LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

Misc :

ALS Vial : 3 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-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 height area % max. total
1 2.110 34 38 45 rVB 106532 127348 2.48% 0.304%
2 4.128 375 381 391 rBVY 549536 757636 14.74% 1.810%
3 4.504 439 445 448 rBvV 3883137 4307235 83.81% 10.288%
4 4.898 509 512 516 rVB 60821 54282 1.06% 0.130%
5 5.557 617 624 627 rBV 3415710 4357671 84.79% 10.409%

5.716 645 651 654 rBV 4080447 4438788 86.37% 10.603%
5.975 690 695 698 rBV 1099507 1049519 20.42% 2.507%
6.151 720 725 729 rVB 3259276 3494508 68.00% 8.347%
6.622 798 805 808 rBV 2394546 2818174 54.84% 6.732%
7.475 945 950 954 rBV 1401510 1433062 27.88% 3.423%

=
QO ~NO®

11 8.804 1169 1176 1179 rBV 4332475 5139354 100.00% 12.276%
12 9.522 1291 1298 1309 rVB3 119433 292262 5.69% 0.698%
13 9.622 1309 1315 1319 rVB2 1445638 1565587 30.46% 3.740%
14 10.592 1472 1480 1484 rBV 2410598 2953139 57.46% 7.054%
15 11.445 1619 1625 1629 rBV2 1504351 1561006 30.37% 3.729%

16 13.433 1952 1963 1966 rBV2 3927483 4844602 94.26% 11.572%
17 14.698 2173 2178 2182 rBV 1287110 1471760 28.64% 3.515%
18 16.339 2452 2457 2465 rBV 1008864 1199298 23.34% 2.865%

Sum of corrected areas: 41865231
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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

Abundance TIC: BF093878.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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

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.

2.11 2.43 ng 127348 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
5 Propane, 1,l1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 9

Abundance Scan 38 (2.110 min): BF093878.D (-34) (-) m/z 75.05 100.00%
75
5000 45
o || & 103 200 220 240
R I e B L B L e e e o m/z 73.10 72 .54%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 N S
200 220 2.0
‘ ‘ m/z 45.05 41.47%
52\\\\ T T
m/z--> 0 10 60 70 80 90 100 110
Abundance
73
. 45 200 220 240
5000 m/z 41.00 29.28%
32
58
"'I?"'I""I'?éW"'??""?%"'Iﬁﬂ'l""I""I""I""I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #811: 1-Propene-1-thiol
73 200 220  2.40
m/z 47.05 21.76%
5000
45
39 ‘ 55 61 67 ||, n
m/z--> 0 10 20 30 40 50 6|0 7'0 80 90 100 110 200 220 240 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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

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.

4.13 14.44 ng 757636 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 381 (4.128 min): BF093878.D (-375) (-) m/z 43.00 100.00%
a3
59
5000
o 380 400 420 440
83 : : : :
...,....,....,....',':...?.1.:J,...‘??....,.'...,....~,|....,....,....,....,...., m/z 59.00 55.88%
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 L I I I UL
59 380 4.00 4.20 440
m/z 101.10 18.69%
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
380 400 420 440
5000 M m/z 58.10 15.53%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate e
43 3.80 4.00 4.20 4.40
m/z 41.10 9.07%
5000
58
Yo 7 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 400 420 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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

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 unknown5.72 Concentration Rank 1

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

5.72 84 .59 ng 4438790 1,4-Dichlorobenzene-d4 5.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 652 (5.722 min): BF093878.D (-645) (-) m/z 132.00 100.00%
5000
68
0 g5 g || 75 g 104 15 540 560 580 6.00
et AT e Sl SR 87 | il 15l Tm/z 134.00  34.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL N SRR AR
5.40 5.60 5.80 6.00
78 m/z 68.10 32.27%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
540 560 580 6.00
5000 67 m/z 66.00 19.83%
41 97
53 2 117
34 60 89 105 124
wwmmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14006: 5-Aminoindole R
132 5.40 5.60 5.80 6.00

m/z 96.10 12._.73%

5000
104
51 66 77
14 27 37 4491 58 . 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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

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

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

9.52 3.73 ng 292262 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Anhydro-._beta.-D-glucopyrano... 162 C6H1005 000498-07-7 72
2 3,4-Altrosan 162 C6H1005 1000129-76-4 59
3 .beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 59
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 1298 (9.522 min): BF093878.D (-1291) (-) m/z 60.00 100.00%
6p

5000

73
43 R LN R R RS e
8189 %8 115 9.20 9.40 9.60 9.80

m/z 57.00 45_.03%

:

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 LA L L L L L L LB L |
73 9.20 9.40 9.60 9.80
m/z 73.00 30.11%
43 08
..,....,....‘,‘....,‘Hl‘.‘. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
R e B REEas
73 9.20 9.40 9.60 9.80
5000 m/z 43.00 19.83%
43

98
8189 77106115 126 144 162
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5

Abundance #32138: .beta.-D-Ribopyranoside, methy! B B
60 9.20 9.40 9.60 9.80
m/z 42.00 19.14%
5000
43 3
33
‘ ‘H JM‘ JH 86 100 114 133 145 163

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032317\
Data File : BF093878.D

Acq On : 23 Mar 2017 14:56

Operator : SJ/MA

Sample : PB97768BL

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... 2.11 2.4 ng 127348 1 5.97 1049520 20.0
2-Pentanone, 4-hy... 4.13 14.4 ng 757636 1 5.97 1049520 20.0
unknown5.72 5.72 84.6 ng 4438790 1 5.97 1049520 20.0
1,6-Anhydro-_beta. .. 9.52 3.7 ng 292262 3 9.62 1565590 20.0

8270-BF032217 .M Fri Mar 24 17:46:03 2017 Page: 7



