LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 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-BF050416_.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 4.910 244 247 264 rBY 162342 423047 6.73% 0.776%
2 5.310 280 282 285 rBV 4389364 5182780 82.51% 9.501%
3 6.361 371 374 377 rBV 4115789 6091761 96.98% 11.168%
4 6.476 382 384 387 rVV 4882524 5426784 86.39% 9.949%
5 6.704 402 404 406 rBvV 1273789 1267639 20.18% 2.324%
6 6.864 415 418 420 rBV 3143121 4208616 67.00% 7.715%
7 7.276 451 454 456 rBV 3444891 3759533 59.85% 6.892%
8 7.984 514 516 519 rBV 1256415 1600956 25.49% 2.935%
9 9.070 607 611 613 rBY 5538103 6281563 100.00% 11.516%
10 9.470 643 646 648 rBY 812442 755538 12.03% 1.385%

11 9.676 662 664 667 rBvV 119832 114601 1.82% 0.210%
12 9.733 667 669 672 rBV 1285441 1753809 27.92% 3.215%
13 10.179 704 708 710 rBV 286202 271127 4._.32% 0.497%
14 10.396 724 727 730 rBV 97291 159406 2.54% 0.292%
15 10.476 730 734 736 rBvV2 90959 156489 2.49% 0.287%

16 10.533 736 739 741 rBV 3547922 4268707 67.96% 7.826%
17 10.647 747 749 756 rVB 325150 387410 6.17% 0.710%
18 11.093 786 788 790 rBV 145363 141260 2.25% 0.259%
19 11.219 797 799 801 rBV 1821396 1710821 27.24% 3.136%
20 11.756 845 846 852 rVvB2 325417 462432 7.36% 0.848%

21 12.431 903 905 906 rBV 45348 88236 1.40% 0.162%
22 12.465 906 908 913 rvv 79922 164798 2.62% 0.302%
23 12.545 913 915 919 rvv 312667 381724 6.08% 0.700%
24 12.808 935 938 940 rBV 5054146 5447754 86.73% 9.987%
25 13.711 1014 1017 1024 rBV 162591 229102 3.65% 0.420%

26 13.848 1026 1029 1031 rBV 1124382 1289774 20.53% 2.364%
27 14.351 1068 1073 1077 rBV2 53202 142815 2.27% 0.262%
28 14.682 1100 1102 1104 rVB2 82527 76663 1.22% 0.141%
29 14.922 1120 1123 1125 rBV 54980 65215 1.04% 0.120%
30 15.117 1137 1140 1143 rBV 84566 110785 1.76% 0.203%

31 15.219 1147 1149 1152 rVV 611773 931666 14.83% 1.708%
32 15.311 1155 1157 1163 rVB6 30883 75380 1.20% 0.138%
33 15.642 1183 1186 1189 rVB 52223 89236 1.42% 0.164%
34 18.088 1395 1400 1409 rVB2 160691 438203 6.98% 0.803%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial =: 30 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.294 1413 1418 1423 rVB 228200 592184 9.43% 1.086%

Sum of corrected areas: 54547814
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M

Quant Title

TIC Library :
TIC Integration Parameters: LSCINT.P

C:\DATABASENNISTO2.L

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF086757.D

5.31

4.91

6.48

6.36

6.86

7.28

0
Time-->

5.00 5.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

7.98

B

10.18101

TIC: BF086757.D

10.53

11.22

11.0
A

11.76

1

12.54

13.7
A

T
Time--> 8.00

8.50 9.00 9.50 10.00

10.65
K]
I

10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

13.85

0

15.22
14.35 14-6814.925-1A5.31 15.64

TIC: BF086757.D

18.0018.29

Time-->

14.00

14.50 15.00 15.50

16.00

16.50 17.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 13.35 ng 423047 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 dl-4-Amino-3-hydroxybutyric acid 119 C4HONOS3 000352-21-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 247 (4.910 min): BF086757.D (-244) (-) m/z 43.00 100.00%
43
5000 59 L
101 IBERAREE SR RS LR
460 4.80 5.00 5.20
O Sl S8 8 | | "m/z 59.10 48.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 101.10 13.63%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 13.47%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide RN e
43 460 4.80 5.00 5.20
m/z 41.05 9.42%
5000 59
73
0 28 37 || 51 67 79 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown6.48 Concentration Rank 1

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

6.48 171.24 ng 5426780 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 384 (6.476 min): BF086757.D (-382) (-) m/z 132.10 100.00%
68
5000
40 6 LI I I LR I
54 75 104 ‘ 6.20 6.40 6.60 6.80
o..,....,....,...!~,||.|.‘.‘?i!.|..‘,”.r!-.'.|,..':-.,..5.‘.7,....,.'!..,.1.1.5.,....,'...,... m/z 68.05 52.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RS S L R U
6.20 6.40 6.60 6.80
21 70 m/z 66.05 36.72%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 640 6.60 680
5000 m/z 134.10 32.58%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methy!- R B
132 6.20 6.40 6.60 6.80
m/z 69.05 22 _47%
5000
63
oL 15 27 39 82 % 77 %2 108 .7 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.18 6.18 ng 271127 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 59
Abundance Scan 708 (10.179 min): BF086757.D (-704) (-) m/z 57.10 100.00%
43 7
5000 1
85

9.80 10.00 10.20 10.40

99 113127141155169

Ol b e A TR e e e e e e m/z 43.10 81.65%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 L L L L L L L L L L L LB}
a5 9.80 10.00 10.20 10.40
29 m/z 71.10 48.08%
o | L L “ 99113127141155169183197 226
T [ R T PP e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
= 9.80 10.00 10.20 10.40
5000 m/z 41.10 39.29%
85
29
. 99113127141155160 282
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane i AR TR S
43 57 9.80 10.00 10.20 10.40
m/z 85.10 31.81%
71
5000
85
29
s ||| eusenames e
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 5 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.65 9.06 ng 387410 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 83

Abundance Scan 749 (10.647 min): BF086757.D (-747) (-) m/z 57.10 100.00%

43 Y

5000

10.40 10.60 10.80 11.00

99 113127141155169183

0 m/z 43.10 82.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA I L B L B L B B
85 10. 40 10 60 10 80 11. 00
29 m/z 71.10 48 .64%
L e
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
A BEREE R RS SRS E
10.40 10.60 10.80 11.00
5000 4! m/z 41.10 38.85%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane L B

43 97 10.40 10.60 10.80 11.00

m/z 85.10 31.04%
71
5000
85
29
das [ L || | usunass s

m/z--> 2I0 4IO 6I0 8I0 lCI)O 120 140 160 180 200 220 240 ZéO ZEIEO 10.40 10.60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 6 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.76 10.81 ng 462432 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 74
Abundance Scan 846 (11.756 min): BF086757.D (-845) (-) m/z 43.10 100.00%
48
60 o
5000
e 1140 1160 1180 100
143157171185 213 . . . .
Obrrr el 1997 2r 26 m/z 41.10 74.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 LR R UL SUGLIA RGN
nmnmnmnm
m/z 60.00 73.78%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73 )
- 11040 11.60 11.80 12.00
5000 m/z 73.05 67.46%
129 242
87 199
. 101115 | 143157171185 213996
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 ]
Abundance #46615: Undecanoic acid R RSy o
60 7 11.40 11.60 11.80 12.00
m/z 57.10 65.61%
5000 43
29 129 43
101115 186
0 --1?.-‘-‘--‘.‘-‘--‘- | \ | H \”,1;‘37,17,1, A SN\ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.54 11.84 ng 381724 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 915 (12.545 min): BF086757.D (-913) (-) m/z 43.10 100.00%
43
57 73
5000
12.20 12.40 12.60 12.80
Obrrrprrrrhi m/z 73.05 74.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43
73 284
12.20 12.40 12.60 12.80
m/z 57.05 74 .18%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
—v—rv—v—v—v—rv—v—v—vj—v—v—v—vj—v—v—v—v—r
43 12.20 12.40 12.60 12.80
5000 129 m/z 60.00 72 .69%
29 185 228
87 115
o 59 149 166 199713
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid
60 12.20 12.40 12.60 12.80
m/z 41.10 70.27%
5000 43
29 85 129
101115 186
0 15\“w\\ww\\w‘\mﬂlw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 8 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

1371 7.41ng 229102  Chrysene-di2 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 1-Docosene 308 C22H44 001599-67-3 95

2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1017 (13.711 min): BF086757.D (-1014) (-) m/z 57.10 100.00%
57
4 83
5000
13.40 13.60 13.80 14.00
139 167 230 267 ' : ' :
Obrrrprrrefle 193209 282 m/z 43.05 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 LA L L L L L LN |
29 13.40 13.60 13.80 14.00
195 m/z 55.10 88.88%
ol14 || 153168
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 83
e
13.40 13.60 13.80 14.00
5000 m/z 83.05 65.01%
111
o 68
139 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester EEEESEEE T S R S
13.40 13.60 13.80 14.00
m/z 41.05 61.59%
B /—\/LL/\MA
o 139154 182 210
A IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 9 Cyclotetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.35 4.43 ng 142815 Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 11-Tricosene 322 C23H46 052078-56-5 87
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 81
Abundance Scan 1073 (14.351 min): BF086757.D (-1068) (-) m/z 43.10 100.00%
5000
125 207 UL A B BN
1 l 240 557 355 14.00 14.20 14.40 14.60
o’ At “ e e B R B m/z 55.10 97.11%
m/z--> 150 200 250 300 350
Abundance #135652: Cyclotetracosane
43
83
5000 L A IR UL R B
11 14.00 14.20 14.40 14.60
m/z 57.05 92.63%
m/z--> 50 100 150 200 250 300 350
Abundance
55
97 1400 1420 14.40 1460
5000 m/z 97.10 65.81%
29
125
0 79 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #129062: 11-Tricosene R e EEaE L
43 14.00 14.20 14.40 14.60
m/z 83.10 65.42%
5000 8
111
o | L 140 168 196 204243 266 204 322
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 10 unknownl5.12 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.12 4.76 ng 110785 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene, 3-(1-oxobuthoxy)- 456 C31H5202 137036-79-4 43
2 Benzo[a]pyrene 252 C20H12 000050-32-8 35
3 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 30
4 Perylene 252 C20H12 000198-55-0 25
5 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 25
Abundance Scan 1140 (15.117 min): BF086757.D (-1137) (-) m/z 252.10 100.00%
2
368 B M VDN A 0 ORI
283 341 \ 14.80 15.00 15.20 15.40
0 MY BEERENE o4 T m/z 147.05 56.79%
m/z--> 50 100 150 200 250 300 350
Abundance #165056: Cholest-5-ene, 3-(1-oxobuthoxy)-
43
5000 368 LR UL I SN B
71 14.80 15.00 15.20 15.40
105 147 m/z 43.10 51.61%
ol H | \\ Ll g2l 173101218 237 28330 326 350 |
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 105.10 44 _44%
126
0 51 74 100 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance #88648: Phenol, 2,4-dibromo- B AREmmEEE R
252 14.80 15.00 15.20 15.40
m/z 145.05 43.71%
5000 63
143
92 172 ’
0 \|\ ‘Ju H il.:!.? I\Hllli\ 195|2|23||||||||||||||||
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 11 9,19-Cyclolanost-24-en-3-ol... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.09 18.81 ng 438203 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,19-Cyclolanost-24-en-3-o0l, ace... 468 C32H5202 001259-10-5 76
2 9,19-Cyclolanost-24-en-3-o0l, ace... 468 C32H5202 124094-10-6 50
3 9,19-Cycloergost-24(28)-en-3-ol,... 426 C30H500 000469-39-6 45
4 9,19-Cycloergost-24(28)-en-3-ol, ... 468 C32H5202 010376-42-8 38
5 Silane, (9,19-cyclo-9.beta.-lano... 498 C33H580Si 017608-55-8 37
Abundance Scan 1400 (18.088 min): BF086757.D (-1395) (-) m/z 43.10 100.00%
a3
407 LN UM BN IR B
18721524 0 303 4 467 17.80 1800 18.20 18.40
O m/z 55.05 94 _45%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166219: 9,19-Cyclolanost-24-en-3-ol, acetate, (3.beta.)-
43
69
5000 95 LI UM BN IR B
21, 17.80 18.00 18.20 18.40
175 408 m/z 69.10 73.82%
18
o m»w@@@yﬁﬁmmﬁﬁ
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
69
B 17.80 18.00 18.20 18.40
5000 m/z 41.10 48.79%
7175, - 408
231255 | 311 599365 468
O T T T L e e e R A
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #161312: 9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl-, ... e e
55 17.80 18.00 18.20 18.40
m/z 95.10 44 _41%
95
5000
‘ 393
29
0 .Hktﬂn. e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 12 1,4-Methanoazulen-7-ol, dec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.29 25.42 ng 592184 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanoazulen-7-ol, decahydr... 222 C15H260 018319-27-2 56
2 1,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 50
3 Tetracosapentaene, 2,6,10,15,19,... 412 C30H52 026266-08-0 47
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 42
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 38
Abundance Scan 1418 (18.294 min): BF086757.D (-1413) (-) m/z 69.10 100.00%
60
41
95
l 18.00 18.20 18.40 18.60
ob— Ll m/z 55.05 77.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71019: 1,4-Methanoazulen-7-ol, decahydro-4,8,8,9-tetramet...
4
67 109
5000 L UL UL BULLLN B
135 18.00 18.20 18.40 18.60
‘ 161 189 m/z 41.10 68.82%
GIHH T —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
18.00 18.20 18.40 18.60
0
5000 4, 93 m/z 95.10 59.49%
135
o 161 203 231 271 299 327 357 383 426
m/z--> 50 100 150 200 250 300 350 400
Abundance #158883: Tetracosapentaene, 2,6,10,15,19,23-hexamethyl- R B S
69 18.00 18.20 18.40 18.60
m/z 81.10 50.13%
50000 41 9% 137 \ﬂ\ﬁ~—d/\\~J/\b—x\vﬂd\_gj
oL [} 273 299350343 369 412
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086757.D

Acq On > 7 May 2016 7:05

Operator : UM/SJ

Sample : H2720-05

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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]
2-Pentanone, 4-hy... 4 .91 13.4 ng 423047 1 6.70 1267640 40.0
unknown6 .48 6.48 171.2 ng 5426780 1 6.70 1267640 40.0
Hexadecane 10.18 6.2 ng 271127 3 9.73 1753810 40.0
Eicosane 10.65 9.1 ng 387410 4 11.22 1710820 40.0
n-Hexadecanoic acid 11.76 10.8 ng 462432 4 11.22 1710820 40.0
Octadecanoic acid 12.54 11.8 ng 381724 5 13.85 1289770 40.0
1-Docosene 13.71 7.1 ng 229102 5 13.85 1289770 40.0
Cyclotetracosane 14 .35 4.4 ng 142815 5 13.85 1289770 40.0
unknown15.12 15.12 4.8 ng 110785 6 15.22 931666 40.0
9,19-Cyclolanost-... 18.09 18.8 ng 438203 6 15.22 931666 40.0
1,4-Methanoazulen... 18.29 25.4 ng 592184 6 15.22 931666 40.0
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