LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 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-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 heiaht area % max. total
1 4_.373 198 200 204 rBvV 137199 165566 2.22% 0.266%
2 5.024 255 257 267 rVB 1584963 2422620 32.42% 3.886%
3 5.459 292 295 297 rBY 6510714 6839770 91.53% 10.973%
4 6.133 353 354 363 rBV 40752 75505 1.01% 0.121%
5 6.487 382 385 387 rBY 6521139 6590282 88.19% 10.572%

6.613 393 396 398 rBV 6973670 6394508 85.57% 10.258%
6.842 413 416 418 rVB 1945859 1611112 21.56% 2.585%
7.002 427 430 432 rBV 4858490 5355845 71.67% 8.592%
7.402 462 465 468 rBV 3521269 4098576 54.85% 6.575%
8.122 526 528 531 rBV 1725008 2003738 26.81% 3.214%

=
QO ~NO®

11 9.208 620 623 625 rBV 7621617 7472453 100.00% 11.988%
12 9.882 679 682 684 rBV 2590324 2310914 30.93% 3.707%
13 10.671 748 751 754 rBV 4482441 4344906 58.15% 6.970%
14 11.368 809 812 814 rBV 2389425 2293933 30.70% 3.680%
15 12.956 948 951 953 rBV 6659231 6907965 92.45% 11.082%

16 13.997 1040 1042 1045 rBV 1627358 1650833 22.09% 2.648%
17 15.425 1164 1167 1170 rBV 1068219 1280687 17.14% 2.055%
18 16.031 1214 1220 1231 rVB 133590 515277 6.90% 0.827%

Sum of corrected areas: 62334490
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084425.D

6.61

7000000 546 6.49

6000000
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4000000
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1000000

4.37 6.13
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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
Abundance TIC: BF084425.D

7000000 12.96
6000000

5000000
10.67

4000000

3000000
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2000000 8.12

1000000

L R ., L

T
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: BF084425.D

7000000
6000000
5000000
4000000
3000000
2000000{ 1400
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16.03

or————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_37 2.06 ng 165566 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 200 (4.373 min): BF084425.D (-198) (-) m/z 83.10 100.00%
5.1 83.1
5000 430 061
| wo a5 450 440 a0 450
T ENARMESTUN MMM M m/z 55.10 94.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 29.0 98.0 400 420 4.40 4.60 4.80
m/z 43.05 36.80%
0 “\ ! \‘\ il ‘ | 67.0 75.0 | L
HLIN SRR UL FUELLL SULELELE LR SURLILEL SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 RN SRR RS R
43.0 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 33.40%
29.0
98.0
69.0
S I S SR SRS SIS UL UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- R e e R
55.0 4.00 4.20 4.40 4.60 4.80
83.0 m/z 39.10 23.77%
5000 41.0
27.0 98.0
so |l e
e A L SIS S S LI I I S I RRANE SRR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 30.07 ng 2422620 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 257 (5.024 min): BF084425.D (-255) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 50 4k 500 550 540
ot 8L 2010 5910 57.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L LR L I
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 16.90%
0 wl ol " 83.0 \ ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520 5.40
5000 50.0 m/z 58.10 15.93%
101.0
15.0 83.0
e L L I U L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e EEamE
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.89%
5000
41.0
101.0
0'”'?%ﬂ'wb”1W'”'l'”'J'”'I'”'I'”'I'”'I'”'I'”' IS SRR U
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.61 Concentration Rank 1

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

6.61 79.38 ng 6394510 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 396 (6.613 min): BF084425.D (-393) (-) m/z 132.00 100.00%
13%.0
5000 68.1
wigy || % J o2 10 580 6k 750
0 B e m/z 68.10 45 .56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R L R L
620 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.92%
0 ‘ L1 H 1L ‘ 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 29.50%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- LS LI LN L N
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.76%
5000 630 810
oo 480, 4y e Y
m/z--> 20 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084425.D

Aca On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 8.05 ng 515277 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 94
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
4 Ethene. 1-(anthracen-9-vI)-2-(4-... 360 C27H200 1000163-55-1 43
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B0O6 1000150-23-7 43
Abundance Scan 1220 (16.031 min): BF084425.D (-1214) (-) m/z 360.15 100.00%
360.1
5000 152.1 k
w0 7190 1 | B szl 1550 1600 1690 1640
e e e B B o m/z 152.10 46.97%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 LRI SN BN B R
152.0 15.80 16.00 16.20 16.40
77.0 180.0 m/z 361.20 28.02%
47.0 :
ol—— Im‘\l\ Ihld‘l \Ilcl)f"lol ALy i‘\ e f‘. |2|1?'c|) IZSI\L‘LIOI — ;
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
" 15.80 16.00 16.20 16.40
5000 m/z 179.10 27 .90%
o 51.0 780 1150 15102890 2140 257.0284.0 317.0
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360.0 15.80 16.00 16.20 16.40

m/z 359.10 23.60%

5000
207.0
332.0
oL 30 6{ 0" 9501230 1640, 25702850 | | |

m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084425.D

Acq On : 12 Jan 2016 22:43

Operator : SJ/UM

Sample : PB87777BL

Misc :

ALS Vial : 12 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... 4.37 2.1 ng 165566 1 6.84 1611110 20.0
2-Pentanone, 4-hy... 5.02 30.1 ng 2422620 1 6.84 1611110 20.0
unknown6 .61 6.61 79.4 ng 6394510 1 6.84 1611110 20.0
Dibenzylidene 4,4_.. 16.03 8.1 ng 515277 6 15.43 1280690 20.0
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