LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample - PB95818BL

Misc :

ALS Vial : 8 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-BF122116.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

4.081 189 192 203 rBV 107192 204648 3.40% 0.376%
4.790 251 254 264 rBV 1950710 3097801 51.50% 5.692%
rBV 5304482 5897700 98.05% 10.836%
6.299 383 386 389 rBV 4041650 5038850 83.77% 9.258%
6.401 392 395 398 rvv 4592188 6014976 100.00% 11.051%
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6.630 412 415 417 rBV 1499178 1456964 24.22% 2.677%
6.790 426 429 431 rBV 3499943 4588270 76.28% 8.430%
7.202 461 465 467 rBV 3694261 4118669 68.47% 7.567%
7.910 524 527 530 rBV 1360331 1842869 30.64% 3.386%
8.996 618 622 625 rBV 4776875 5604237 93.17% 10.297%

=
QO ~NO®

11 9.670 677 681 683 rBVY 1285913 1740488 28.94% 3.198%
12 10.459 746 750 752 rBV 3293095 3777775 62.81% 6.941%
13 11.145 807 810 812 rBV 2046215 1866698 31.03% 3.430%
14 12.734 946 949 0952 rVB 4738048 5555879 92.37% 10.208%
15 13.774 1037 1040 1042 rBV 1854609 1750343 29.10% 3.216%

16 14.997 1139 1147 1157 rBV2 48105 222357 3.70% 0.409%
17 15.145 1157 1160 1162 rBV 1190174 1650013 27.43% 3.032%

Sum of corrected areas: 54428537
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample : PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

TIC: BF092142.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample : PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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.

4.08 2.81 ng 204648 1,4-Dichlorobenzene-d4 6.63
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 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 192 (4.081 min): BF092142.D (-189) (-) m/z 83.00 100.00%
55 83
5000 43 o8 /k
SRR SR A
3.80 4.00 4.20 4.40
SN d T PN N PR - AR A N m/z 55.10 90.14%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 23 %8 380 400 4.20 440
m/z 43.10 36.13%
23‘M 37 49 || 6167 77 | 92
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% ER A R R L
43 3.80 4.00 4.20 4.40
5000 m/z 98.10 34 .64%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- AR R B
5 83 3.80 4.00 4.20 4.40
m/z 39.10 24 _.01%
41
5000 7 o8
15 ‘ 69
...,..t.,..:lh.%4.ail..?%.hl.,??.h“..??,ul..?%...q.... S E NNV
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample : PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 3

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

4.79 42 .52 ng 3097800 1,4-Dichlorobenzene-d4 6.63
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 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 254 (4.790 min): BF092142.D (-251) (-) m/z 43.05 100.00%
a3
59
5000
101 AR R EEE R s L
440 460 480 500 520
...,....,....,....-,'::..?.1.:J,...‘??....f.‘?..,....~,|....,....,....,....,...., m/z 59.10 59.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- A
43
5000 59 UL LS SR RS L
440 4.60 4.80 5.00 5.20
m/z 101.10 19.56%
15 31 101
‘ 11 ‘ ' 51 Il 83 ‘
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
- 440 460 480 500 520
5000 m/z 58.10 15.08%
29 101
15 73 83
wﬁmﬁwﬁmﬁmﬁwﬁ
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
59 440 4.60 4.80 5.00 5.20
m/z 41.05 9.35%
5000 41
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I LR LR S RS L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample : PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 unknown6.40 Concentration Rank 1

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

6.40 82.57 ng 6014980 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 395 (6.401 min): BF092142.D (-392) (-) m/z 132.00 100.00%
32
5000 68
6 Trrr|rrrrprrrr|yrrrrjy|rr
40 _ 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
S — .61'.'.| BNV -7 A W . S [ N m/z 68.10 49.01%
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 NS SRS AR S
6.00 6.0 6.40 6.60 6.80
78 m/z 134.00 33.05%
| P | !
mz-> 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 29.70%
104
66
14 27 37 4451 55 T 89 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T REAR EEaEE S
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.11%
5000 6
41 97
53 117
" A=Y Y € | |
m/z--> 10 20 30 40 50 60 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\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample : PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.70 ng 222357 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 90
2 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43
3 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 43
4 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
5 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 43
Abundance Scan 1147 (14.997 min): BF092142.D (-1139) (-) ; m/z 360.20 100.00%
360
152 //\\ﬁ
5000
179
9 Tamw | | wrge % om 14160 14180 15,00 15,20 1540
B T T A T R . | m/z 152.10 59.08%
m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360
N
5000 AL P UL SURRLRE B
14.60 14.80 15.00 15.20 15.40
152 272 m/z 179.10 33.78%
179
28 51 77 103 127 | | 202 228 254 | \
m/z--> 50 100 150 200 250 300 350
Abundance
360
A AR AR AR B
14.60 14.80 15.00 15.20 15.40
5000 m/z 361.20 32.88%
165
o9 51  gg 1 a1 202 229 253 »76 303 329
m/z--> " 50 100 150 200 250 300 350
Abundance #144845: 1,3,2-Dioxaborolane, bis(spiro[4-2':5-2"]indane),... e EEa RS
104 360 14.60 14.80 15.00 15.20 15.40
m/z 359.20 24 _.52%
5000
132 163
200220 276 316
i H‘ml\ | ‘ {Jl8ltllI24I.7IJ\H.Jlell3l33l i e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092142.D

Acq On : 9 Jan 2017 17:27

Operator : UM/SJ

Sample - PB95818BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.08 2.8 ng 204648 1 6.63 1456960 20.0
2-Pentanone, 4-hy... 4.79 42.5 ng 3097800 1 6.63 1456960 20.0
unknown6 .40 6.40 82.6 ng 6014980 1 6.63 1456960 20.0
Dibenzylidene 4,4_... 15.00 2.7 ng 222357 6 15.15 1650010 20.0
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