LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 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-BF030717.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 4.253 205 207 219 rBV 82756 219521 4_.19% 0.486%
2 4.916 263 265 277 rBVY 1153508 1895299 36.14% 4.199%
3 5.362 301 304 327 rBVY 4333713 5000729 95.36% 11.079%
4 5.762 336 339 343 rBV 55907 64130 1.22% 0.142%
5 6.413 393 396 404 rBVY 4133959 4520734 86.21% 10.016%

6.527 404 406 409 rBV 3529223 4492209 85.67% 9.953%
6.756 424 426 429 rBvY 875024 1108727 21.14% 2.456%
6.916 438 440 443 rBV 3686734 3464286 66.06% 7.675%
7.339 474 477 479 rBV 3121363 3304439 63.02% 7.321%
8.047 537 539 542 rBV 1121151 1424549 27.17% 3.156%

=
QO ~NO®

11 9.133 631 634 636 rBVY 4260286 5243882 100.00% 11.618%
12 9.751 681 688 690 rBvV 167118 374391 7.14% 0.829%
13 9.808 690 693 695 rvB 1168053 1594923 30.41% 3.534%
14 10.231 724 730 737 rBv4 13975 58360 1.11% 0.129%
15 10.596 759 762 775 rBV 2653241 2985652 56.94% 6.615%

16 11.282 820 822 825 rBV 1248010 1602905 30.57% 3.551%
17 12.871 958 961 964 rBV 4155057 4688336 89.41% 10.387%

18 13.922 1051 1053 1056 rBV 1302219 1645234 31.37% 3.645%
19 15.340 1174 1177 1188 rBV 1081543 1447218 27.60% 3.206%

Sum of corrected areas: 45135524
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093434.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : 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 3-Hexen-2-one Concentration Rank 5

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

4.25 3.96 ng 219521 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 207 (4.253 min): BF093434.D (-205) (-) m/z 55.10 100.00%
54.1 83.1
5000 43.0 051 /L
| | 671 400 420 440 460
O R I e S B e e A m/z 83.10 91.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
83.0
55.0
43.0
5000
29.0 4.00 4.20 4.40 4.60
9.0 m/z 43.00 36.15%
\‘ A A 69.0 |
S L S SR SRS SIS UL UL I W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
43.0 U I UL R
4.00 4.20 4.40 4.60
m/z 98.10 31.65%
5000 29.0 98.0 0
67.0 75.0
S L SIS SR SRS SIS U UL I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3301: 2-Pentene, 2,4-dimethyl- Emaa e A RA.
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 25.94Y%
5000 41.0
98.0
27.0
1o ‘\ ] 670
O T T T T e e T
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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.

4.92 34.19 ng 1895300 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 265 (4.916 min): BF093434.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20
Ob ey 810l e00 831 | 775510 56.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESUANE SRR RS SR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 15.87%
0 21.0 350, | 510 ‘ 67.0 830 910 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 15.61%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.91%
5000
410 101.0
o150 30 7] 10, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20

8270-BF030717.M Thu Mar 09 16:58:38 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.53 Concentration Rank 1

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

6.53 81.03 ng 4492210 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 406 (6.527 min): BF093434.D (-404) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 s || PLAPYIN PN
Obrr e bbbl 220 L AP Tm/z 68.10 50.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0
5000 BN AR AR AR
6.20 6.40 6.60 6.80
104.0 m/z 66.10 32.81%
ol 140 270 300 510 00770 590 | 1150 ||
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'620 640 6.60 6.80
5000 m/z 134.10 32.23%
33.0 44.0 105.0
. 560 00 | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2—Cyc|0hexen—l—one LA L L L B R |
68.0 6.20 6.40 6.60 6.80
m/z 69.10 19.52%
5000
96.0
40.0
2Z0 |, %80 810 ‘
o w1 e N AR o e,
m/z--> 15 25 §o Jo 55 eb fo 85 gb 160 110 150 1§0 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030817\
Data File : BF093434.D

Aca On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 5 1,6-Anhydro-_beta.-D-glucop... Concentration Rank 4

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

9.75 4.69 ng 374391 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 64
2 Pentanoic acid 102 C5H1002 000109-52-4 59
3 5-Hexenoic acid 114 C6H1002 001577-22-6 42
4 3.4-Altrosan 162 C6H1005 1000129-76-4 40
5 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 36

Abundance Scan 688 (9.751 min): BF093434.D (-681) (-) m/z 60.00 100.00%
60.0
5000 ______~v_,J/\\\\__-___A
a ‘ 73|.0 9.40 9.60 9.80 10.00
98.0 - - - :
o..,....,....,....-,l“!'.'.,..”.'....'!'.':..,..?.9',0...-:,....,1.1.“?'.1,.. m/z 57.00 44.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60.0
5000 AR RN
73.0 9.40 9.60 9.80 10.00
29.0 m/z 73.00 26.92%
wo | 4° g50 980
0"w'“|“'wt“'ﬁwml'ﬂ'"“wh'w'“'w'Jl“'w'“'w'
m/z--> 10 50 60 70 80 90 100 110 120
Abundance
60.0
9.40 9.60 9.80 10.00
5000 3.0 m/z 42.10 18.94%
29.0 41.0
0 50.0 87.0 1010
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6983: 5-Hexenoic acid
60.0 9.40 9.60 9.80 10.00
m/z 43.05 17.10%
5000 41.0
73.0 96.0
29.0 d ‘ 114.0
0--|}99|--Jm----w-“?flﬂﬂ "JL“"'ngpl”'““"'W""l" ARSI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030817\
Data File : BF093434.D

Acq On : 8 Mar 2017 17:56

Operator : SJ/MA

Sample : PB97426BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
3-Hexen-2-one 4.25 4.0 ng 219521 1 6.76 1108730 20.0
2-Pentanone, 4-hy... 4.92 34.2 ng 1895300 1 6.76 1108730 20.0
unknown6 .53 6.53 81.0 ng 4492210 1 6.76 1108730 20.0
1,6-Anhydro-_beta. .. 9.75 4.7 ng 374391 3 9.81 1594920 20.0
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