LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093993.D

Aca On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

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-BF032217.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 2.022 18 23 29 rvB 79953 101127 2.28% 0.283%
2 4.075 368 372 380 rBV 417318 536338 12.09% 1.502%
3 4.463 433 438 441 rBV 3429700 3583219 80.78% 10.036%
4 4.851 501 504 509 rVB 51471 44923 1.01% 0.126%
5 5.522 612 618 621 rBY 2929842 3594323 81.03% 10.067%

5.669 638 643 647 rBVY 3286312 3737379 84.26% 10.468%
5.928 683 687 690 rBvV 898060 846591 19.09% 2.371%
6.104 712 717 721 rBV 2880982 2962358 66.78% 8.297%
2088066 2377321 53.59% 6.659%
7.428 937 942 946 rBV 1164511 1148821 25.90% 3.218%
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11 8.751 1161 1167 1171 rBV 3745412 4435736 100.00% 12.424%
12 9.475 1285 1290 1300 rVvB2 69384 155902 3.51% 0.437%
13 9.569 1300 1306 1310 rVvB2 1201191 1262053 28.45% 3.535%
14 10.539 1463 1471 1475 rBV 2126633 2552946 57.55% 7.150%
15 11.392 1610 1616 1620 rBV 1296068 1287124 29.02% 3.605%

16 13.374 1947 1953 1956 rBV 3629504 4422572 99.70% 12.387%
17 14.639 2163 2168 2172 rBV 1261942 1298445 29.27% 3.637%
18 16.274 2440 2446 2453 rBV 943728 1151550 25.96% 3.225%

19 16.392 2462 2466 2471 rBV 37935 47151 1.06% 0.132%

20 16.804 2531 2536 2543 rBV 36597 59079 1.33% 0.165%

21 17.268 2610 2615 2621 rBV 33071 51449 1.16% 0.144%

22 18.451 2810 2816 2824 rVB7 16385 46926 1.06% 0.131%
Sum of corrected areas: 35703333
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032817\

BF093993.D

28 Mar 2017 15:31

SJ/MA

PB97829BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093993.D

Aca On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.02 2.39 ng 101127 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 10
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 2-(3-Bromopropyl)-[1,3]dioxolane 194 C6H11Br02 062563-07-9 9

Abundance Scan 23 (2.022 min): BF093993.D (-18) (-) m/z 75.10 100.00%
79.1 d
5000 45.1
57.0 2.00 2.10 2.20 2.30 2.40
3 IR - N .|.,...'=,....,~-.::.,.5?5.-5?,....}93.'9.,. m/z 73.00 67.85%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0
2.00 2.10 2.20 2.30 2.40
m/z 45.10 43.36%
0 | ‘ ol || S0 | &0 1080
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
2.00 2.10 2.20 2.30 2.40
5000 m/z 40.95 29.93%
45.0
29.0
Oy ?lq" "|??P'|""|""|' "'l"'%q%q"l'
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #2024: 1,3-Dioxolane, 2-methyl-
73.0 2.00 2.10 2.20 2.30 2.40
m/z 47.10 20.95%
43.0
5000
28.0 58.0
IIX 570
O T T o T I o e R o
m/z--> 20 30 40 50 60 70 80 90 100 110 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093993.D

Aca On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4.08 12.67 ng 536338 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 373 (4.081 min): BF093993.D (-368) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 — e
| 83.0 | 3.80 4.00 4.20 4.40
oS RS Rt S m/z 59.00 57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I I
59.0 380 4.00 4.20 4.40
0,
150 4, 1010 m/z 101.10 21.24%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 380 4.00 420 440
5000 m/z 58.10 15.35%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R R
59.0 3.80 4.00 4.20 4.40
m/z 41.00 9.20%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 4.00 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093993.D

Aca On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.67 Concentration Rank 1

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

5.67 88.29 ng 3737380 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 643 (5.669 min): BF093993.D (-638) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || g0 " ior TSR oko 5k 60
o T N .- B £ I | N m/z 68.10 40.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 URRAE AR S LRSS S
5.40 560 5.80 6.00
2.0 510 m/z 134.00 33.93%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 540 560 580 6.00
5000 67.0 m/z 66.10 24.36%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R e R ma
132.0 5.40 560 5.80 6.00
m/z 69.10 16.19%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF093993.D

Aca On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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

o

Peak Number 5 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.47 2.47 ng 155902 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 80
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 Heptanoic acid 130 C7H1402 000111-14-8 47
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 45
5 L-Mannose, 6-deoxy- 164 C6H1205 003615-41-6 42

Abundance Scan 1289 (9.469 min): BF093993.D (-1285) (-) m/z 60.00 100.00%
64.0
5000 73.0 A_ﬂ,&_wvwﬁﬂﬂ//\\Nuw__-~NWﬁ
42.0 ‘
98.0 7950 940 9.60 980
..,....,....,....','“!'.'.,.'.”r'....'!':!..,??f-,...'!-,w...,....,....,...., m/z 57.00 44.94%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0

5000 e
73.0 9.20 9.40 9.60 9.80

29.0 m/z 73.00 36.42%

43.0
98.0
..,1..5.(.)‘,....‘,‘....,‘Hl‘.‘.,..‘......‘l‘ll..,?.5.(.),...l,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0

9.20 9.40 9.60 9.80

o

5000 730 m/z 42.00 23.77%
29.0 41.0
o 87.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12979: Heptanoic acid
60.0 9.20 9.40 9.60 9.80

m/z 43.00 17.56%

5000 73.0
27.0 41.0
87.0
o | Ll | 10104130 1300

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032817\
Data File : BF093993.D

Acq On : 28 Mar 2017 15:31

Operator : SJ/MA

Sample : PB97829BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
Propane, 1,l1-dime... 2.02 2.4 ng 101127 1 5.93 846591 20.0
2-Pentanone, 4-hy... 4.08 12.7 ng 536338 1 5.93 846591 20.0
unknown5 .67 5.67 88.3 ng 3737380 1 5.93 846591 20.0
1,6-Anhydro-_beta. .. 9.47 2.5 ng 155902 3 9.57 1262050 20.0
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