LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 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-BF061715_.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 5.498 209 211 217 rVB 208619 199475 13.56% 2.075%
2 5.898 244 246 248 rBV 917415 850008 57.78% 8.842%
3 6.893 330 333 335 rBVY 927399 838608 57.00% 8.724%
4 7.053 345 347 349 rBV 1176695 982438 66.78% 10.220%
5 7.281 365 367 370 rvB 207942 202878 13.79% 2.110%

7.441 379 381 384 rVB 856290 731210 49.70% 7.607%
7.841 414 416 418 rBvV 763735 604678 41.10% 6.290%
8.573 478 480 483 rBvV 327262 274318 18.65% 2.854%
9.647 572 574 577 rBV 1227053 1141520 77.59% 11.875%
10.345 633 635 638 rvB 373199 324174 22.03% 3.372%

=
QO ~NO®

11 11.133 702 704 707 rBv2 517215 720712 48.99% 7.497%
12 11.853 765 767 770 rBV 392543 348441 23.68% 3.625%
13 13.568 915 917 920 rBV 1466564 1471232 100.00% 15.305%
14 14.871 1029 1031 1034 rVB 385704 403634 27.44% 4_.199%
15 15.808 1105 1113 1122 rBV2 18064 109813 7.46% 1.142%

16 16.768 1194 1197 1201 rBV 282902 409781 27.85% 4.263%

Sum of corrected areas: 9612920
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080268.D
1400000

1200000 7.05
1000000 5.90 6.89
7.44
800000 7.84
600000
400000 8.57

5.50 .
200000 .28

L L .

T T
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF080268.D

1400000

9.65
1200000

1000000
800000

600000 1113
400000 10.34 11.85 14.87
200000

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF080268.D

1400000

1200000
1000000
800000
600000

400000
16.77

200000
15.81
0

I
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\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.50 19.66 ng 199475 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 23

Abundance Scan 211 (5.498 min): BF080268.D (-209) (-) m/z 43.10 100.00%
a3
59
5000
101 IR LR U LR
51| 83 | 5.20 5.40 5.60 5.80
A SRS m/z 59.10 58.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 520 540 560 580
m/z 101.10 18.65%
15 31 101
Wl 51ﬂ 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 540 560 580
5000 m/z 58.10 15.29%
41
o9 101
50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EmEmmas mn s D
59 5.20 5.40 5.60 5.80
m/z 41.10 8.38%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U L UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.05 Concentration Rank 1

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

7.05 96.85 ng 982438 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 347 (7.053 min): BF080268.D (-345) (-) m/z 132.10 100.00%
132
5000 68
40 | % 680 7.00 7.20 7.40
54 75 104 : - - -
S I 0l N 1 A M = R [ N m/z 68.10 38.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 HRRBE I UL SR
a1 o7 6.80 7.00 7.20 7.40
53 117 m/z 134.10 32.61%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 680 7.00 7.20 7.40
5000 m/z 66.10 24 _16%
3144 51 &
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole A
132 6.80 7.00 7.20 7.40

m/z 69.10 15.05%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

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\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Acenaphtho[l,2-j]fluoranthene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.81 5.44 ng 109813 Chrysene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphtho[1,2-j]fluoranthene 326 C26H14 000193-21-5 87
2 Rubicene- 326 C26H14 000197-61-5 87
3 2-(4-Biphenylyl)imidazo[2,1-b]be... 326 C21H14N2S 038956-29-5 50
4 Silane, (estra-1,3,5(10),16-tetr... 326 C21H300Si 069688-27-3 47
5 Benzene, 1,3-bis(4-phenyl-1,3-bu... 326 C26H14 037902-13-9 47

Abundance Scan 1113 (15.808 min): BF080268.D (-1105) (-) m/z 326.15 100.00%
326
5000 f_vJJ//ﬁ\\\»,d/vr\\v/\
163 g
97 147 207 282 1540 15.60 15.80 16.00 16.20
S m/z 327.20 27.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131026: Acenaphtho[1,2-j]fluoranthene
326

5000 R o A mma
1540 15 60 1580 16. OO 16 20

m/z 163.10 25.01%

163
27 50 74 108 136 198 222 246 272 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326

15.40 15.60 15.80 16.00 16.20

5000 m/z 162.10 23.62%
163
39 74 108 136 182198 222 248 272 298
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130897: 2-(4-Biphenylyl)imidazo[2,1-b]benzothiazole . A R . RS B
326 15. 40 15. 60 15. 80 16. 00 16 20

m/z 324.20 21.52%

163
5000
190
90 109 134 223239 266 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 40 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080268.D

Acq On 1 Jul 2015 10:16

Operator : TP/1Z

Sample - G2831-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.50 19.7 ng 199475 1 7.28 202878 20.0
unknown? .05 7.05 96.8 ng 982438 1 7.28 202878 20.0
Acenaphtho[1,2-j]... 15.81 5.4 ng 109813 5 14.87 403634 20.0
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