1.00 1.20 1.40 1.60
m/z 41.05 12.70%
5000
43
oL 2 15 29 36 || 5359 e6 | 88
m/z--> ) 10 20 ' 40 50 ' 70 80 90 100 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.61 5.90 ng 74910 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 326 (4.613 min): BF078349.D (-324) (-) m/z 43.10 100.00%
43
59
5000
101 [Trrrrrr e T T
| 83 | 420 440 4.60 4.80 5.00
T B .+ m/z 59.10 62.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS U R
420 4.40 4.60 4.80 5.00
59 m/z 101.10 21.71%
7 “ g3 o 101
0"'v"w"“l'”wﬂﬁ?ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v'“|'“'|“"v"w
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 16.06%
68
0 50 126 142
B L RN AR LAY RRARS RERRA RARRE RARRN AR RS LA LAY LA LAY AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone B o RS
43 420 4.40 4.60 4.80 5.00
m/z 41.10 10.12%
5000
15
58
0'”E”WA”Pj1””N”W””P”W””P”W””P”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 unknown6.64 Concentration Rank 2

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

6.64 50.23 ng 637767 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 503 (6.636 min): BF078349.D (-500) (-) m/z 132.00 100.00%
32
5000
68
96 el 660 B8R0 700
o....,...::n:..“?’,....,‘?l.',..'..,..5.‘?,..!.,.-:..,....,...., i m/z 134.00 32.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R I L R
6.40 6.60 6.80 7.00
2 78 m/z 68.10 31.22%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 19.93%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14069: Xenon LI L L L LB
132 6.40 6.60 6.80 7.00
m/z 69.10 12.62%
5000
66
0"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l'” T IERBE S L N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF040115.M Thu Apr 09 13:11:27 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.23 3.99 ng 98365 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 36
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 36
4 Pvrimidine. 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 28
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 27
Abundance Scan 1080 (13.231 min): BF078349.D (-1078) (-) m/z 190.10 100.00%
1

5000

13.00 13.20 13.40 13.60

0 m/z 189.10 89.62%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 R o e B e
94 13.00 13.20 13.40 13.60
m/z 94.60 28.77%
0 27 3950 63 8L | 110122 137 150 163 178 |
T I B o o o e o e e R RmE RS S e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
189
13.00 13.20 13.40 13.60
5000 m/z 191.10 23.02%
94
81 163
(O T B o T o LA o e o e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole)
42 190 13.00 13.20 13.40 13.60

m/z 73.10 22 .92%

5000

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\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 9 9,10-Anthracenedione Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.51 3.42 ng 84252 Phenanthrene-d10 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 92
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 60
Abundance Scan 1104 (13.505 min): BF078349.D (-1100) (-) m/z 208.10 100.00%
152 180 208
5000 26
20 P 63 0 100 26 I 13.20 13.40 13.60 13.80
0! e m/z 180.10 92.87%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 'ql"'ﬁﬁ T T T T
13.20 13.40 13.60 13.80
50 126 m/z 152.10 82.71%
B - Yl S ENN | Y (NN
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
152 180
13.20 13.40 13.60 13.80
5000 m/z 151.00 45 _.33%
76 126
27 39 51 63 87 102113 139 167
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42767: 9H-Fluoren-9-one AIAI NS B L L
180 13.20 13.40 13.60 13.80
m/z 76.10 36.59%
5000
76 152
. 39 50 9 | 90 102113126 139 | 168 |
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 260 1350 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 Pyrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.86 ng 140815 Chrysene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
Abundance Scan 1206 (14.671 min): BF078349.D (-1201) (-) m/z 216.10 100.00%
216
5000
05163 g1 O] 122 139151163175 89 232 14.40 14.60 14.80 15.00
of m/z 215.10 77 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67025: Pyrene, 2-methyl-
216
5000 95 A IR BN L UL
108 14.40 14.60 14.80 15.00
m/z 213.10 22 .26%
o 5365 81 | J‘ 122 1s0163  Coon ||
m/z--> 20 40 60 éo 160 120 140 160 180 260 220
Abundance
216
14.40 14.60 14.80 15.00
5000 m/z 217.10 19.13%
95 108 189
oL 14 27 50 63 82 122134 150163175 | 201
UM SULIURS SULILL UL S SR BN SRS SIS SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216 14.40 14.60 14.80 15.00
m/z 107 .60 14 _.89%
5000
g4 107
obrr 28, 50,63 81 % | 122 1mnsutesirelss ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 unknownl5.65 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.65 2.07 ng 101824 Chrysene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.6-Dimethvl-5.6-dihvdrobenzimid... 249 C16H15N3 060418-25-9 43
2 1.2.3.4.5.6- Hexahvdrochrvsene 234 C18H18 002091-91-0 43
3 Thiazol-2-amine. 4-(l-adamantvl)- 234 C13H18N2S 019735-74-1 38
4 Bicvclor3.1.01hexane. 1.6-diphenvl- 234 C18H18 056143-23-8 38
5 2,5-Diphenyl-2,4-hexadiene 234 C18H18 016819-47-9 38
Abundance Scan 1292 (15.654 min): BF078349.D (-1289) (-) m/z 234.10 100.00%
43 57
83 97
5000
249 281 1540 1560 15.80 16.00
0 m/z 43.10 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87812: 6,6-Dimethyl-5,6-dihydrobenzimidazo[1,2-c]quinazol...
234
5000 UL UL UL SN S
39 15.40 15.60 15. 80 16 00
63 76 m/z 57.10 71.96%
‘ ‘ 117 142 14 192 249
0 ..WWA.. H“.Mw.”.“.”,‘..v.”,”U..”...J..M.“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
234
1540 1560 15.80 16.00
5000 m/z 55.10 65.74%
191
206
oL 28 55 76 o5 17 152 178 219
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78454: Thiazol-2-amine, 4-(1-adamantyl)- A BT B S
234 15.40 15.60 15.80 16.00
m/z 97.10 58.76%
5000
177
41 77 91 135
ol B2 b b b B b 92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 unknownl6.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.87 2.10 ng 53845 Perylene-di12 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 42
2 Octadecanoic acid. 2-oxo-. methv... 312 C19H3603 002380-18-9 38
3 Triamterene 253 C12H11N7 000396-01-0 35
4 1.2-Dihvdrobenzolblfluoranthene 254 C20H14 100516-13-0 28
5 8-Chloro-5-methyl-2-phenylquinoline 253 C16H12CIN 025413-16-5 23
Abundance Scan 1398 (16.866 min): BF078349.D (-1396) (-) m/z 253.10 100.00%
253
57
5000
85
05126 160 194 220 273 16.60 16.80 17.00 17.20
ob—— W m/z 57.10 76.22%
m/z--> 50 100 150 200 250 300 350
Abundance #151356: Octadecane, 1-iodo-
57
85
5000 RN SR SURI UL
16.60 16.80 17.00 17.20
253 m/z 43.10 60.62%
29 ‘ ‘113 141 169
ol .“. d I" ‘l‘ I\\I\I .‘.‘. I\ I" ! .‘:!-97.2.2.5. I I .3§0.
m/z--> 50 100 150 200 250 300 350
Abundance
253
16,60 16,80 17.00 17.20
5000 57 m/z 71.10 56.98%
85
oL 2 109 137 167 192 233 = 284 312
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #90020: Triamterene Al B B
253 16.60 16.80 17.00 17.20
m/z 85.10 29.49Y%
5000
43 104
j L 123142 184 212
ob———d it on 2% L MMM,
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040815\
Data File : BF078349.D

Aca On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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 13 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.27 4.79 ng 122665 Perylene-d12 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Pentadecane 212 C15H32 000629-62-9 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Octacosane 394 C28H58 000630-02-4 70
5 Tetracosane 338 C24H50 000646-31-1 62
Abundance Scan 1433 (17.266 min): BF078349.D (-1431) (-) m/z 57.10 100.00%
57
[ 141 239 17.00 17.20 17.40 17.60
156 182 200 : : : :
Olrrr b 219 m/z 71.10 69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57
85
5000 LR B B B UL
4 17.00 17.20 17. 40 17. 60
m/z 43.10 59.12%
0 Al H\ H\ Il \‘ 1:\I‘-3 \\ 1‘\11 169 197212 240
m/z--> 25 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
57
17.00 17.20 17.40 17.60
5000 g5 m/z 85.10 56.18%
41
ol 26 113 141 169184 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91036: Octadecane Al B B
57 17.00 17.20 17.40 17.60
m/z 268.10 43.85%
5000 85
4
. ‘ | 13 141 169 197 225730254
m/z--> 25 Jo 60 éo 160 120 140 160 180 200 220 240 2éo 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040815\
Data File : BF078349.D

Acq On : 8 Apr 2015 22:28

Operator : TP/1Z

Sample : G1794-04

Misc :

ALS Vial : 11 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]
Propane, 2,2-dime... 1.08 77.6 ng 984925 1 6.91 253927 20.0
Butane, 2-methoxy... 1.34 6.5 ng 82532 1 6.91 253927 20.0
2-Pentanone, 4-hy... 4.61 5.9 ng 74910 1 6.91 253927 20.0
unknown6 .64 6.64 50.2 ng 637767 1 6.91 253927 20.0
4H-Cyclopenta[def... 13.23 4.0 ng 98365 4 12.48 493395 20.0
9,10-Anthracenedione 13.51 3.4 ng 84252 4 12.48 493395 20.0
Pyrene, 2-methyl- 14.67 2.9 ng 140815 5 15.75 984258 20.0
unknownl15.65 15.65 2.1 ng 101824 5 15.75 984258 20.0
unknownl16 .87 16.87 2.1 ng 53845 6 17.48 511725 20.0
Heptadecane 17 .27 4.8 ng 122665 6 17.48 511725 20.0
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