LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082924.D

Aca On : 14 Nov 2015 5:14

Operator : UM/I1Z

Sample : 64383-01

Misc :

ALS Vial : 30 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-BF110715.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 4.979 251 253 255 rVB 654440 817614 14.61% 2.104%
2 5.424 290 292 295 rBVY 2794999 2447693 43.75% 6.298%
3 6.465 381 383 385 rBVY 1973425 1791394 32.02% 4 .609%
4 6.579 391 393 396 rBVY 4004051 3979681 71.13% 10.239%
5 6.807 410 413 415 rBV 1070807 1128162 20.16% 2.903%
6 6.967 424 427 429 rVB 3405525 4044973 72.30% 10.407%
7 7.367 459 462 465 rBV 2762229 3390614 60.60% 8.723%
8 8.088 523 525 528 rBY 1168872 1369021 24.47% 3.522%
9 9.173 617 620 623 rBY 5963089 5594769 100.00% 14.394%
10 9.562 653 654 660 rBv4 73540 114778 2.05% 0.295%
11 9.791 672 674 676 rBV 102375 78094 1.40% 0.201%

12 9.848 676 679 681 rBVY 1845889 1591756 28.45% 4_.095%
13 10.293 713 718 719 rVB2 114253 144946 2.59% 0.373%
14 10.511 734 737 740 rBV 47875 71456 1.28% 0.184%
15 10.636 745 748 751 rBV2 2939599 3501593 62.59%% 9.009%

16 10.762 757 759 764 rVB 139405 154934 2.77% 0.399%

17 10.854 764 767 774 rBVS5 28805 59404 1.06% 0.153%
18 11.334 807 809 811 rBV 1431926 1445658 25.84% 3.719%
19 11.871 854 856 858 rBV 65072 68380 1.22% 0.176%
20 12.317 893 895 898 rvB 66033 63811 1.14% 0.164%
21 12.374 898 900 902 rBV 83297 80980 1.45% 0.208%
22 12.717 929 930 932 rBV 54263 57576 1.03% 0.148%
23 12.922 945 948 950 rBV 5044283 4726911 84.49% 12.162%
24 13.825 1025 1027 1030 rVB3 56371 64730 1.16% 0.167%

25 13.962 1037 1039 1042 rBV 1044948 1063087 19.00% 2.735%

26 15.380 1160 1163 1166 rBV 757281 1015620 18.15% 2.613%

Sum of corrected areas: 38867635
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF111315\

- BF082924.D

- 14 Nov 2015 5:14

- UM/1Z

- 64383-01

: 30 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082924.D

Aca On : 14 Nov 2015 5:14

Operator : UM/I1Z

Sample : 64383-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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

... Concentration Rank 3

Peak Number 1 2-Pentanone, 4-hydroxy-4-me

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

4.98 14.49 ng 817614 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (4.979 min): BF082924.D (-251) (-) m/z 43.10 100.00%
43
59
5000
101 N
460 4.80 5.00 5.20 5.40
Obrrrerrrrrererible L 87 8 o1 | “n/z 59.10  62.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS SRS SRR
460 4.80 5.00 5.20 5.40
m/z 101.10 23.08%
31 83 g3 101
O P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 15.83%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- S a ma o )
59 460 4.80 5.00 5.20 5.40
31 m/z 41.10 9.12%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W"'W""P"'I ENARERRAAE SRR SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082924.D

Aca On : 14 Nov 2015 5:14

Operator : UM/I1Z

Sample : 64383-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2 unknown6.58 Concentration Rank 2

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

6.58 70.55 ng 3979680 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 393 (6.579 min): BF082924.D (-391) (-) m/z 132.10 100.00%
68
5000
I P 104 620 640 6.60 6.80 7.00
Y I .7 ALY 1 OO PN AN P N | N m/z 68.10 56.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S ARINLUURRE MUEE SRS
6.20 6.40 6.60 6.80 7.00
78 m/z 66.10 34 .39%
31 4 51
OW'”'A'”\J'WL”'P'JI”'W'”'P'”I”'W'“'P'“I“"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.10 32.78%
33 44 g7 105
51 60 7078 g 115
O B R B R B R A I T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one b aama
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 22 .69%
5000
96
40
o2 a7 % | a1 s
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082924.D

Aca On : 14 Nov 2015 5:14

Operator : UM/I1Z

Sample : 64383-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.76 2.14 ng 154934 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 759 (10.762 min): BF082924.D (-757) (-) m/z 57.10 100.00%

57
5000 P

10.40 10.60 10.80 11.00

| 113133153 184

ol b g e m/z 43.10 71.90%
miz--> 50 100 150 200 250 300 350
Abundance #45542: Tridecane
57
5000 LA L L L L L L L LB B
29 85 10.40 10.60 10.80 11.00

m/z 71.10 62 .36%

‘ “ | 113 141 184
oAb b b o e
T T T T T T T

miz--> 50 100 150 200 250 300 350
Abundance
57
saidhlihcafin sodili o
10.40 10.60 10.80 11.00
5000 m/z 85.10 37.08%
85
29
0 113 141 169 282
A
miz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e L B
57 10.40 10.60 10.80 11.00
m/z 41.10 31.73%
5000
85
29
o | | 113 141 169 197 225 253 281 323 351 380
i ....,. i G i R A L s T
mz--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082924.D

Acq On : 14 Nov 2015 5:14

Operator : UM/1Z

Sample - G4383-01

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : 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... 4.98 14.5 ng 817614 1 6.81 1128160 20.0
unknown6 .58 6.58 70.5 ng 3979680 1 6.81 1128160 20.0
Tridecane 10.76 2.1 ng 154934 4 11.33 1445660 20.0
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