LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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 1.450 22 23 29 rvw 12382 19172 1.74% 0.269%
2 1.530 29 30 54 rvVB 501572 1103013 100.00% 15.461%
3 4.913 324 326 334 rVB 43089 61243 5.55% 0.858%
4 6.307 445 448 455 rBvV 58550 68162 6.18% 0.955%
5 6.399 455 456 459 rBvV 51554 71712 6.50% 1.005%
6 6.684 479 481 484 rVB 140225 143875 13.04% 2.017%
7 6.867 496 497 500 rVvB 42129 52992 4._80% 0.743%
8 7.393 541 543 547 rBV 47414 43849 3.98% 0.615%
9 8.273 617 620 622 rBY 215828 230360 20.88% 3.229%
10 9.622 735 738 740 rvVB 90446 98056 8.89% 1.374%
11 10.422 806 808 810 rBvV 307721 293625 26.62% 4.116%
12 10.456 810 811 814 rVvB3 12868 16291 1.48% 0.228%
13 11.096 865 867 870 rvB 17560 15706 1.42% 0.220%
14 11.394 891 893 896 rBv 64117 64750 5.87% 0.908%

15 12.239 965 967 969 rBV 323014 391667 35.51% 5.490%

16 12.274 969 970 972 rvV 175214 126860 11.50% 1.778%

17 12.331 973 975 978 rVB 44174 44049 3.99% 0.617%
18 12.548 993 994 996 rBV2 10739 12723 1.15% 0.178%
19 12.868 1019 1022 1023 rBV 21766 20965 1.90% 0.294%
20 12.902 1023 1025 1028 rVVv 29982 30382 2.75% 0.426%
21 12.959 1028 1030 1031 rVVv 12125 11062 1.00% 0.155%
22 12.994 1031 1033 1035 rVvVv 44512 51684 4.69% 0.724%
23 13.028 1035 1036 1039 rVB 17320 14317 1.30% 0.201%
24 13.245 1053 1055 1059 rVB2 16838 26175 2.37% 0.367%
25 13.554 1079 1082 1083 rBV 12094 18453 1.67% 0.259%
26 13.588 1083 1085 1088 rVv2 9196 16107 1.46% 0.226%
27 13.645 1088 1090 1095 rvv4 7045 15285 1.39% 0.214%
28 13.725 1095 1097 1100 rVB 253307 327623 29.70% 4_.592%
29 13.908 1110 1113 1115 rVB 12369 13291 1.20% 0.186%

30 13.999 1118 1121 1123 rBV 337999 350868 31.81% 4.918%

31 14.114 1129 1131 1134 rBV 103503 105522 9.57% 1.479%

32 14.171 1134 1136 1137 rBV 13528 15310 1.39% 0.215%
33 14.228 1139 1141 1143 rVB 137437 135890 12.32% 1.905%
34 14.297 1143 1147 1149 rBV2 16000 28107 2.55% 0.394%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.422 1152 1158 1160 rBV2 36478 69155 6.27% 0.969%
36 14.502 1163 1165 1167 rBV 23889 31402 2.85% 0.440%
37 14.548 1167 1169 1171 rBV2 30740 38921 3.53% 0.546%
38 14.651 1177 1178 1180 rVB 16992 17528 1.59% 0.246%
39 14.697 1180 1182 1184 rBV2 11939 17750 1.61% 0.249%
40 14.925 1198 1202 1203 rBV4 4056 11245 1.02% 0.158%
41 15.051 1209 1213 1216 rVV2 19242 32956 2.99% 0.462%
42 15.177 1222 1224 1226 rBVY 24766 31725 2.88% 0.445%
43 15.222 1226 1228 1231 rVV2 25732 46305 4._.20% 0.649%
44 15.268 1231 1232 1234 rVB2 14921 17023 1.54% 0.239%
45 15.314 1234 1236 1239 rVB 22184 29966 2.72% 0.420%
46 15.394 1240 1243 1244 rBV2 7934 11659 1.06% 0.163%
47 15.428 1244 1246 1247 rBV2 15768 20312 1.84% 0.285%

48 15.497 1248 1252 1254 rVV2 459043 736197 66.74% 10.320%
49 15.531 1254 1255 1257 rVV 136193 104603 9.48% 1.466%

50 15.622 1261 1263 1265 rBV 30654 36953 3.35% 0.518%
51 15.760 1273 1275 1277 rVB 20527 24199 2.19% 0.339%
52 15.805 1277 1279 1281 rBV 16063 21713 1.97% 0.304%
53 15.920 1286 1289 1290 rBV3 6589 13683 1.24% 0.192%
54 16.000 1293 1296 1298 rBV 30901 44408 4._.03% 0.622%
55 16.034 1298 1299 1302 rVB2 9068 12564 1.14% 0.176%
56 16.114 1303 1306 1307 rBV2 10069 16860 1.53% 0.236%
57 16.171 1307 1311 1313 rVV2 11067 32859 2.98% 0.461%
58 16.217 1313 1315 1317 rVV3 12024 18829 1.71% 0.264%
59 16.263 1317 1319 1321 rVB2 11061 18792 1.70% 0.263%
60 16.400 1329 1331 1333 rVB2 12925 19169 1.74% 0.269%
61 16.594 1345 1348 1352 rBV4 16717 50697 4.60% 0.711%
62 16.788 1362 1365 1370 rBV 176008 351664 31.88% 4._.929%
63 16.903 1370 1375 1377 rBV2 38709 75304 6.83% 1.056%
64 16.948 1377 1379 1381 rBV3 8317 14622 1.33% 0.205%

65 17.108 1390 1393 1395 rVB 89525 122735 11.13% 1.720%
66 17.166 1395 1398 1401 rBV 152086 193641 17.56% 2.714%
67 17.234 1401 1404 1408 rBV 368262 499464 45.28% 7.001%
68 18.457 1508 1511 1516 rVB2 72371 132258 11.99% 1.854%
69 18.777 1537 1539 1547 rVB 74071 177700 16.11% 2.491%

Sum of corrected areas: 7134007
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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

Abundance TIC: BFO78572.D
500000 1|53

400000

300000

200000
6.68

100000
491 6840 | 44q7 7.39

R e T L L .

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: BF078572.D
500000

400000

14.00

10.42 12.24

300000
13.73

8.27
200000 1527

100000 9.62
11.39
.33

9
10.46 11.10 k 12.55 19@@33-25

e B B B i - L i R A e

T T
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: BFO78572.D
500000 15.50

17.23

400000

300000

16.79 17.17

18.46 18.78

200000

100000

e 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\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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 3 unknown6.40 Concentration Rank 2

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

6.40 9.97 ng 71712 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 456 (6.399 min): BF078572.D (-455) (-) m/z 132.00 100.00%
5000 68
0 54 | |75 9|6 104 6.00 6.20 640 6.60 6.80
rerprrrrprrerpreerHbe e e et e - | M/Z 68.10 0 46.11%
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 A
5000 IR SR
6.00 6.0 640 6.60 6.80
0
1138 Sﬁ 78 m/z 134.00 32.45%
1 | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 27 .74%
104
51 o, 96 77
14 27 37 449 58 89 97 115
wwwmﬁmmﬁrwﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13657: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl- R/ E ¥ VA B
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 18.63%

5000 76
36 43
15

89 03
‘ M‘ H\\ \\“\ 68 H\‘ \‘\ 1‘\ “

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.99 2.64 ng 51684 Phenanthrene-d10 12.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 42
3 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 16
4 Hydrazinecarboxaldehyde, 2-[3-(m... 190 C4H6N40S2 038362-25-3 14
5 4-Cyano-4-hydroxy-3-methyl-2-phe... 216 C13H16N20 1000216-11-7 14

Abundance Scan 1033 (12.994 min): BF078572.D (-1031) (-) m/z 190.10 100.00%
100
5000
94 I”"PM”I'”'I”"P'
165 12.60 12.80 13.00 13.20 13.40
41 63 82 I
e m/z 189.10 96 .18%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 AR SURIURR BURRURA SURIAR B
o4 12.60 12.80 13.00 13.20 13.40
m/z 192_.10 40.65%
27 39 50 63 8L || 110122 137 150 163 178 ||
mz-> 20 40 60 80 100 120 140 160 180
Abundance
189
1260 12.80 13.00 13.20 13.40
m/z 191.10 37.18%
5000
94
USSR "?1"' [ AR DAL SR ,%53,,, N
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48981: 1,4-Naphthalenedione, 2,5-dihydroxy- e A RARSS RS AN , \
190 12.60 12.80 13.00 13.20 13.40
m/z 94_.50 23.08%
5000 121
105
162
51 60 69 %2 L l 1?4 ‘ \‘
mz-> 20 40 60 80 100 120 140 160 180 ' 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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 6 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.11 2.87 ng 105522 Chrysene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 96
2 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 53
3 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 42
4 Trimethyl[5-(trimethylsilyl)-2-t... 228 C10H20SSi2 017906-71-7 42
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 40
Abundance Scan 1131 (14.114 min): BF078572.D (-1129) (-) m/z 213.10 100.00%
213
5000
119
39 65 77 21 107 135 152 165 197 | 278 13.80 14.00 14.20 14.40
e i e A b R T Bl b Tm/z 119.00 23.86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AU AR RAREE
13.80 14.00 14.20 14.40
119 228 m/z 228.10 17.30%
51 §5 77 %1 107 135 152 165
2> 20 4 60 8 1% 1% o 160 10 200 26
Abundance
213
13:80 14.00 14.20 14.40
5000 m/z 214.10 17.22%
228

185
28 39 51 69 92103114 128 141 157 171 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl-
213 13.80 14.00 14.20 14.40
m/z 91.10 13.12%

5000

185
228
51 63 77 gg01 128 199 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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 7 unknownl6.59 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.59 2.03 ng 50697 Perylene-di12 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2"-Binaphthalene 254 C20H14 004325-74-0 43
2 Imidazo[1,2-b]-1,2,4-triazine, 6... 254 C14H14N40 1000277-24-4 43
3 6,6"-Biazulene, 254 C20H14 073393-11-0 43
4 2,6-(Etheno[1,4]benzenoetheno)na... 254 C20H14 117054-70-3 43
5 Anthracene, 9-phenyl- 254 C20H14 000602-55-1 43
Abundance Scan 1348 (16.594 min): BF078572.D (-1345) (-) m/z 254.10 100.00%

5000

43 113

128 153 178 197

16.20 16.40 16.60 16.80 17.00
m/z 253.15 50.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91062: 1,2'-Binaphthalene

5000
16.20 16.40 16.60 16.80 17.00

m/z 59.00 46.01%

51 9g 112

74 150 176 200 224239

13 27

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
254
LA N e
16.20 16.40 16.60 16.80 17.00
5000 m/z 72.00 32.86%
212
42 102
63 77 116 134 183 206
157 198 240

WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91060: 6,6-Biazulene, T s m L e
4 16.20 16.40 16.60 16.80 17.00

m/z 55.10 29.79%

5000

39 63

152 176 200 226549
N —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078572.D

Acq On : 16 Apr 2015 18:23

Operator : TP/1Z

Sample : G1891-06 5X

Misc :

ALS Vial : 12 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]
unknown6 .40 6.40 10.0 ng 71712 1 6.68 143875 20.0
4H-Cyclopenta[def... 12.99 2.6 ng 51684 4 12.24 391667 20.0
Phenol, 4,4"-(1-m... 14.11 2.9 ng 105522 5 15.50 736197 20.0
unknownl16 .59 16.59 2.0 ng 50697 6 17.23 499464 20.0
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