LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 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-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 height area % max. total
1 5.082 260 262 269 rBV 1091666 1650943 33.77%  4.028%
2 5.504 296 299 301 rBvV 3877752 4004768 81.91% 9.771%
3 6.533 386 389 391 rBvV 3533664 3778367 77.28% 9.218%
4 6.659 398 400 403 rBV 3081200 4194930 85.80% 10.235%
5 6.887 418 420 423 rBVY 871007 1030261 21.07% 2.514%

7.047 431 434 437 rBV 3043367 3125085 63.92% 7.624%
7.459 467 470 473 rBV 2427915 2546350 52.08% 6.213%
1514176 1428378 29.21% 3.485%
9.253 624 627 630 rBvY 3387582 4797580 98.12% 11.705%
9.848 669 679 684 rBvV 129750 307777 6.29% 0.751%
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11 9.939 684 687 689 rvB 1134982 1675213 34.26% 4._.087%
12 10.305 711 719 727 rBV2 14081 50262 1.03% 0.123%
13 10.728 752 756 758 rBV 2243113 2865684 58.61% 6.992%
14 11.414 814 816 819 rBV 1269329 1644517 33.64% 4.012%
15 13.014 952 956 958 rBV 3500728 4889278 100.00% 11.929%

16 14.054 1045 1047 1050 rBV 1577368 1489343 30.46% 3.634%
17 15.505 1171 1174 1183 rBV 1086074 1399186 28.62% 3.414%

18 15.940 1209 1212 1215 rBV 30419 52718 1.08% 0.129%
19 16.431 1252 1255 1260 rVB 31687 56884 1.16% 0.139%
Sum of corrected areas: 40987524
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 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

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.

5.08 32.05 ng 1650940 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (5.082 min): BF092886.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101 I AR SR LU
4.80 5.00 5.20 5.40
e 3t 83 e 88 | 759 10 56.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 15.82%
15 31 101
.25 % 37 53 83 \
miz--> R P I NS N N N
Abundance
59
480 500 520 540
5000 m/z 58.10 15.37%
a1 101
15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R R EARARRR RS
509 4.80 5.00 5.20 5.40
m/z 41.10 8.87%
5000 41
31
| [
"'I'}é'I"'MI""Mlh"léﬁlkl""l""l""I' '??I""I' B A SRR AR
m/z--> 10 20 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 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

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 unknown6.66 Concentration Rank 1

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

6.66 81.43 ng 4194930 1,4-Dichlorobenzene-d4 6.89
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 400 (6.659 min): BF092886.D (-398) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o " 6.40 660 6.80 7.00
AN N A | N m/z 68.10  46.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U I IR UL L
6.40 6.60 6.80 7.00
m/z 134.10 32.29%
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 29.37%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e T B m e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.08%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN § U N
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 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

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 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.85 3.67 ng 307777 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Anhydro-._beta.-D-glucopyrano... 162 C6H1005 000498-07-7 72
2 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 59
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Heptanoic acid 130 C7H1402 000111-14-8 45
5 3,4-Altrosan 162 C6H1005 1000129-76-4 40

Abundance Scan 679 (9.848 min): BF092886.D (-669) (-) m/z 60.00 100.00%
6p
5000
73
43

9.60 9.80 10.00 10.20

g9 98
m/z 57.05 45 _.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000
73 9.60 9.80 10.00 10.20
m/z 73.10 26.86%
43 08
..,....,....‘,‘....,‘Hl‘.‘. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
e AN R SRR R
9.60 9.80 10.00 10.20
5000 m/z 56.00 18.27%
43 3
33
86 100 114 133 145 163
WWWWTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4158 Pentanoic acid
60 9.60 9.80 10.00 10.20
m/z 43.05 17 .59%
5000 73
29 41
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 980 10 00 10. 20

8270-BF013017.M Mon Feb 13 07:08:39 2017 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092886.D

Acq On : 10 Feb 2017 16:45

Operator : SJ/MA

Sample - PB96842BL

Misc :

ALS Vial : 5 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... 5.08 32.0 ng 1650940 1 6.89 1030260 20.0
unknown6 .66 6.66 81.4 ng 4194930 1 6.89 1030260 20.0
1,6-Anhydro-_beta. .. 9.85 3.7 ng 307777 3 9.94 1675210 20.0
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