LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF022317\
Data File : BF093099.D

Aca On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 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-BF013017.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 3.767 144 147 155 rvVvB 69985 116761 2.53% 0.318%
2 5.013 253 256 272 rVB 1111232 1686176 36.52% 4 .596%
3 5.436 291 293 296 rBVY 3202698 3811797 82.56% 10.391%
4 6.476 381 384 387 rBVY 3105931 3685716 79.83% 10.047%
5 6.613 393 396 398 rBVY 3193550 4090725 88.61% 11.151%

6.842 414 416 418 rBvV 924303 898572 19.46% 2.449%
7.002 427 430 432 rBV 2419454 3168441 68.63% 8.637%
7.413 463 466 468 rBV 2464956 2726602 59.06% 7.433%
8.133 526 529 531 rBV 822175 1161390 25.16% 3.166%
9.208 619 623 625 rBVY 3878538 4616789 100.00% 12.585%

=
QO ~NO®

11 9.882 679 682 684 rBvV 971680 1275917 27.64% 3.478%
12 10.659 748 750 753 rBV2 1604481 2275309 49.28% 6.202%
13 11.356 809 811 814 rBV 1510214 1280152 27.73% 3.490%
14 12.945 947 950 952 rBV 3637361 3928180 85.08% 10.708%
15 13.985 1039 1041 1044 rBvV 723955 891515 19.31% 2.430%

16 14.145 1047 1055 1063 rvv2 18244 79818 1.73% 0.218%
17 15.414 1164 1166 1173 rVB 564190 718270 15.56% 1.958%
18 15.608 1175 1183 1192 rVVv4 21776 109359 2.37% 0.298%

19 15.963 1208 1214 1221 rBV3 25352 96829 2.10% 0.264%
20 19.197 1490 1497 1507 rVB10O 11063 65633 1.42% 0.179%
Sum of corrected areas: 36683951
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022317\

BF093099.D

23 Feb 2017 10:12

SJ/MA

PB97103BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093099.D

Aca On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.01 37.53 ng 1686180 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 256 (5.013 min): BF093099.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R L L UL
460 480 500 520 540
el BEO 691 831 | Tm/z 59.10  56.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SN SRS R L
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.10 16.24%
QQ%mu‘mo‘ 67.0 830 910 |
mz> 10 20 % 4 S0 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.54%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T ..
59.0 460 480 500 520 540
m/z 41.10 8.63%
5000
410 101.0
150 \3\]\-0 \H‘ 510\\\ I 690 830

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF013017.M Fri Feb 24 14:26:13 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093099.D

Aca On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.61 Concentration Rank 1

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

6.61 91.05 ng 4090730 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 396 (6.613 min): BF093099.D (-393) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 T T T T
401 541 6.20 6.40 6.60 6.80 7.00
T -|-|.'.8,19. Aguso o "m/z 68.10 34.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I L L R
620 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.37%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 21.71%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B Ry b
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.71%
74.0
5000 9go 1160
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN | UN—
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\BF022317\
Data File : BF093099.D

Aca On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentatriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.61 3.05 ng 109359 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentatriacontane 493 C35H72 000630-07-9 86
2 Eicosane 282 C20H42 000112-95-8 76
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 72
4 Tetratriacontane 479 C34H70 014167-59-0 64
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 1183 (15.608 min): BF093099.D (-1175) (-) m/z 57.10 100.00%
51.1
5000
7.1 et
| M 1470 192, 282.0 15.20 15.40 15.60 15.80 16.00
Al 40 4 e m/z 71.10 67.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168184: Pentatriacontane
57.0
5000
15.20 15.40 15.60 15.80 16.00
m/z 85.10 51.35%
| h ‘ M H ﬁ4“‘1?1830225026703090 366.0 421.0  492.0
m/z--> §o 1éo 200 2éo 360 3éo 460 4éo '
Abundance
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 43.00 48 .27%
90 1410 2820
m/z--> §o 160 1éo 260 250 360 3%0 460 4éo '
Abundance #76356: Ethanol, 2-(dodecyloxy)- I RREEEEEES T
57.0 15.20 15.40 15.60 15.80 16.00
m/z 97.10 24 .84Y%
5000
7.0
miz--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093099.D

Aca On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.70 ng 96829 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 95
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 47
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B0O6 1000150-23-7 38
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 32
5 [2-(4-Methoxy-phenyl)-2H-benzo[g... 360 C22H20N203 1000188-59-8 27
Abundance Scan 1214 (15.963 min): BF093099.D (-1208) (-) m/z 360.20 100.00%
360.2
152.1
5000
18p.0 e
300 7lios0 1 r 296, 125I‘-1 1560 15.80 16.00 16,20
IS IAYHDNS N N S M ES— m/z 152.10 72.05%
miz--> 50 100 150 200 250 300 350
Abundance #145065: Dibenzylidene 4,4'-biphenylenediamine
360.0
152.0
5000 AR AN USRS B
7.0 18h.0 15.60 15.80 16.00 16.20
380‘ F 720 m/z 179.10 32.47%
— lLt | ‘ HH \fl \\ |||||||2|28|'q b, .“..‘.l....l‘ i
miz--> 50 100 150 200 250 300 350
Abundance
360.0
15.60 15.80 16.00 16.20
5000 m/z 361.20 30.55%
207.0
332.0
39.0 67.0 950123.0 164.0 257.0285.0
miz--> " 50 100 150 200 250 300 350
Abundance #144845: 1,3,2-Dioxaborolane, bis(spiro[4-2':5-2"]indane),... B
104.0 360.0 15.60 15.80 16.00 16.20
m/z 359.20 27 .64%
5000
132.0
=0 770 ‘ 16T0 2200 . 2760 3160
||‘|| \‘J HMJ\‘\ N IIH:!'gll'pnIJ‘ 2480I al iy |‘|||| : S ARRREE R
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022317\
Data File : BF093099.D

Acq On : 23 Feb 2017 10:12

Operator : SJ/MA

Sample : PB97103BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.01 37.5 ng 1686180 1 6.84 898572 20.0
unknown6.61 6.61 91.0 ng 4090730 1 6.84 898572 20.0
Pentatriacontane 15.61 3.0 ng 109359 6 15.41 718270 20.0
Dibenzylidene 4,4... 15.96 2.7 ng 96829 6 15.41 718270 20.0
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