LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 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-BF080715.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 4.956 249 251 253 rBV 350351 387520 7.63% 0.542%
2 6.739 405 407 410 rBB 255102 324054 6.38% 0.453%
3 6.807 410 413 415 rBV 346521 296386 5.84% 0.414%
4 6.967 424 427 430 rBB2 950832 1429460 28.16% 1.998%
5 7.093 435 438 440 rBV 358198 465339 9.17% 0.650%

7.219 446 449 452 rBvY 443780 506444 9.98% 0.708%
7.322 456 458 460 rVB 764631 627183 12.36% 0.877%
rBB2 1223341 2478808 48.83% 3.464%
7.630 483 485 487 rBvV 939604 779473 15.36% 1.089%
7.847 502 504 507 rBV 1164389 1626683 32.05% 2.273%
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11 8.042 518 521 523 rBB 1738082 1701530 33.52% 2.378%
12 8.122 523 528 530 rBvV2 1680269 2020426 39.80% 2.824%
13 8.236 536 538 541 rBB 713745 589453 11.61% 0.824%
14 8.956 599 601 604 rBvV 572994 727019 14.32% 1.016%
15 9.173 617 620 622 rBVY 1883156 1788424 35.23% 2.499%

16 9.425 640 642 644 rVB 448229 350997 6.91% 0.491%
17 9.573 652 655 658 rvB 1512035 1839965 36.25% 2.571%
18 9.642 658 661 663 rvB 1172325 1045043 20.59% 1.460%
19 9.710 664 667 670 rBV 2415886 2537973 50.00% 3.547%
20 9.848 677 679 680 rBvV 473013 454704 8.96% 0.635%

21 9.882 680 682 685 rvB 2412040 2666134 52.52% 3.726%
22 10.053 694 697 699 rBV 1790977 1593393 31.39% 2.227%
23 10.396 724 727 729 rVB 3630139 3943868 77.70% 5.512%
24 10.499 734 736 739 rBV 1214652 1560467 30.74% 2.181%
25 11.322 806 808 810 rBV 587269 491022 9.67% 0.686%

26 11.413 812 816 818 rBV 2712045 3602425 70.97% 5.035%
27 11.893 856 858 860 rBV 1338808 1100567 21.68% 1.538%
28 12.019 867 869 871 rVB 135796 113782 2.24% 0.159%
29 12.133 878 879 882 rVB 52595 51527 1.02% 0.072%
30 12.671 924 926 928 rBV 963643 940221 18.52% 1.314%

31 12.762 931 934 936 rBV 1587028 1494912 29.45% 2.089%
32 12.911 944 947 949 rBV 2192748 2209552 43.53% 3.088%
33 13.391 986 989 992 rBV 2726134 3114320 61.35% 4._.352%
34 13.951 1034 1038 1040 rBV2 2136328 4061327 80.01% 5.676%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 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-BF080715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.996 1040 1042 1045 rVB 2801744 3898215 76.80% 5.448%

36 14.465 1081 1083 1086 rVB 61186 62551 1.23% 0.087%
37 14.568 1089 1092 1094 rBV 3850293 4503217 88.71% 6.293%
38 14.968 1123 1127 1128 rBV 1107791 1740558 34.29% 2.432%
39 15.002 1128 1130 1133 rVB 1734474 2883161 56.80% 4.029%
40 15.334 1153 1159 1160 rBV 1783729 3745218 73.78% 5.234%

41 15.368 1160 1162 1165 rVB 409223 450232 8.87% 0.629%
42 16.774 1275 1285 1288 rBV3 1432773 5076080 100.00% 7.094%
43 17.117 1311 1315 1323 rVB 134208 274934 5.42% 0.384%

Sum of corrected areas: 71554567

8270-BF080715.M Mon Aug 10 19:38:47 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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: BF080928.D

3500000
3000000
2500000

2000000
8.842

1500000

1000000 6.97 7.63
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500000 4.96 6681 7.06:2
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080928.D
10.40 1457

3500000

3000000
11.41 13.39 14.00

2500000 9.710.88
12.91 13.95

2000000 9.17 10.05 15.0

12,79
1500000 ' 11.89
G4 10.50 1497
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Time--> 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: BF080928.D

3500000
3000000
2500000
2000000 15.33
1500000 16.77

1000000

500000 5.37
17.12

A

Time--> 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\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.96 26.15 ng 387520 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 251 (4.956 min): BF080928.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 SRS S S
4.60 4.80 500 5.20
e 3t s 88 | 77 89.10  57.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 15.87%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.10 15.84%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A e e o
59 4.60 4.80 500 5.20
m/z 41.10 8.62%
5000 41
31
| T
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' T AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 2 2-Cyclohexen-1-one, 4-(dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.42 15.44 ng 350997 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 4-(dimethoxy... 198 C11H1803 054710-15-5 72
2 2-Octanol. 8.8-dimethoxv- 190 C10H2203 312305-55-8 50
3 Octanoic acid. 6.6-dimethoxv-. m... 218 C11H2204 065157-89-3 50
4 2-Cvclopentenecarboxvlic acid. 5... 230 C11H1805 1000141-74-5 40
5 2H-Oxireno[3,4]cyclopenta[l,2-c]... 214 C10H1405 1000141-74-6 39
Abundance Scan 642 (9.425 min): BF080928.D (-640) (-) m/z 75.10 100.00%
75
5000
39 53 91 107 167 9.00 9.20 9.40 9.60 9.80
b 88 e e AATAS98 T 18 Tw/z 39.10 0 7.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54577: 2-Cyclohexen-1-one, 4-(dimethoxymethyl)-3,4-dimethy!-
75

a7

5000
31 9.00 9.20 9.40 9.60 9.80

m/z 47.10 7.26%

o P07 12913815 197 183 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
75
e
9.00 9.20 9.40 9.60 9.80
5000 m/z 107.10 6.68%
45 09
a1 58 93 109 127 143 199 173 190
s B R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67807: Octanoic acid, 6,6-dimethoxy-, methyl ester A I & U A L
75 9.00 9.20 9.40 9.60 9.80
m/z 167.20 6.25%
5000
187
20 41 58 || 95 149123 139 155 171 | 203 217 R
T L o e L A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 _beta.-Carboline, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.63 ng 113782 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Carboline. 2-methvl- 182 C12H10N2 013099-99-5 50
2 2.4.6-Trimethoxvtoluene 182 C10H1403 014107-97-2 50
3 9H-Pvridol3.4-blindole. 1-methvl- 182 C12H10N2 000486-84-0 49
4 _.alpha...alpha.-Diphenvlalvcine 227 C14H13NO2 003060-50-2 40
5 4,47 -Dimethylbiphenyl 182 C14H14 000613-33-2 40
Abundance Scan 869 (12.019 min): BF080928.D (-867) (-) m/z 182.10 100.00%
182
5000
213
39 51 65 77 90 104115 128139 152 1?7 || 207 11.60 11.80 12.00 12.20 12.40

e O 128189 o2 L W | Tm/z 213.20  34.78%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43995: .beta.-Carboline, 2-methyl-
182
5000 LN N S B I N B N

11.|60 11.I80 12.IOO 12.|20 12.I40
140 1g7 m/z 183.10 15.45%

42 63 75 qgpM8127 | 14
LI LI SIS EULLIL IV I LI T WL LI L

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
182
B EREES nEame S
11.60 11.80 12.00 12.20 12.40
5000 m/z 167.10 12_.73%
121 139 151 167
15 o7 39 51 69 80 91 09
A B I B e B B R I
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #43999: 9H-Pyrido[3,4-b]indole, 1-methyl- T
182 11.60 11.80 12.00 12.20 12.40
m/z 180.10 9.97%
5000
7 A 154
30516 [ | 100113127140 | 467 | ;
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 9,10-Anthracenedione Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.13 2.10 ng 51527 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 91
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 60
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 58
Abundance Scan 879 (12.133 min): BF080928.D (-878) (-) m/z 152.05 100.00%
142 180 208
76
5000
50 R
63 126 LTy o oo oA
% 11.80 12.00 12.20 12.40
SN T ,..-..1,0.2...,....,..\W.,.... |~ msz 180.10 98.36%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 A AR RAAR IARAR BARRE
11.80 12.00 12.20 12.40
50 m/z 208.10 96.79%
63 %0 126
|""|'""'|""H"|""'1|0'2'"|""'|" SN NN
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
11.80 12.00 12.20 1240
5000 m/z 76.00 54 _.19%
76 152
39 50 %3 90 102113 126 139 168
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42704: Benzo[c]cinnoline L S
152 180 11.80 12.00 12.20 12.40
m/z 151.10 50.00%
5000
63 76 126
27 39 51 9 87 102313 | 139 ‘\ 167 | A
m/z--> ﬁo 45 eb 85 160 150 110 160 1éo 260 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080928.D

Aca On : 7 Aug 2015 15:50

Operator : TP/UM

Sample : 63083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl2.67 Concentration Rank 4

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

12.67 4.63 ng 940221 Chrysene-di12 13.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. (3-chlorophenvl)(5-cv... 320 C17H21CIN202 337497-71-9 47
2 2-Chloro-6-methoxvauinoline-4-ca... 237 C11H8CINO3 020335-34-6 43
3 Indolol2.3-bTauinoxaline. 1-fluoro- 237 C14H8FN3 296244-71-8 27
4 p.p-Bis(l-aziridinvD)-N-(p-tolvl... 237 C11H16N30P 027824-40-4 27
5 10-Chloro-9-anthronitrile 237 C15H8CIN 001213-82-7 25

Abundance

5000

m/z-->

Scan 926 (12.671 min): BF080928.D (-924) (-)

83
39 63

20 40 60 80 100 120 140 160 180 200 220 2

100118

139

167

185201

40 260 280 300 320

m/z 237.10 100.00%

A,
LI I L B

12.40 12.60 12.80 13.00

Abundance

5000

#127944: Methanone, (3-chlorophenyl)(5-cyclohexyl-5-hydrox...
237

83
3

111

139

163

133 210

o

261 281 302 320

m/z 239.10 63.35%

12. 40 12 60 12.80 13. OO

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

5000

237

m/z 167.10 39.84%

12.40 12.60 12.80 13.00

m/z 139.10 30.27%

12.40 12.60 12.80 13.00

m/z 83.60 17.22%

194
166
2g 44 62 gy 102 1pg 150 220

mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80421: Indolo[2,3-b]quinoxaline, 1-fluoro-

237
5000
40 64 90 119 147163 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

12.40 12 60 12.80 13. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080715\
Data File : BF080928.D

Acq On : 7 Aug 2015 15:50

Operator : TP/UM

Sample - G3083-14

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715_.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]
2-Pentanone, 4-hy... 4.96 26.1 ng 387520 1 6.81 296386 20.0
2-Cyclohexen-1-on. .. 9.42 15.4 ng 350997 3 9.85 454704 20.0
-beta.-Carboline,... 12.02 4.6 ng 113782 4 11.32 491022 20.0
9,10-Anthracenedione 12.13 2.1 ng 51527 4 11.32 491022 20.0
unknownl12 .67 12.67 4.6 ng 940221 5 13.96 4061330 20.0
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