LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample : Gle77-11

Misc :

ALS Vial : 15 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-BF040115.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 1.024 10 12 14 rvv 899711 853460 42.39% 5.038%
2 1.127 18 21 24 rVB 210364 317647 15.78% 1.875%
3 1.275 32 34 40 rVB 79868 110352 5.48% 0.651%
4 1.527 54 56 63 rBv 118999 262411 13.03% 1.549%
5 1.618 63 64 97 rvB 1087997 2013551 100.00% 11.887%
6 4.521 316 318 326 rvVB 101649 151628 7.53% 0.895%
7 5.116 367 370 373 rBVY 966572 1146617 56.95% 6.769%
8 6.453 485 487 490 rBV 849559 1176868 58.45% 6.948%
9 6.567 495 497 500 rBV 1131037 1213359 60.26% 7.163%
10 6.853 520 522 525 rBV 214297 237209 11.78% 1.400%

11 7.047 536 539 541 rBV 742926 924952 45.94% 5.461%
12 7.562 581 584 586 rBV 818023 776295 38.55% 4 _.583%
13 8.430 658 660 663 rBvV 260993 324383 16.11% 1.915%
14 9.779 776 778 781 rVB 1542020 1507842 74.88% 8.902%

15 9.928 789 791 793 rBV 27209 27915 1.39% 0.165%
16 10.293 821 823 830 rVvB 74855 99329 4._.93% 0.586%
17 10.591 846 849 852 rBV 455707 469825 23.33% 2.774%
18 11.196 900 902 904 rVvB 58595 54843 2.72% 0.324%
19 11.471 923 926 927 rBV 29188 34665 1.72% 0.205%

20 11.562 932 934 937 rBV2 824298 990270 49.18% 5.846%

21 11.791 951 954 957 rBV 62231 111398 5.53% 0.658%

22 12.339 1000 1002 1004 rBV 62298 63900 3.17% 0.377%
23 12.374 1004 1005 1007 rVvVv 27994 29084 1.44% 0.172%
24 12.419 1007 1009 1011 rVB 366139 443933 22.05% 2.621%
25 12.877 1047 1049 1051 rVB 41499 45922 2.28% 0.271%
26 13.174 1073 1075 1079 rBV2 14302 28160 1.40% 0.166%
27 13.379 1091 1093 1097 rBV 41684 42053 2.09% 0.248%
28 13.860 1133 1135 1138 rBV 25445 29585 1.47% 0.175%

29 14.408 1180 1183 1186 rVB 1718813 1921822 95.44% 11.346%
30 15.597 1284 1287 1292 rBV 220800 329725 16.38% 1.947%

31 15.677 1292 1294 1297 rVB 493556 518612 25.76% 3.062%

32 16.420 1356 1359 1364 rBV 14974 30143 1.50% 0.178%
33 17.403 1442 1445 1448 rBV 416122 520734 25.86% 3.074%
34 17.586 1458 1461 1464 rBV 11932 21029 1.04% 0.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample : Gle77-11

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.963 1492 1494 1496 rBV 12865 23743 1.18% 0.140%
36 18.008 1496 1498 1510 rVB2 31630 85600 4._.25% 0.505%

Sum of corrected areas: 16938864
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF078414.D

1500000

1.62
1000000{ 1.02 5.12

500000

1.28 1.5 4.52 L

6.57

6.49
7.05

7.56

e o SESHSHRSEU LS LS

T I
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.

Abundance TIC: BF078414.D

9.78
1500000

1000000
11.56

500000 10.59

8.43

J 003 10.20 11204 47 11,79

12.42

12/\.88 13.113]\.38 13.86

A
T T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50 13.00 13.50 14.00

Abundance TIC: BF078414.D

1500000

1000000

15.68
500000 17.40

15.

16.42 17.59 1¥581

R T e L e e S

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

19.50 20.00 20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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, 2,2-dimethoxy- Concentration Rank 4

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

1.02 71.96 ng 853460 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 12 (1.024 min): BF078414.D (-10) (-) m/z 73.10 100.00%
73
5000 43
89
1.00 1.10 1.20 1.30 1.40
55
S NTINE . M i NS N N —— m/z 43.10 48.10%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.00 1.10 1.20 1.30 1.40
a1 89 m/z 89.10 29.31%
T |"%¢'|"'%$l"'4§|"??l L UL UL B BURL
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
1.00 1.10 1.20 1.30 1.40
5000 m/z 41.05 9.31%
45
29
39 | 50 ® 67 101
mz> 20 30 40 50 60 70 80 9 100
Abundance #2102: Propane, 2-methoxy-2-methyl- RRRREREEEL sy na i L
78 1.00 1.10 1.20 1.30 1.40
m/z 45.10 6.99%
5000
41
- ‘ 57
”I"“JP"”Iﬂﬁq?%”il"'W'l"P"'l'”'I"'W
m/z--> 20 30 40 50 60 70 80 90 100 1.00 1.10 1.20 1.30 1.40

8270-BF040115.M Mon Apr 13 13:10:14 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

1.28 9.30 ng 110352 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 34 (1.275 min): BF078414.D (-32) (-) m/z 73.05 100.00%
7B
5000
43 55 87 N
. | 100 1.20 1.40 1.60
SN /N NSNS PPN § NN AN m/z 43.10 32.51%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.00 120 140 1.60
55 87 m/z 87.10 27.31%
?9 35‘\w\ ‘ 67 |
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
100 120 140 160
5000 m/z 55.10 23.93%
43
2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- e
7B 1.00 120 1.40 1.60
m/z 71.10 12.15%
5000
45
29
‘ 3‘9“\ ® 67 | 101
miz--> 0 10 20 30 40 50 60 70 8 90 100 100 120 140 1.60

8270-BF040115.M Mon Apr 13 13:10:15 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.52 12.78 ng 151628 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 318 (4.521 min): BF078414.D (-316) (-) m/z 43.05 100.00%
43
59
5000
o 420 440 460 480
...,....,....,....l,'::..?.l.'el,....,....,Ei?..,....~,|....,....,....,....,...., m/z 59.10 56.58%
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 LN LA AR
59 420 440 460 480
m/z 101.10 18.76%
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
420 440 460 480
5000 M m/z 58.10 16.42%
68
50 126 14
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one e R
43 4.20 4.40 4.60 4.80
m/z 41.10 8.94%
5000
55
2l eamn 8 98
R I IR IR UL AL IR IR UL RIS SRR LS RS SRS BARR B SARARADESEE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 unknown6.57 Concentration Rank 2

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

6.57 102.30 ng 1213360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 497 (6.567 min): BF078414.D (-495) (-) m/z 132.00 100.00%
132
5000 68
96 SRR L R
40 5y -8 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 43.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 L I R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.38%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .06%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine- proplonyl R o R &
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.70%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SNSNND § G A SN
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 9 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.33 ng 54843 Acenaphthene-d10 10.59
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 Tetracosane 338 C24H50 000646-31-1 83
4 Tetratetracontane 619 C44H90 007098-22-8 78
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72
Abundance Scan 902 (11.196 min): BF078414.D (-900) (-) m/z 57.05 100.00%
e & \AAJWLJVL,,vAﬁM~,VAwJULJ
5 - 1080 1100 1120 11,40 1160

m/z 43.05 77 .35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57

5000 L e
4 85 1080 11. OO 11. 20 11. 40 11. 60

m/z 71.05 64 .49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57

10 80 11. OO 11. 20 11. 40 11.60

5000 m/z 85.10 39.20%
41 85
23 113 141 169 197 226
WWWWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57 10.80 11.00 11.20 11.40 11.60

m/z 41.10 36 .86%

5000 P
4
‘ ‘ 13 141 169 197 225 253 281 309 338

! I “ | \‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 80 11. OO 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 10 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.02 ng 111398 Phenanthrene-d10 12.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 954 (11.791 min): BF078414.D (-951) (-) m/z 57.10 100.00%

5000 85

SN
a0
~

13 1 11.40 11.60 11.80 12.00 12.20
m/z 71.10 67.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 llllllllllllllllll
85 11. 40 11. 60 11. 80 12. OO 12 20
29 m/z 43.10 66.28%
‘ ‘ Loy, 118 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R e o N
11.40 11.60 11.80 12.00 12.20
5000 85 m/z 85.10 43.93%
29 113

141 169 197 225 254
WWWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #136481: Tetracosane
57 11.40 11.60 11.80 12.00 12.20
m/z 41.10 29.46%
5000 85
29 113
| e 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 11 Heptacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.34 2.88 ng 63900 Phenanthrene-d10 12.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1002 (12.339 min): BF078414.D (-1000) (-) m/z 57.10 100.00%
57
2% T JM
| ] 12100 1220 1740 1260
T e — m/z 43.10 71.62%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 R A SR BN IR B
85 12,00 12.20 12.40 12.60
m/z 71.10 65.96%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.00 12.20 12.40 12.60
5000 g5 m/z 85.10 45 _46%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #64575: Pentadecane A R E s S e
57 12.00 12.20 12.40 12.60
m/z 41.10 34 .99%
h 1 W/\J/\M
29
Tl s 141 169 212
m/z--> 50 100 150 200 250 300 350 ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 12 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.88 2.07 ng 45922 Phenanthrene-d10 12.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1049 (12.877 min): BF078414.D (-1047) (-) m/z 57.10 100.00%
57
71
43

5000

99 113157141 12.60 12.80 13.00 13.20
m/z 71.10 72.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane
57
43
71
5000 85 LA L L L L L L L LB L
12160 1280 13.00 13.20
29 % m/z 43.05 64 .58%
113
L Pwnasioime 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R e B R B
71 12.60 12.80 13.00 13.20
5000 85 m/z 85.10 47 .51%
29 99 113
127141 155169 183 197 211 225 239 254
T T T T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane o B A,
57 12.60 12.80 13.00 13.20
43 m/z 41.10 29.44Y%
71
5000 85
29 99
Ll 18127141 155169182 106210 240
R o o B A R et N e e e,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12160 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 13 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.60 12.72ng 329725  Chrysene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

2 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83
Abundance Scan 1287 (15.597 min): BF078414.D (-1284) (-) m/z 83.10 100.00%
5000 S
125

15.20 15.40 15.60 15.80 16.00
m/z 57.10 97.86%

139153167182

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43
83
97
5000
29 15.20 15.40 15.60 15.80 16.00
195 m/z 55.10 95.51%
J | 139153167 182196210224 252 280
RERRRSER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 [rTrrr iyt rrrrrrrryrt
15.20 15.40 15.60 15.80 16.00
5000 m/z 43.10 93.61%

83
97

111
125940155 182 210

mwmw’wwwwwwmﬂ
20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z-->
Abundance #83793: 1-Hexadecanol R B e
5 69 15.20 15.40 15.60 15.80 16.00

83 m/z 69.10 88.99%
5000
111
5
139154168 196 224

R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample - Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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 14 13-Tetradecen-1-ol acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.01 3.29 ng 85600 Perylene-d12 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 83
3 1-Docosene 308 C22H44 001599-67-3 72
4 1-Hentetracontanol 593 C41H840 040710-42-7 64
5 1-Eicosanol 298 C20H420 000629-96-9 64
Abundance Scan 1498 (18.008 min): BF078414.D (-1496) (-) m/z 57.10 100.00%
57
97
5000
125
l ‘ | 191 17.|60 17.I8O 18.|00 18.|20 18.|40
...,....“...,”.:,a.”,...w....“...,”..,.”., m/z 43.10 91.41%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #90869: 13-Tetradecen-1-ol acetate
43
5000 R SR DU R BN
111 17. 60 17. 80 18 00 18. 20 18 40

m/z 55.05 84 .29%

L‘lh167194 224 254

m/z--> 0 5 200 250 300 350 400 450 Mk\,\/m
Abundance
57
97 AR AR R R
17.60 17.80 18.00 18.20 18.40
5000 m/z 97.10 75.93%
29 125

153
181209 236 267292 320 348 376 406 434 462 490

m/z--> 0 50 100 150 200 250 300 350 400 450

i

Abundance #121981: 1-Docosene R L B
55 17.60 17.80 18.00 18.20 18.40
m/z 83.10 74 .11%
97
5000
29
125
] ‘ | 153181 308 A
m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17. 80 18 00 18. 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078414.D

Acq On : 10 Apr 2015 22:17

Operator : TP/1Z

Sample : Gle77-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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, 2,2-dime... 1.02 72.0 ng 853460 1 6.85 237209 20.0
Butane, 2-methoxy... 1.28 9.3 ng 110352 1 6.85 237209 20.0
2-Pentanone, 4-hy... 4.52 12.8 ng 151628 1 6.85 237209 20.0
unknown6 .57 6.57 102.3 ng 1213360 1 6.85 237209 20.0
Eicosane 11.20 2.3 ng 54843 3 10.59 469825 20.0
Octadecane 11.79 5.0 ng 111398 4 12.42 443933 20.0
Heptacosane 12.34 2.9 ng 63900 4 12.42 443933 20.0
Hexadecane 12.88 2.1 ng 45922 4 12.42 443933 20.0
3-Eicosene, (E)- 15.60 12.7 ng 329725 5 15.68 518612 20.0
13-Tetradecen-1-o... 18.01 3.3 ng 85600 6 17.40 520734 20.0
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