LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091734.D

Aca On : 18 Dec 2016 14:17

Operator : UM/SJ

Sample : H6101-08

Misc :

ALS Vial : 23 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-BF121716.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 4.270 189 191 195 rBvV 91702 121591 1.00% 0.147%
2 4.944 247 250 262 rVB 1301720 2038996 16.84% 2.458%
3 5.367 284 287 290 rBVY 4824110 4948063 40.86% 5.964%
4 6.407 375 378 380 rBVY 3378546 3650460 30.14% 4 .400%
5 6.533 386 389 392 rBY 6736284 9073868 74.92% 10.937%

6.761 407 409 412 rBV 2022860 2199958 18.16% 2.652%
6.922 420 423 426 rBV 6606405 8373475 69.14% 10.093%
7.333 455 459 461 rBV 5205942 7254617 59.90% 8.744%
8.053 519 522 524 rBV 3167824 3036927 25.08% 3.661%
9.139 613 617 619 rBVY 8164120 12111188 100.00% 14.598%

=
QO ~NO®

11 9.802 672 675 678 rBV 2966100 2955946 24.41% 3.563%
12 10.590 740 744 747 rBV2 4498319 7259617 59.94% 8.750%
13 11.288 802 805 807 rBV 2932480 3081251 25.44% 3.714%
14 12.876 940 944 947 rBV2 7445843 11178210 92.30% 13.474%
15 13.916 1032 1035 1037 rBV 3041563 2823194 23.31% 3.403%

16 15.322 1155 1158 1161 rBV 1924483 2468395 20.38% 2.975%
17 16.157 1224 1231 1244 rVB3 77740 386998 3.20% 0.466%

Sum of corrected areas: 82962754
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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\BF121816\

BF091734.D

18 Dec 2016 14:17

UM/SsJ

H6101-08

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091734.D

Aca On : 18 Dec 2016 14:17

Operator : UM/SJ

Sample : H6101-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 18.54 ng 2039000 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (4.944 min): BF091734.D (-247) (-) m/z 43.05 100.00%
43
59
5000
101 IBESSEBESRERE SR R
| 71 s | 207 460 4.80 5.00 5.20
S HENITY MMM m/z 59.10 59.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL L UL
59 460 480 500 520
m/z 101.10 21.77%
101
'”I'?%WM"jl”"??”'ﬁ"”l"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.00 16.31%
USRI "|"Z% RN |""|%2§"%4?"'|' HE B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4330: Butane, 1-ethoxy- ey
59 460 4.80 5.00 5.20
31 m/z 41.10 8.69%
5000
3 73
'}?I"' '%""l""l ?7"19?"'|' UL DRI BRI B B IBESAERBE SRERE SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091734.D

Aca On : 18 Dec 2016 14:17

Operator : UM/SJ

Sample : H6101-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown6.53 Concentration Rank 1

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

6.53 82.49 ng 9073870 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.533 min): BF091734.D (-386) (-) m/z 132.00 100.00%
132
5000 68
© o Tyow | T R o e
AN N L AN | R m/z 68.10 47.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 SRR SRR AR
6.20 6.40 6.60 6.80
104 m/z 134.00 33.36%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
m/z--> 25 Jo éo 85 160 150 140 1éo 1éo
Abundance
57 132
74 620 640 6.60 6.80
5000 9g 116 m/z 66.10 30.34%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI L L L L I
132 6.20 6.40 6.60 6.80
m/z 69.10 19.13%
117
5000
39 91
A
| | 1 All M M wl | m
m/z--> 25 Jo éo 85 160 150 140 1éo 1éo a%o aho 6.60 a%o !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121816\
Data File : BF091734.D

Aca On : 18 Dec 2016 14:17

Operator : UM/SJ

Sample : H6101-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.16 3.14 ng 386998 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
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 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 46
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43

Abundance Scan 1231 (16.157 min): BF091734.D (-1224) (-) ; m/z 360.20 100.00%
360
152
5000
179
51 77 10 127 oy 298 254 21 1580 16:00 16.20 1640
S G v Y B M I m/z 152.00 56.78%
m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 AR U IR B
15.80 16.00 16.20 16.40
152 272 m/z 179.10 32.50%
179
28 51 77 103 127 | | 202 228 254 |
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.80 16.00 16.20 16.40
5000 m/z 361.20 32.22%
28 51 78 100120151 80 214 240058 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... B e o e N R
15.80 16.00 16.20 16.40
m/z 359.20 26.37%
5000
207
332
180
15 39 w 6¥7 n 9? dy 12\3 m 1§3m L 225 257 285 314 ‘l { {
m/z--> 5 100 150 200 2éo 300 350 15.80 16.00 16.20 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121816\
Data File : BF091734.D

Acq On : 18 Dec 2016 14:17

Operator : UM/SJ

Sample : H6101-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.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... 4.94 18.5 ng 2039000 1 6.76 2199960 20.0
unknown6 .53 6.53 82.5 ng 9073870 1 6.76 2199960 20.0
Dibenzylidene 4,4_... 16.16 3.1 ng 386998 6 15.32 2468400 20.0
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