LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078523.D

Acq On = 15 Apr 2015 2:42

Operator : TP/1Z

Sample : G1823-03 5X

Misc :

ALS Vial : 21 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-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 height area % max. total
1 1.598 34 36 75 rvB 626189 1594335 100.00% 24.460%
2 5.061 337 339 345 rvB 28571 37480 2.35% 0.575%
3 6.410 456 457 465 rvVv 44701 51821 3.25% 0.795%
4 6.524 465 467 470 rVB 39125 50063 3.14% 0.768%
5 6.799 489 491 494 rBvV 121536 143654 9.01% 2.204%
6 6.993 506 508 510 rBvV 30887 36795 2.31% 0.565%
7 7.507 551 553 559 rvB 29690 27971 1.75% 0.429%
8 8.387 627 630 632 rBY 165740 214537 13.46% 3.291%
9 9.725 745 747 750 rBV 70540 97855 6.14% 1.501%
10 10.365 801 803 806 rBvV 16690 15978 1.00% 0.245%
11 10.536 816 818 821 rBV 239422 266550 16.72%  4.089%
12 11.519 902 904 906 rBvV 59234 71309 4_47% 1.094%
13 12.365 976 978 979 rBV 309139 297936 18.69% 4.571%
14 12.388 979 980 983 rVvB 94937 99498 6.24% 1.526%
15 12.456 983 986 988 rBvV 51988 47702 2.99% 0.732%
16 13.028 1034 1036 1039 rVvV 14905 19231 1.21% 0.295%
17 13.119 1042 1044 1046 rVvV 27237 35497 2.23% 0.545%
18 13.394 1064 1068 1070 rVB 9735 19752 1.24% 0.303%

19 13.851 1106 1108 1111 rBV 199994 243561 15.28% 3.737%
20 14.125 1130 1132 1135 rVV 245150 269867 16.93% 4.140%

21 14.297 1144 1147 1148 rBV 13835 18835 1.18% 0.289%
22 14.354 1148 1152 1154 rVB 189456 203444 12.76% 3.121%
23 14.422 1154 1158 1160 rBV2 14346 29434 1.85% 0.452%
24 14.525 1164 1167 1168 rBV2 15717 27894 1.75% 0.428%
25 14.548 1168 1169 1171 rVB 28307 27642 1.73% 0.424%
26 14.628 1174 1176 1178 rBV 13456 19520 1.22% 0.299%
27 14.674 1178 1180 1186 rVV3 21992 41223 2.59% 0.632%
28 14.788 1186 1190 1191 rBV2 11143 20268 1.27% 0.311%
29 15.177 1221 1224 1228 rBV 29047 39935 2.50% 0.613%
30 15.302 1233 1235 1237 rBV 24664 38399 2.41% 0.589%
31 15.348 1237 1239 1242 rVV2 24168 48762 3.06% 0.748%
32 15.405 1242 1244 1245 rVV 13318 20298 1.27% 0.311%
33 15.440 1245 1247 1249 rVB 28944 36237 2.27% 0.556%
34 15.542 1255 1256 1258 rVB2 16427 15973 1.00% 0.245%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078523.D

Acq On = 15 Apr 2015 2:42

Operator : TP/1Z

Sample : G1823-03 5X

Misc :

ALS Vial : 21 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
Title

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

35 15.622 1259 1263 1264 rVV2 380839 571466 35.84% 8.767%

36 15.645 1264 1265 1267 rVB 103887 133885 8.40% 2.054%

37 15.702 1267 1270 1272 rVB2 18407 25664 1.61% 0.394%
38 15.737 1272 1273 1275 rBV 20452 27076 1.70% 0.415%
39 15.794 1275 1278 1280 rBV4 16191 29943 1.88% 0.459%
40 15.874 1283 1285 1287 rVB 22490 24852 1.56% 0.381%
41 15.920 1287 1289 1290 rBVY 19094 25721 1.61% 0.395%
42 16.103 1303 1305 1307 rVB 18281 28952 1.82% 0.444%
43 16.148 1307 1309 1311 rBV3 13448 22897 1.44% 0.351%
44 16.491 1336 1339 1340 rBV2 16934 29966 1.88% 0.460%

45 16.857 1368 1371 1378 rBVY 150962 343068 21.52% 5.263%
46 16.971 1379 1381 1383 rVB 32129 42894 2.69% 0.658%
47 17.154 1395 1397 1400 rBV 86205 130770 8.20% 2.006%
48 17.211 1400 1402 1405 rVvV 93890 128394 8.05% 1.970%
49 17.280 1405 1408 1415 rVV 332465 464847 29.16% 7.132%
50 18.480 1510 1513 1517 rVB2 62946 121751 7.64% 1.868%

51 18.823 1540 1543 1551 rVB 58807 136647 8.57% 2.096%

Sum of corrected areas: 6518049
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF041415\

BF078523.D

15 Apr 2015 2:42

TP/1Z

G1823-03 5X

21 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078523.D

Acq On = 15 Apr 2015 2:42

Operator : TP/1Z

Sample - G1823-03 5X

Misc :

ALS Vial : 21 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

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 unknown6.52 Concentration Rank 2

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

6.52 6.97 ng 50063 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 17
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 467 (6.524 min): BF078523.D (-465) (-) m/z 132.00 100.00%
32
5000
68
0 s || % '6.20 640 6.60 680
SN AN 1| NN e NN | NS m/z 68.10 35.16%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 NS MRS AR AR
a1 97 6.20 6.40 6.60 6.80
53 117 m/z 134.00 31.89%
34 “\ ‘\ 61| \7? 89 | 103110 | 124 ||
miz--> % 4 % 8 7 8 90 100 1o 130 130 140
Abundance
132
69 o 6.20 640 6.60 680
5000 m/z 66.10 22 .92%
31 g5 ,, 51 8
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- e
132 6.20 6.40 6.60 6.80
m/z 96.00 14 _.09%
5000
63 104
T o b> B
1 | | | I |
m/z--> 30 40 50 60 70 8 90 100 ﬁo 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078523.D

Acq On = 15 Apr 2015 2:42

Operator : TP/1Z

Sample - G1823-03 5X

Misc :

ALS Vial : 21 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

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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.12  2.38ng 35497  Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58

190 C15H10
190 C10H14N4

083469-43-6 50
069286-06-2 37

2 6H-Cyclobuta[ jk]phenanthrene

3 2,2°-Bis(4,5-dimethylimidazole)
4 Phenanthrene, 1l-methyl-
5 Naphtho[1,2-b]norbornadiene

192 C15H12
192 C15H12

000832-69-9 30
1000210-14-8 27

Abundance Scan 1044 (13.119 min): BF078523.D (-1042) (-) m/z 190.10 100.00%
190
5000 ﬁ
A
i3 57 o 82 m 165 12.80 13.00 13.20 13.40
....,.”.,...h....,”. e e e a e m/z 189.10 97 .60%
m/z--> 20 40 100 120 140 160 180
Abundance #49337. 4H CycIopenta[def]phenanthrene
190
5000
94 12.80 13.00 13.20 13.40
m/z 192.10 56.57%
27 39 50 63 8L || 110122 137 150 163 178 ||
i L i B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
189
e e e
12.80 13.00 13.20 13.40
0
5000 m/z 191.10 50.16%
94
81 163
A B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole)
42 190 12.80 13.00 13.20 13.40
m/z 94.50 18.63%
5000 122
53 o4 162 -
66
T I
: A T P N N Y L —
m/z--> 20 40 60 80 100 120 140 160 180 12. 80 13. 00 13. 20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078523.D

Acq On = 15 Apr 2015 2:42

Operator : TP/1Z

Sample : G1823-03 5X

Misc :

ALS Vial : 21 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .52 6.52 7.0 ng 50063 1 6.80 143654 20.0
4H-Cyclopenta[def... 13.12 2.4 ng 35497 4 12.37 297936 20.0
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