LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/1Z

Sample : G3479-15

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-BF090115.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 4.444 247 250 264 rVB 602336 1259658 57.68% 7.163%
2 4.936 291 293 296 rBV 1445830 1778304 81.44% 10.112%
3 6.056 388 391 393 rBV 1817043 2183695 100.00% 12.417%
4 6.159 397 400 402 rVV 1379231 1887997 86.46% 10.736%
5 6.387 418 420 422 rBV 438381 382797 17.53% 2.177%
6 6.547 431 434 436 rBY 977083 1278246 58.54% 7.269%
7 6.959 468 470 473 rBY 871866 1116244 51.12% 6.347%
8 7.679 530 533 535 rBY 470176 490741 22.47% 2.791%
9 8.753 625 627 630 rBvV 1321570 1734863 79.45% 9.865%
10 9.165 660 663 665 rBY 298882 308498 14.13% 1.754%
11 9.416 683 685 687 rvB 618343 545688 24.99% 3.103%
12 9.885 724 726 727 rVB 24769 22760 1.04% 0.129%
13 10.193 751 753 756 rBvV2 905102 1053315 48.24% 5.990%
14 10.353 765 767 771 rBV 39687 59597 2.73% 0.339%
15 10.788 804 805 807 rBvV 34511 46847 2.15% 0.266%
16 10.879 811 813 815 rBVY 650119 536120 24.55% 3.049%
17 11.222 840 843 845 rvVB 34118 43911 2.01% 0.250%
18 11.451 861 863 867 rBv2 54728 65316 2.99% 0.371%
19 11.531 867 870 874 rvB2 13321 21841 1.00% 0.124%
20 11.622 875 878 880 rBv 37859 33299 1.52% 0.189%
21 12.319 937 939 942 rBvV 62478 59311 2.72% 0.337%
22 12.468 949 952 954 rBV 1619508 1551250 71.04% 8.821%
23 13.028 998 1001 1003 rBvV 33522 41862 1.92% 0.238%

24 13.394 1030 1033 1039 rBvV 128461 275200 12.60% 1.565%
25 13.485 1039 1041 1044 rVvVv 483402 425389 19.48% 2.419%

26 14.800 1153 1156 1158 rBV 311850 322166 14.75% 1.832%
27 15.245 1193 1195 1206 rVB2 18379 60870 2.79% 0.346%

Sum of corrected areas: 17585785
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081339.D
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Abundance TIC: BF081339.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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, 2-methyl-2-(1-meth... Concentration Rank 3

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

4.44 65.81 ng 1259660 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
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 32

Abundance Scan 250 (4.444 min): BF081339.D (-247) (-) m/z 43.10 100.00%
a3
59
5000
101 R LR I L
420 4.40 4.60 4.80
Obr e S0l Sl e 88 | h77B9.10  58.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 R LR I L
a1 420 4.40 4.60 4.80
101 m/z 101.10 15.00%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
420 4.40 460 480
5000 59 m/z 58.10 14 .99%
o 25 3 37 83 g3 100
L UL SUR BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A B e
59 420 4.40 4.60 4.80
m/z 41.10 9.15%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' R LR I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.16 Concentration Rank 1

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

6.16 98.64 ng 1888000 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 400 (6.159 min): BF081339.D (-397) (-) m/z 132.10 100.00%
132
5000 68
0 % 580 600 620 640
40 54 - : - :
o Lrer | sus o m/z 68.10  36.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SARSE RSN UL L
5.80 6.00 6.20 6.40
2 51 78 m/z 134.10 33.50%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
580 600 620 640
5000 67 m/z 66.10 23.79%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl  EEma e
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 14.17%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I || B
m/z--> 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 8
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.22 ng 59597 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
Abundance Scan 767 (10.353 min): BF081339.D (-765) (-) m/z 57.10 100.00%
57
43
5000 1
85
99 113 10,00 10.20 10.40 10.60
0 m/z 43.10 65.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 USSR AR AR B
85 mmmmmmmm
29 m/z 71.10 49 .23%
0 L4 %91}3127141155169 282
m/z--> 25 45 65 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
10.00 10.20 10.40 10.60
5000 71 m/z 85.10 34.79%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane

57 10.00 10.20 10.40 10.60

43 m/z 41.10 24 .84%
71
5000 85
99113
0 H 1 127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.44 ng 65316 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 53
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
Abundance Scan 863 (11.451 min): BF081339.D (-861) (-) m/z 43.05 100.00%
60 73
5000
129 L LS B I
o 97 15 157 17 213 11.20 11.40 11.60 11.80
o} S o R M R m/z 60.00 91.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid
60 73
41
5000 129 AR AR B A A
29 11.20 11.40 11.60 11.80
- . m/z 57.05 82.36%
o ‘\ A Ul O MPass
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
" 11.20 11.40 11.60 11.80
5000 43 m/z 73.00 82.21%
29 85 129 143
115 186
0 "%?""|""|""|"'?i""| ""I"}?7}§?' T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid SNBSS L. V) MBS
60 7 11.20 11.40 11.60 11.80
43 m/z 55.10 73 .00%
5000 129
157
29 101 115
“ ‘ 143 ‘ 171 200
0.}.5|.‘.‘..‘i‘£‘..”“ n M h\ \‘ ..‘i‘....l..‘..]|'8.3...|....| I
m/z--> 20 40 60 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.32 2.79 ng 59311 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 939 (12.319 min): BF081339.D (-937) (-) m/z 56.05 100.00%

56
5000 a1

%

|| l| 129 185 13 239257 12.00 12.20 12.40 12.60
S! . | m/z 57.10 59.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

o

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
5000 4 L e B
23 12.00 12.20 12.40 12.60
m/z 43.10 41 .63%
T ”q””,.upuq””.”.””.”..”.”u.”quupuw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R  m AR
12.00 12.20 12.40 12.60
5000 a1 m/z 41.10 39.58%
& 257
129
o 26 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45608: Decane, 2,2,3-trimethyl- e AR
57 12.00 12.20 12.40 12.60
m/z 55.05 33.47%
5000
41
85 126
0 ,..‘..‘,‘...‘ D . — A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.39 12.94 ng 275200 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 1-Docosene 308 C22H44 001599-67-3 87
3 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 87
4 4-HeptafFluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 86
5 1-Hexacosanol 382 C26H540 000506-52-5 83
Abundance Scan 1033 (13.394 min): BF081339.D (-1030) (-) m/z 57.10 100.00%
g7
83
5000
111
1 139 13.00 13.20 13.40 13.60 13.80
O/ 8 6 e — m/z 55.10 84.89%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83
13.00 13.20 13.40 13.60 13.80
1 m/z 43.10 83.63%
o H‘Md \ ﬁ39167196224 267292 321 462 490
mz-> 0 50 150 200 250 300 350 400 450 '
Abundance
55
97 13.00 13.20 13.40 13.60 13.80
5000 m/z 83.10 59.28%
29
125
o 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #159526: Pentafluoropropionic acid, octadecy! ester AV RIS R S S
43 13.00 13.20 13.40 13.60 13.80

m/z 97.10 54 .90%

5000 6
97
0 J \ }l 125154181 224252

m/z--> 0 50 100 150 200 250 300 350 400 450 13. 00 13. 20 13. 40 13 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/I1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 8 11-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.78 ng 60870 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 11-Tricosene 322 C23H46 052078-56-5 64
3 1-Hexacosanol 382 C26H540 000506-52-5 46
4 1-Tetracosanol 354 C24H500 000506-51-4 46
5 1-Eicosanol 298 C20H420 000629-96-9 43
Abundance Scan 1195 (15.245 min): BF081339.D (-1193) (-) m/z 57.05 100.00%
57 83
5000
111
207
| | | 15.00 15.20 15.40 15.60
o e e ey m/z 55.05 85.71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 TTTTTT T T T T T T T T T T T T
15.00 15.20 15.40 15.60
1 m/z 83.10 84.93%
o ‘H‘Md\$ 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 250 300 350 460 4%0 '
Abundance
43
'A"P"'P"'I”"I”'
15.00 15.20 15.40 15.60
5000 83 m/z 97.10 81.44%
111
o 140168 196 224 266 294 322
miz--> 0 55 160 1éo 260 250 300 3éo 460 4%0 ' I A
Abundance #152038: 1-Hexacosanol e e e
43 15.00 15.20 15.40 15.60
m/z 43.10 72 .45%
5000

83
18 111
| | 139168 196 224 252278 308336 364

m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081339.D

Acq On : 2 Sep 2015 10:17

Operator : UM/1Z

Sample : G3479-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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, 2-methyl. .. 4.44 65.8 ng 1259660 1 6.39 382797 20.0
unknown6.16 6.16 98.6 ng 1888000 1 6.39 382797 20.0
Eicosane 10.35 2.2 ng 59597 4 10.88 536120 20.0
n-Decanoic acid 11.45 2.4 ng 65316 4 10.88 536120 20.0
Hexadecanoic acid... 12.32 2.8 ng 59311 5 13.49 425389 20.0
17-Pentatriacontene 13.39 12.9 ng 275200 5 13.49 425389 20.0
11-Tricosene 15.25 3.8 ng 60870 6 14.80 322166 20.0
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