LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 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-BF043015.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

1.518 27 29 32 rVB 1079040 1573235 23.69% 7.429%
1.678 40 43 51 rvB2 171301 355664 5.36% 1.680%
rvv 81132 137719 2.07% 0.650%
1.850 56 58 61 rvv 68471 109255 1.65% 0.516%
1.907 61 63 101 rVB 3419967 6640229 100.00% 31.357%

abrwNPE
=
\l
(00]
=
a1
=
a1
N
a1
()]

6 5.176 348 349 354 rVB 80292 100662 1.52% 0.475%
7 5.667 390 392 395 rBV 319868 312725 4.71% 1.477%
8 6.913 499 501 504 rBvV 380490 334056 5.03% 1.577%
9 7.073 513 515 518 rBV 286622 333883 5.03% 1.577%
10 7.370 539 541 543 rBV 527642 467637 7.04% 2.208%

11 7.553 555 557 560 rVvB 246069 258054 3.89% 1.219%
12 8.056 599 601 604 rBvV 226508 194642 2.93% 0.919%
13 8.948 676 679 681 rBvV 733283 642296 9.67% 3.033%
14 10.296 794 797 799 rVB 364331 367402 5.53% 1.735%
15 11.131 867 870 872 rBV 529933 688717 10.37% 3.252%

16 12.102 952 955 958 rBV 252127 240776 3.63% 1.137%
17 12.971 1028 1031 1032 rBV 788401 721007 10.86% 3.405%
18 13.005 1032 1034 1036 rVvVv 289105 347995 5.24% 1.643%
19 13.062 1037 1039 1042 rVB 88757 85676 1.29% 0.405%
20 13.737 1096 1098 1100 rBV 70495 84202 1.27% 0.398%

21 14.480 1161 1163 1165 rBV 624168 602091 9.07% 2.843%
22 14.765 1185 1188 1190 rBV 547323 674025 10.15% 3.183%
23 14.971 1203 1206 1208 rVB 343024 422746 6.37% 1.996%
24 15.154 1217 1222 1223 rBV4 28879 74171 1.12% 0.350%
25 15.302 1233 1235 1238 rBV 62287 80709 1.22% 0.381%

26 15.440 1244 1247 1250 rBV3 44253 101113 1.52% 0.477%
27 15.943 1288 1291 1294 rBV2 36618 100346 1.51% 0.474%
28 15.988 1294 1295 1298 rVV2 49605 77796 1.17% 0.367%
29 16.125 1305 1307 1312 rBvV4 42680 99462 1.50% 0.470%
30 16.263 1314 1319 1321 rBV2 929392 1374395 20.70% 6.490%

31 16.297 1321 1322 1327 rVB 318793 301275 4._.54% 1.423%

32 16.388 1327 1330 1332 rBV2 48362 69389 1.04% 0.328%
33 16.754 1359 1362 1364 rBV 57963 72870 1.10% 0.344%
34 16.937 1376 1378 1382 rVB3 37215 66513 1.00% 0.314%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 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-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.531 1427 1430 1435 rBV 269359 640357 9.64% 3.024%

36 17.646 1438 1440 1442 rVB 64681 75954 1.14% 0.359%
37 17.840 1455 1457 1461 rVB 150175 228498 3.44% 1.079%
38 17.908 1461 1463 1466 rVB 269667 313841 4.73% 1.482%
39 17.977 1466 1469 1476 rBV 719241 1002760 15.10% 4_735%
40 19.131 1568 1570 1575 rVB4 39208 87896 1.32% 0.415%

41 19.314 1583 1586 1590 rBV2 29391 73486 1.11% 0.347%
42 19.474 1597 1600 1606 rVB2 112843 255834 3.85% 1.208%

43 19.920 1636 1639 1643 rVB 106571 222454 3.35% 1.050%
44 20.126 1654 1657 1664 rVB2 42147 162664 2.45% 0.768%

Sum of corrected areas: 21176477
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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: BF078872.D
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Abundance TIC: BF078872.D
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Abundance TIC: BF078872.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.52 67.28 ng 1573240 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 29 (1.518 min): BF078872.D (-27) (-) m/z 73.10 100.00%
3
43
5000
B S L R L
37 55 140 1.60 1.80
S / /8 1 W N SN P m/z 43.10 57.39%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A L |----ﬁ‘f---|
140 1.60 1.80
a1 89 m/z 89.10 26.27%
O |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
71 140 160 180
5000 89 m/z 41.10 11.23%
27
18 37 53 59 101
e S S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2102: Propane, 2-methoxy-2-methy!l- L R
73 140 1.60 1.80
m/z 45.10 8.54%
5000
41
- ‘ 57
0 1 ‘ | ‘ | 51 1y I
LRJURELERN FURLELE SUELELE FELELEN FLEELEN S ILL LR SURILELS SURELL SR R AL R L
m/z--> 10 20 30 40 50 60 70 8 90 100 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.85 4_.67 ng 109255 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 58 (1.850 min): BF078872.D (-56) (-) m/z 73.10 100.00%
3
5000
43 55 87
an ||| | 1.60 1.80 2.00 2.20
) NSRS N U USPURE S m/z 43.10 30.46%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T --.----ﬁﬁ*---.---- T
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 28.05%
0 %9 35 ‘\W\ ‘ 67 || 80
LI FUELEL SRR S UL SRR SURELL SURILEL IURLLL IURL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
1.60 1.80 2.00 2.20
5000 55 m/z 87.10 25.17%
43
. 5 2w 67 83 %8
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide R mE R L e A RRE
30 1.60 1.80 2.00 2.20
73 m/z 41.10 14.14%
5000
44 58
18
0"w"'w"""?ﬁ"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.18 4_.31 ng 100662 1,4-Dichlorobenzene-d4 7.37
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 349 (5.176 min): BFO78872.D (-348) (-) m/z 43.05 100.00%
43
5000 53
5 | o 1‘|’1 480 500 520 540 5.60
T MM AN m/z 59.10 51.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 G R R U
480 5.00 5.20 5.40 5.60
m/z 58.10 16.90%
31 83 g3 101
O RRRAARAA RN Raa0s Rasts RERRA RARAREaSR E00N LARM NARRS A AR RARSY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 5.00 520 540 5.60
5000 57 m/z 101.10 14 .52%
29
101
o 36 50 78
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R N mam e b
59 480 5.00 5.20 5.40 5.60
m/z 41.10 8.65%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.07 Concentration Rank 4

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

7.07 14.28 ng 333883 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 515 (7.073 min): BF078872.D (-513) (-) m/z 132.00 100.00%
5000

6.80 7.00 7.20 7.40

01 m/z 68.10 47 .76%
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 |||||||jl\||||||||||||||||
6.80 7.00 7.20 7.40
0
a1 51 78 m/z 66.10 31.81%
38
0 ‘ 1 H N !
R B AN B o s e s s a e s R a e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R o N R e
6.80 7.00 7.20 7.40
5000 m/z 134.00 30.33%
104

66 77

14 27 37 44 51l 58 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B i ma s L
132 6.80 7.00 7.20 7.40
m/z 69.10 18.81%
5000
33 44 o g7 105
78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.34 ng 84202 Phenanthrene-d10 12.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 25
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 1098 (13.737 min): BF078872.D (-1096) (-) m/z 190.10 100.00%

5000

13.40 13.60 13.80 14.00
m/z 189.10  94.14%

0 111 139150

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000
13.40 13.60 13.80 14.00

m/z 192.05 54 .03%

01
m/z-->
Abundance
190
R e A m B
13.40 13.60 13.80 14.00
5000 m/z 191.05 45.11%
94
0 27 39 50 63 81 110122 137 150 163 178
L T L e o o o e Emme
m/z--> 200 40 60 80 100 120 140 160 180 200 ) J\M
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl B R R e AR e
a5 190 13.40 13.60 13.80 14.00
m/z 187.10 21.22%
5000
m/z--> 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043015\
Data File : BF078872.D

Aca On : 1 May 2015 3:01

Operator : TP/1Z

Sample : 62044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown20.13 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.13 3.24 ng 162664 Perylene-di12 17.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole. 1-I2-0-benzovlrib... 382 C21H22N205 016054-86-7 12
N-(3-Chloro-4-fluoro-phenvl)-2-(... 329 C14H10CI2FNOS 1000295-12-7 10
3 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
4 5-Amino-8-methoxvauinoline 174 C10H10N20 070945-35-6 10
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 042775-77-9 9
Abundance Scan 1657 (20.126 min): BF078872.D (-1654) (-) m/z 43.10 100.00%
43
g1 105 145
5000
329 357381 LN N L L B B
| | 19.80 20.00 20.20 20.40
ob—p m/z 55.05 95.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151917: Benzimidazole, 1-[2-O-benzoylribofuranosyl]-5,6-d...
105
146
5000 " SRR S U B
43 19.80 20.00 20.20 20.40
m/z 145.10 68.35%
il | T
oL .‘M“!“.H“‘.“.“,‘.‘. I ‘. - — I S
m/z--> 50 100 150 200 250 300 350 400
Abundance
145
329 10.80 20.00 20.20 2040
5000 m/z 105.05 62.76%
108 184
LB 164 | 217236°>° 287
m/z--> 50 100 150 200 250 300 350 400
Abundance #118972: Norflurazon A BEmaE B B
145 19.80 20.00 20.20 20.40
m/z 81.10 59.67%
5000 303
102
oL G275 h12g | 1T a0 284 |
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 2040 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043015\
Data File : BF078872.D

Acq On : 1 May 2015 3:01

Operator : TP/1Z

Sample : G2044-13 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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... 1.52 67.3 ng 1573240 1 7.37 467637 20.0
Butane, 2-methoxy... 1.85 4.7 ng 109255 1 7.37 467637 20.0
2-Pentanone, 4-hy... 5.18 4.3 ng 100662 1 7.37 467637 20.0
unknown? .07 7.07 14.3 ng 333883 1 7.37 467637 20.0
Benzaldehyde, 3,5... 13.74 2.3 ng 84202 4 12.97 721007 20.0
unknown20.13 20.13 3.2 ng 162664 6 17.98 1002760 20.0
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