LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample : PB87668BL

Misc :

ALS Vial : 3 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-BF123115.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 2.155 5 6 20 rvB4 41889 140577 2.01% 0.242%
2 4_.396 199 202 206 rBvY 194749 229687 3.28% 0.395%
3 5.059 256 260 262 rBV 2861295 4971600 70.98% 8.550%
4 5.470 293 296 298 rBV 4886436 4596611 65.62% 7 .905%
5 5.859 328 330 333 rvB 179757 182537 2.61% 0.314%

6.499 383 386 388 rBV 4271503 4914788 70.17% 8.452%
6.624 394 397 399 rBV 5071893 4501906 64.27% 7.742%
1963180 1613481 23.04% 2.775%
7.013 428 431 433 rBV 5627961 5067296 72.34% 8.714%
7.424 464 467 469 rBV 4040862 4654710 66.45% 8.005%
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11 8.145 527 530 532 rBV 2098388 2195884 31.35% 3.776%
12 9.219 621 624 627 rBV 6725395 6708442 95.78% 11.537%
13 9.893 681 683 686 rvB 2351578 2320242 33.13% 3.990%
14 10.682 749 752 755 rBV 3107915 2989906 42.69% 5.142%
15 11.379 810 813 816 rBvV 2757858 2395944 34.21% 4_.120%

16 12.968 949 0952 955 rBV 5936664 7004362 100.00% 12.046%
17 14.019 1041 1044 1046 rBV 1823825 2078436 29.67% 3.574%

18 15.448 1165 1169 1171 rBV 965263 1422125 20.30% 2.446%
19 16.122 1222 1228 1234 rVB2 37821 160600 2.29% 0.276%

Sum of corrected areas: 58149134
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084328.D
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6000000
5000000
4000000
10.68

3000000 11.38

2000000

1000000

0 j

12.97

I
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

Abundance TIC: BF084328.D

6000000

5000000

4000000

3000000

2000000 14.02

1000000 15.45

16.12

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

r—t—

18.00

18.50

19.00

8270-BF123115.M Mon Jan 11 03:55:04 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.40 2.85 ng 229687 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
4 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72

Abundance Scan 202 (4.396 min): BF084328.D (-199) (-) m/z 55.10 100.00%
g5 83
5000 43
98
4.00 420 4.40 4.60 4.80
0 ...,....,....,..?3‘,":..‘.‘%.'.:.,..‘?7.,...77.,....,....,.... m/z 83.10 100.00%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NGB REE REEE N
29 98 4.00 420 4.40 4.60 4.80
m/z 43.10 43.18%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 4.40 460 4.80
5000 43 m/z 98.10 34 .84%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- B
5 83 4.00 420 4.40 4.60 4.80
m/z 39.10 28.00%
41
5000
27 98
15 ‘ 69
0 '"I""'I"”‘I""il""'lgl"‘*l'I('S:'a""i"'77'I"l"?:l'-""l"" [rrrrprrrrpr T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.06 61.63 ng 4971600 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 260 (5.059 min): BF084328.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
i ik sho sk Sho
83 : : : :
Ol et ..'!|,..7.1.,~....',|....,....,....,....,....,2.97.. m/z 59.10 61.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 21.80%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.52%
29 101
o2 73 85
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
50 480 5.00 5.20 5.40
m/z 41.05 9.24%
5000 41
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.86 2.26 ng 182537 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 43
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 17
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 12

Abundance Scan 330 (5.859 min): BF084328.D (-328) (-) m/z 43.05 100.00%
43
73
5000
T
55 a3 100 115 5.60 5.80 6.00 6.20
o} Y 1 M S M. SNt N m/z 73.10 76.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 U R UL UL SR
5.60 5.80 6.00 6.20
m/z 41.05 9.72%
o 2 36 5 g7 | 83gy 100448115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 5.60 5.80 6.00 6.20
5000 m/z 115.10 8.82%
o 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl- e R
30 43 73 5.60 5.80 6.00 6.20
m/z 39.10 6.93%
5000 58
15
0 | 24y‘ |l 52 ‘
R SO S SR UL UL IULLI UL SO UL R B B U R UL U SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 4 unknown6.62 Concentration Rank 3

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

6.62 55.80 ng 4501910 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 397 (6.624 min): BF084328.D (-394) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
o B E e m/z 68.10 43.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IS A A
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.90%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.04%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl N
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.77%
5000 og 0
o b L 89 o7 || ) ass 89 S | | —
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample - PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 6 Dibenzylidene 4,4"-biphenyl... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.12 2.26 ng 160600 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
3 N,N*"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
4 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
5 1,10-Phenanthroline, 9-dimethy... 360 C26H20N2 004733-39-5 43

Abundance Scan 1228 (16.122 min): BF084328.D (-1222) (-) s m/z 360.20 100.00%
360
5000 152 /\
179 R RN S LR
53 107127 | | 207208 % 283 15.80 16.00 16.20 16.40
obr——u4 I‘I|| lul|||| A |||II N - ——t— ‘. R . m/z 152_10 38_29%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360
2000 152 15.80 16.00 16.20 16.40
47 77 179 m/z 361.10 29.12%
[o) M— 'M“I‘ bl ‘Llﬁ%‘:‘[%?\\ i : h‘lz?zl |22|8 254:’: — ] -
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.80 16.00 16.20 16.40
5000 m/z 359.15 25.42%
207
332
o5 % 67 o3 123 153 0 o 257 285 314
m/z--> " 50 100 150 200 250 300 350
Abundance #145067: N,N-di-2-Naphthyl-p-phenylenediamine e
360 15.80 16.00 16.20 16.40
m/z 179.05 19.58%
5000 JJ\A
oL 27 51 7795 115 1431611?O 2%7 243264 304 332 |
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF123115.M Mon Jan 11 03:55:15 2016

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084328.D

Acq On : 8 Jan 2016 15:22

Operator : SJ/UM

Sample : PB87668BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.40 2.9 ng 229687 1 6.85 1613480 20.0
2-Pentanone, 4-hy... 5.06 61.6 ng 4971600 1 6.85 1613480 20.0
2-Pentanone, 4-me... 5.86 2.3 ng 182537 1 6.85 1613480 20.0
unknown6 .62 6.62 55.8 ng 4501910 1 6.85 1613480 20.0
Dibenzylidene 4,4_.. 16.12 2.3 ng 160600 6 15.45 1422130 20.0
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