LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\

Data File : BF082509.D

Acq On > 24 Oct 2015 13:00 Instrument :
Operator : UM/IZ BNA_F

Sample - G4119-13 ClientSampleld :
Misc - SB15-08-10-10.5
ALS Vial : 38 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-BF101015.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 3.177 87 91 97 rvB 25553 50052 2.36% 0.281%
2 4.229 180 183 194 rBV 676601 933024 43.96% 5.233%
3 4.937 240 245 247 rBV 1070542 2122212 100.00% 11.903%
4 5.360 279 282 285 rBVY 683649 731150 34.45% 4.101%
5 5.417 285 287 293 rVB 37008 48587 2.29% 0.273%
6 5.749 314 316 318 rVB 24440 21720 1.02% 0.122%
7 6.412 372 374 382 rBvV 1328180 1427650 67.27% 8.007%
8 6.526 382 384 387 rBV 1231646 1097665 51.72% 6.157%
9 6.755 402 404 407 rBVY 708176 592520 27.92% 3.323%
10 6.915 415 418 420 rBvV 1241787 1345224 63.39% 7 .545%

11 7.326 452 454 457 rBvY 907338 881240 41.52% 4.943%
12 8.046 514 517 519 rBV 898738 775226 36.53% 4.348%
13 9.132 609 612 614 rBV 1271791 1791925 84.44% 10.051%
14 9.521 644 646 649 rBvV 346190 415827 19.59% 2.332%

15 9.738 663 665 667 rvB 20459 26860 1.27% 0.151%
16 9.806 668 671 673 rBvV 821065 793833 37.41% 4.452%
17 10.206 704 706 707 rBV 21267 21354 1.01% 0.120%
18 10.229 707 708 712 rVvV 65968 58687 2.77% 0.329%
19 10.355 715 719 721 rBV2 12551 22792 1.07% 0.128%
20 10.446 725 727 731 rBV 25866 41501 1.96% 0.233%

21 10.595 736 740 743 rBV 261062 252421 11.89%% 1.416%
22 10.709 748 750 753 rBV 89878 127231 6.00% 0.714%

23 11.155 787 789 790 rBV 81796 72483 3.42% 0.407%
24 11.178 790 791 794 rvVB2 33865 41950 1.98% 0.235%
25 11.292 799 801 802 rBV 738139 666407 31.40% 3.738%
26 11.315 802 803 805 rvv 107421 92558 4_36% 0.519%
27 11.372 805 808 809 rvB2 12800 22247 1.05% 0.125%
28 11.532 820 822 825 rBV2 27216 46521 2.19% 0.261%
29 11.578 825 826 829 rVB 66119 60693 2.86% 0.340%
30 11.818 846 847 851 rvv 31330 47497 2.24% 0.266%
31 11.898 853 854 858 rvB3 18700 35482 1.67% 0.199%
32 11.989 860 862 864 rBvV 49583 41430 1.95% 0.232%
33 12.378 894 896 898 rBvV 41455 37270 1.76% 0.209%
34 12.504 906 907 909 rBV 70222 62677 2.95% 0.352%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/1Z

Sample : G4119-13

Misc :

ALS Vial : 38 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.732 925 927 930 rBV2 67816 107701 5.07% 0.604%

36 12.778 930 931 934 rVB3 15304 23291 1.10% 0.131%
37 12.881 937 940 943 rBV 1434702 1322644 62.32% 7.418%
38 13.109 958 960 962 rBV 35308 46805 2.21% 0.263%
39 13.464 989 991 993 rBV 32868 35760 1.69% 0.201%

40 13.830 1019 1023 1027 rVB3 42791 114314 5.39% 0.641%

41 13.967 1033 1035 1038 rBVY 448810 678852 31.99% 3.808%

42 14.150 1049 1051 1057 rvB2 28976 42076 1.98% 0.236%

43 15.487 1165 1168 1175 rVB 433154 610660 28.77% 3.425%

44 15.921 1204 1206 1208 rBV 27660 41092 1.94% 0.230%
Sum of corrected areas: 17829111
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082509.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.23 31.49 ng 933024 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 183 (4.229 min): BF082509.D (-180) (-) m/z 83.10 100.00%
55 83
5000
3.80 4.00 4.20 4.40 4.60
...,....,....,...3?|,-':..‘.‘?'.|.:.?1..‘?7.,...7?,.:..,....,.... m/z 55.10 99.43%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRS S R A
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.05 38.42%
“ 37‘\\ \‘\ 61 67 7 \89 .
miz--> 10 20 30 40 s'o 60 70 8 90 100
Abundance
83
55
43 [T
3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.71%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e e RE ma
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 25.65%
41
5000 7 o8
15 ‘ 69
"'I"h'l""h'%4 o %%'Ml'|§?'MM"??l”l"?%"'W"" SRS SR R A
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 1

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

4.94 71.63 ng 2122210 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 245 (4.937 min): BF082509.D (-240) (-) m/z 43.10 100.00%
43
59
5000
101 S N C—
4.60 4.80 5.00 5.20
83
...,....,....,....-,':...?.1.4.',...‘?,9....,.'...,....-,....,....,....,....,...., m/z 59.10 69.55%
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 A I L R
59 460 480 500 520
m/z 101.10 25.31%
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
4.60 480 500 520
5000 M m/z 58.10 17.08%
68
50 126 14
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #249: Guanidine
43 59 4.60 4.80 5.00 5.20
m/z 41.10 9.26%
5000
28
”'P”W'Whm'N””I””L'”P”'P”W'“W”'W“'W”“I””P'”I S RS RAARN LARAS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknown6.53 Concentration Rank 3

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

6.53 37.05 ng 1097670 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 384 (6.526 min): BF082509.D (-382) (-) m/z 132.00 100.00%
132
5000 68
96 NSRS SR R
40 5y 78 06 6.20 6.40 6.60 6.80
e B m/z 68.10 40.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR AR R
6.20 6.40 6.60 6.80
m/z 134.00 32.77%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 680
5000 m/z 66.10 26.96%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl AR e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.22%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.71 3.82 ng 127231 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 750 (10.709 min): BF082509.D (-748) (-) m/z 57.10 100.00%

g7
5000 g5

10.40 10.60 10.80 11.00

ey m/z 71.10 61.17%
m/z--> 50 100 150 200 250 300 350

[ 18 141 183
1

Abundance #151556: Heptacosane
57
5000 LA L L L L L BB L |
85 10.40 10.60 10.80 11.00
m/z 43.10 58.03%
29
> |, | ;118 141 169 107 225 253 281 323 351 380
e e o e T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R EEE RS R Ry
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.48%
85
29
113 141 169 282
I e e e e L s e LS B s e s o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #82607: Heptadecane
5[7 10.40 10.60 10.80 11.00
m/z 41.10 25.89%
5000 85
29
L M 141 169 105 240

T T T T T I
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 6 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.16 2.18 ng 72483 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 789 (11.155 min): BF082509.D (-787) (-) m/z 57.10 100.00%
57
5000 85
13 11y 10.80 11.00 11.20 11.40
...-.\,-.‘!.'.-l.".--..',..1.82. e | m/Z  43.05  64.43Y%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57
5000 D B B B B
85 1080 11/00 11.20 11.40
29 m/z 71.10 61.69%
\‘ \L‘ “ \‘\ i \‘ 113 141 169 212
m/z--> 55 160 1éo 200 250 300 3éo
Abundance
57
10,80 11.00 11.20 11.40
5000 m/z 85.10 43.73%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #86886: 2-Bromo dodecane N e dufis AW
57 10.80 11.00 11.20 11.40
m/z 41.10 28.32%
5000 85
29 } 113 169
I I 7 S 7' E S
m/z--> 50 100 150 200 250 300 350 mmnmnmum
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/I1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 7 1-Eicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.37 ng 114314 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 1-Heptadecanol 256 C17H360 001454-85-9 90
3 1-Nonadecene 266 C19H38 018435-45-5 68
4 1-Octadecanol 270 C18H380 000112-92-5 64
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 62
Abundance Scan 1023 (13.830 min): BF082509.D (-1019) (-) m/z 83.10 100.00%
5000 4 unV\mﬁ-vﬁJﬂ»\uvv/N“VVV”“/
o138 157173 202 "' 13.60 13.80 14.00 14.20
m/z 55.10 85.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116747: 1-Eicosanol
43
7
8397
5000 LR UL B B B
29 13 60 13 80 14. 00 14 20
195 m/z 57.10 83.10%
16 J\ L 139153167181 196
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 6o 83
4 IR SN SR BRI S
97 13.60 13.80 14.00 14.20
5000 m/z 43.10 75.86%
111
o 125
139154168182 210 238
m/z--> 25 45 65 85 160 150 150 1éo 180 200 220 240 2éo
Abundance #98170: 1-Nonadecene e RARREEE RS
4 5 13.60 13.80 14.00 14.20
m/z 69.10 72.90%
69 83 97
2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082509.D

Acq On : 24 Oct 2015 13:00

Operator : UM/1Z

Sample : G4119-13

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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-Penten-2-one, 4. .. 4.23 31.5 ng 933024 1 6.75 592520 20.0
2-Pentanone, 4-hy... 4.94 71.6 ng 2122210 1 6.75 592520 20.0
unknown6 .53 6.53 37.0 ng 1097670 1 6.75 592520 20.0
Heptacosane 10.71 3.8 ng 127231 4 11.29 666407 20.0
Pentadecane 11.16 2.2 ng 72483 4 11.29 666407 20.0
1-Eicosanol 13.83 3.4 ng 114314 5 13.98 678852 20.0
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