LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/1Z

Sample - G3388-03

Misc :

ALS Vial : 26 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-BF081715_.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 3.898 174 176 180 rBvY 12166 24143 1.05% 0.126%
2 4_653 238 242 255 rvVB 838469 1380755 59.81% 7.233%
3 5.110 279 282 285 rBV 1809249 1914614 82.94% 10.029%
4 5.533 317 319 322 rBvY 31141 27502 1.19% 0.144%
5 6.196 373 377 379 rBvV 1872581 2308477 100.00% 12.093%

6.310 384 387 389 rBV 1967000 2111608 91.47% 11.061%
6.539 405 407 410 rBvV 511117 413517 17.91% 2.166%
6.699 418 421 423 rBV 1557982 1480457 64.13% 7.755%
7.110 454 457 459 rBV 1304749 1232519 53.39% 6.456%
7.830 517 520 522 rBV 365519 497252 21.54% 2.605%

=
QO ~NO®

11 8.905 611 614 616 rBV 2111798 1888509 81.81% 9.893%
12 9.305 647 649 651 rBvY 398405 345716 14.98% 1.811%
13 9.568 670 672 674 rBV 667686 574901 24.90% 3.012%
14 10.025 710 712 713 rVB 38113 31282 1.36% 0.164%
15 10.345 738 740 743 rBV2 912343 1240546 53.74% 6.498%

16 10.493 750 753 759 rVvB 50349 60653 2.63% 0.318%
17 10.939 789 792 793 rBV 35047 34223 1.48% 0.179%
18 11.031 798 800 803 rBv2 473737 573643 24.85% 3.005%
19 11.591 847 849 854 rBV 22734 36240 1.57% 0.190%
20 12.619 936 939 942 rBV 1744793 1851071 80.19% 9.697%
21 13.545 1018 1020 1021 rBV 18944 34636 1.50% 0.181%
22 13.568 1021 1022 1027 rVV2 19210 44738 1.94% 0.234%
23 13.648 1027 1029 1031 rVvVv 634520 569770 24.68% 2.985%
24 13.854 1042 1047 1049 rBvV 26722 25020 1.08% 0.131%

25 14.974 1143 1145 1148 rBV 320210 388194 16.82% 2.033%

Sum of corrected areas: 19089986
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/I1Z

Sample - G3388-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081189.D

2000000 6.31
511 6.20

6.70
1500000
7.11

1000000

500000 6.54
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Abundance TIC: BF081189.D

2000000

12.62

1500000
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Abundance TIC: BF081189.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/I1Z

Sample - G3388-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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.

4._.65 66.78 ng 1380760 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 242 (4.653 min): BF081189.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR SRR SR
4.40 4.60 4.80 5.00
Obr e SOl Sl 60 8 | h77 59.10  57.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R R LS LA
59 440 460 4.80 5.0
m/z 58.10 15.56%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 m/z 101.10 14 .94%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— L L L L L L A L
59 4.40 4.60 4.80 5.00
m/z 41.10 8.95%
5000 41
31
| T
0% '|'%§'| "‘Ml' "Jilh "|??Hki UL SRR R "|"'9?|""|' LSRN SRR S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/I1Z

Sample - G3388-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.31 Concentration Rank 1

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

6.31 102.13 ng 2111610 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 387 (6.310 min): BF081189.D (-384) (-) m/z 132.10 100.00%
132
5000 68
20 s %6 600 620 640 6.60
o Jrer |wsus ) m/z 68.10 43.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 4
5000 R AR AR AR AN
6.00 6.20 6.40 6.60
2 51 78 m/z 134.10 32.72%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 620 640 660
5000 gg 116 m/z 66.10 29.07%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R EE
132 6.00 6.20 6.40 6.60
m/z 69.10 17.32%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es f 206 | S LY | I
m/z--> 60 80 100 120 140 160 180 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/I1Z

Sample - G3388-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.11 ng 60653 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 753 (10.493 min): BF081189.D (-750) (-) m/z 57.10 100.00%
g7
| A\A /J\/“_/\\
71
5000
85
99 11 110.20 10,40 10,60 10.80
(o} m/z 43.05 63.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 SRR B SURILN U
85 10.20 10.40 10.60 10.80
29 m/z 71.10 53.24%
o s
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 o7
10.20 10.40 10.60 10.80
5000 71 m/z 85.10 33.98%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane

57 10.20 10.40 10.60 10.80

43 m/z 41.10 28.34%
71
5000 85
29
99
015 ‘\ LLoa 4 113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082415\
Data File : BF081189.D

Acq On : 25 Aug 2015 2:11

Operator : UM/1Z

Sample - G3388-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.65 66.8 ng 1380760 1 6.54 413517 20.0
unknown6 .31 6.31 102.1 ng 2111610 1 6.54 413517 20.0
Eicosane 10.49 2.1 ng 60653 4 11.03 573643 20.0
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