LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial : 20 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 21 23 29 rvw 18684 33661 2.40% 0.703%
2 1.530 29 30 50 rvB 604516 1403621 100.00% 29.306%
3 4.924 324 327 335 rVB 66144 107920 7.69% 2.253%
4 6.307 446 448 455 rVB 99927 114284 8.14% 2.386%
5 6.410 455 457 459 rBvV 89603 124669 8.88% 2.603%
6 6.685 479 481 484 rBvV 115617 136840 9.75% 2.857%
7 6.879 495 498 500 rBvV 62468 81234 5.79% 1.696%
8 7.393 541 543 546 rBY 71706 66457 4_73% 1.388%
9 8.273 618 620 622 rBV 218542 209178 14.90% 4_367%
10 9.622 736 738 740 rBvV 143799 139677 9.95% 2.916%
11 10.422 806 808 811 rBvV 251404 255665 18.21% 5.338%
12 11.394 891 893 896 rBv2 78734 89861 6.40% 1.876%
13 12.239 965 967 972 rBv2 260092 318299 22.68% 6.646%
14 13.725 1095 1097 1099 rVB 69299 79609 5.67% 1.662%
15 13.771 1099 1101 1104 rVB 12428 15318 1.09% 0.320%
16 14.000 1118 1121 1123 rBV 93238 94262 6.72% 1.968%
17 14.114 1129 1131 1134 rBV 75061 81452 5.80% 1.701%
18 14.228 1139 1141 1144 rVV 172126 173717 12.38% 3.627%
19 14.423 1156 1158 1160 rVB 14075 16993 1.21% 0.355%
20 15.428 1244 1246 1249 rBV 13132 25071 1.79% 0.523%
21 15.497 1249 1252 1253 rVV2 297328 418202 29.79% 8.731%
22 15.520 1253 1254 1257 rVB 43249 50959 3.63% 1.064%
23 15.737 1270 1273 1276 rVB3 7801 16317 1.16% 0.341%
24 15.988 1293 1295 1298 rBV2 9275 14370 1.02% 0.300%
25 16.777 1361 1364 1369 rBvY 47705 114197 8.14% 2.384%
26 16.891 1372 1374 1377 rVV 10109 14551 1.04% 0.304%
27 17.086 1389 1391 1394 rVB 30350 39143 2.79% 0.817%
28 17.154 1394 1397 1399 rBvY 49682 73361 5.23% 1.532%
29 17.211 1399 1402 1405 rBvY 254399 390437 27.82% 8.152%
30 18.423 1506 1508 1513 rVB2 26876 50356 3.59% 1.051%
31 18.754 1535 1537 1540 rVB 23925 39920 2.84% 0.833%

Sum of corrected areas: 4789601
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial : 20 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial : 20 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 3 unknown6.41 Concentration Rank 2

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

6.41 18.22 ng 124669 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 457 (6.410 min): BF078580.D (-455) (-) m/z 132.00 100.00%
5000
68
0 s || o %o 500 650 640 650 680
m/z 68.10 33.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RIS AR AR R
6.00 6.20 6.40 6.60 6.80
33 44 o 97 105 m/z 134.00 32.07%
78
"I"”I""I"'W""?}"??”"l"'ll'?ﬁl"'kl"ﬁ' }}ﬁl""l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 21.32%
104
66
14 27 37 44 51 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e P
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 13.77%
5000
104
s o T wr
1 | | | I i
m/z--> 10 20 30 40 50 eb 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\BF041615\
Data File : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial : 20 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 5 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.11 3.90 ng 81452 Chrysene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 58
3 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 50
4 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 49
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 40
Abundance Scan 1131 (14.114 min): BF078580.D (-1129) (-) m/z 213.10 100.00%
213
5000
119
65 77 1 107 | 135 159 165 o 228 13.80 14.00 14.20 14.40
39 51 15, 197 : : : :
S O A e G e - LA W m/z 119.00 24.94%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AU SRR RS
13.80 14.00 14.20 14.40
119 228 m/z 214.10 16.63%
27 39 51 65 77 %1 107 | 135 15 165 181 197 |
mz-> 20 45 eb 85 100 150 150 160 180 260 220
Abundance
213
VUM AR AR BB
13.80 14.00 14.20 14.40
5000 m/z 91.10 16.47%
185
228
51 63 77 gg 101 128 199
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64994: Carbamic acid, [1,1-biphenyl]-3-yl- e RRm BT
213 13.80 14.00 14.20 14.40
m/z 228.10 15.99%
5000
168
et %8 151813 | aee | S | S
miz-> 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 : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial : 20 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 Benzo[j]fluoranthene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.09 2.01 ng 39143 Perylene-di12 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1391 (17.086 min): BF078580.D (-1389) (-) m/z 252.10 100.00%
252
5000
1 2125 16.80 17.00 17.20 17.40
98 169 224 268 : : . .
41 55 69 83 brs 1 w2 m/z 250.10  33.48%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89822: Benzo[jJfluoranthene
252
5000 AR SRR BN UL
16.80 17.00 17.20 17.40
126 m/z 253.10 20.19%
38 51 74 871001 H ‘H 150 174187200 224237 u
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
16.80 17.00 17.20 17.40
5000 m/z 125.10 17 .94%
126
113 228
41 57 83 100 149 200
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89820: Benzo[e]pyrene Al Bmma s B
252 16.80 17.00 17.20 17.40
m/z 126.00 16.53%
5000
126
113
41 63 87100 “ 150 174187200 224237 |
miz-> 20 40 60 80 100 120 14'10 160 180 200 220 240 260 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041615\
Data File : BF078580.D

Acq On : 16 Apr 2015 22:11

Operator : TP/1Z

Sample : G1854-07 5X

Misc :

ALS Vial =: 20 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .41 6.41 18.2 ng 124669 1 6.68 136840 20.0
Phenol, 4,4"-(1-m... 14.11 3.9 ng 81452 5 15.50 418202 20.0
Benzo[j]fluoranthene 17.09 2.0 ng 39143 6 17.21 390437 20.0
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