LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085355.D
Acq On > 11 Mar 2016 1:44 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - 11623-01 HSR-WC-28-022516
ALS Vial : 25 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-BF030316.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 2.573 16 25 32 rvB 20699 90109 1.53% 0.215%
2 2.847 47 49 56 rvB 114098 156893 2.66% 0.374%
3 5.156 248 251 261 rVB 1086485 1790764 30.34% 4.273%
4 5.556 283 286 289 rBV 3598632 4162184 70.53% 9.931%
5 6.573 372 375 377 rBV 3690436 4144178 70.22% 9.888%

6.710 384 387 390 rBV 4071874 4243132 71.90% 10.124%
6.939 405 407 410 rBV 1281151 1071349 18.15% 2.556%
7.099 419 421 423 rVB 3952105 3552775 60.20% 8.477%
2420348 3534322 59.89% 8.433%
8.219 517 519 523 rBV 1293200 1488603 25.22% 3.552%
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11 9.305 611 614 616 rBVY 5375252 5901470 100.00% 14.081%
12 9.979 670 673 675 rBV 1801844 1573688 26.67% 3.755%
13 10.768 739 742 745 rBV 2958685 3007651 50.96% 7.176%
14 11.465 800 803 805 rBV 1387286 1237530 20.97% 2.953%
15 13.054 939 942 944 rBV 3983389 4113585 69.70% 9.815%

16 14.094 1031 1033 1036 rBV 608426 803528 13.62% 1.917%
17 15.557 1158 1161 1164 rBV 564214 844137 14.30% 2.014%
18 16.517 1239 1245 1255 rBV2 45495 194003 3.29% 0.463%

Sum of corrected areas: 41909901
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

S:\HPCHEMI\BNA_F\DATA\BF031016\

BF085355.D

11 Mar 2016 1:44

UM/SsJ

H1623-01

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

HSR-WC-28-022516
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\

Data File : BF085355.D

Acq On : 11 Mar 2016 1:44

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 n-Propyl acetate Concentration Rank 5

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

2.85 2.93 ng 156893 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11IN 000109-73-9 7
3 Isobutylamine 73 C4H11IN 000078-81-9 7
4 Propanal, 2,3-dihydroxy-, (S)- 90 C3H603 000497-09-6 4
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 49 (2.847 min): BF085355.D (-47) (-) m/z 43.10 100.00%

a3

5000
61
39 3 2.60 2.80 3.00 3.20
51 57 86 : : : :
I""I""I""I""I""I""I""II'I! "I""I'"'I""II""I""I"!'I""I'"'I""I""I' m/z 61.10 27.27%

m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4160: n-Propyl acetate

43

5000 LIS L I L L L L L L L L
61 2.60 2.80 3.00 3.20
73 m/z 73.00 15.37%
1519 2731 39 57, 87
P”quupuquupuqu”p“.”..”quupuquupuquupuq”“p”q”““
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
e B N RS
2.60 2.80 3.00 3.20
5000 m/z 42.05 10.08%
27 41 73
1518 384144 505356 70
Wwwwwwrwwwwmwm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: |sobutylamine
30 2.60 2.80 3.00 3.20
m/z 41.10 8.55%
5000
1518 27 38%l4s 50 5558  gg '3
[P [ A e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\

Data File : BF085355.D

Acq On : 11 Mar 2016 1:44

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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.

5.16 33.43 ng 1790760 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (5.156 min): BF085355.D (-248) (-) m/z 43.05 100.00%
43
59
5000
101 A RS L L
51 | 2 83 4.80 5.00 5.20 5.40
SN S £ S m/z 59.10 61.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I L I B
59 480 500 520 540
m/z 101.10 22 .24%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.98%
68
50 126 14
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000
41
29 101
“'I'“'I“'w”“'JNL“?g“l”"'W??”I'?ﬁl"“lk'”l'“'I'“'I“"I“"I AR SR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\

Data File : BF085355.D

Acq On : 11 Mar 2016 1:44

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.71 Concentration Rank 1

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

6.71 79.21 ng 4243130 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 387 (6.710 min): BF085355.D (-384) (-) m/z 132.10 100.00%
5000 68
40 | % 640 6.60 6.80 7.00
54 : : . :
...,....-}U...n.,~:-.|.':7ﬁ‘....|,’ﬂ.°.6.1.1?.. || m/Z  68.10  40.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 ARSI
6.40 6.60 6.80 7.00
m/z 134.10 33.47%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 25.50%
15 28 39 52 83 77 90 104 .
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e R R
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 16.90%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN | W
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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8270-BF030316.-M Fri Mar

Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085355.D

Acq On : 11 Mar 2016 1:44

Operator : UM/SJ

Sample : H1623-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.52 4.60 ng 194003 Perylene-d12 15.57
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 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
4 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43

Abundance Scan 1245 (16.517 min): BF085355.D (-1239) (-) ; m/z 360.20 100.00%
360
5000 152
179
B e
77
39 57 103 127 \ opg 254 281 16.20 16.40 16.60 16.80
S Y W P oo L 2 i s m/z 152.10 49.56%
miz--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 152 16.20 16.40 16.60 16.80
47 7 179 m/z 179.10 31.55%
N s i h\ 202 228 254
miz--> 50 100 1éo 200 250 300 350
Abundance
360
16.20 16.40 16.60 16.80
5000 m/z 361.20 26.36%
207
332
15 30 67 o3 128 153 80 0 57 sas gy
miz--> 50 100 150 200 250 300 350
Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- e
360 16.20 16.40 16.60 16.80
m/z 359.20 23.53%
5000
28 51 78 109129 151 }?0 214 240258 284 317 342
miz--> 50 100 150 200 250 300 350 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\

Data File : BF085355.D

Acq On : 11 Mar 2016 1:44

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
n-Propyl acetate 2.85 2.9 ng 156893 1 6.94 1071350 20.0
2-Pentanone, 4-hy... 5.16 33.4 ng 1790760 1 6.94 1071350 20.0
unknown6.71 6.71 79.2 ng 4243130 1 6.94 1071350 20.0
Dibenzylidene 4,4... 16.52 4.6 ng 194003 6 15.57 844137 20.0
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