LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator : SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 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-BF020116.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 1.701 8 10 11 rVB 155869 207206 3.75% 0.387%
2 1.735 11 13 56 rvB 2103592 4263136 77.13% 7.970%
3 4.741 274 276 285 rBV 769270 1522687 27.55% 2.847%
4 5.199 313 316 319 rBV 3967066 4717630 85.35% 8.820%
5 6.147 397 399 402 rBV 484546 508574 9.20% 0.951%
6 6.273 406 410 412 rBV 4424162 5353383 96.85% 10.008%
7 6.376 417 419 422 rBV 3984033 4912843 88.88% 9.185%
8 6.604 437 439 442 rBV 1042968 948697 17.16% 1.774%
9 6.764 450 453 455 rBV 4109255 3734952 67.57% 6.983%
10 7.187 486 490 492 rBV 2889778 3695756 66.86% 6.909%
11 7.656 529 531 536 rBY 51155 66591 1.20% 0.124%

12 7.896 549 552 554 rBV 1596838 1374576 24.87% 2.570%
13 8.650 616 618 627 rVB 349851 347507 6.29% 0.650%
14 8.982 643 647 649 rBV 5140684 5527314 100.00% 10.333%
15 9.382 679 682 684 rBvV 793383 850497 15.39% 1.590%

16 9.599 698 701 702 rBV 176659 167123 3.02% 0.312%
17 9.645 702 705 708 rvB 1707329 1510019 27.32% 2.823%
18 9.828 718 721 725 rBV2 35165 79932 1.45% 0.149%
19 10.091 742 744 746 rVB 199121 222900 4._.03% 0.417%
20 10.308 760 763 767 rBV 75707 149642 2.71% 0.280%

21 10.433 771 774 777 rVB 3141875 3435569 62.16% 6.423%
22 10.571 784 786 790 rBV 195991 305354 5.52% 0.571%
23 10.753 800 802 807 rBv4 28361 67946 1.23% 0.127%
24 11.016 823 825 826 rBV 99790 104690 1.89% 0.196%
25 11.119 832 834 837 rVB 1337874 1353271 24.48% 2.530%

26 11.679 881 883 885 rBvV 87055 86297 1.56% 0.161%
27 12.548 957 959 962 rvVvB2 89135 88343 1.60% 0.165%
28 12.719 971 974 976 rBV 3249863 4402772 T79.65% 8.231%
29 13.622 1050 1053 1056 rBV2 318755 465564 8.42% 0.870%
30 13.748 1062 1064 1067 rBV 1028791 1140582 20.64% 2.132%

31 14.251 1106 1108 1112 rBV 64238 91946 1.66% 0.172%
32 14.605 1137 1139 1141 rBV 59691 60443 1.09% 0.113%
33 14.834 1157 1159 1164 rBV 66757 115493 2.09% 0.216%
34 15.108 1180 1183 1186 rBV 745161 877199 15.87% 1.640%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator : SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 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:\HPCHEMI1I\BNA_F\METHODS\8270-BF020116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.531 1217 1220 1222 rBV 52125 90170 1.63% 0.169%
36 15.634 1227 1229 1232 rVB2 38166 60048 1.09% 0.112%
37 16.445 1296 1300 1303 rBV 28384 64592 1.17% 0.121%
38 16.834 1330 1334 1341 rBV4 60721 177650 3.21% 0.332%
39 17.017 1347 1350 1356 rVB2 23522 64584 1.17% 0.121%
40 17.531 1388 1395 1399 rBV9 15913 62913 1.14% 0.118%
41 17.691 1404 1409 1415 rBV5 43530 148445 2.69% 0.278%
42 18.526 1477 1482 1486 rBV5 18914 64849 1.17% 0.121%

Sum of corrected areas: 53489685
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085022.D
5000000
6.27
6.76
4000000 5.20 6.38
3000000 7.19
1.74
2000000
6.60
1000000 4.74
6.15
; A
e e e e T ST
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085022.D
5000000 8|98
4000000
10.43 12.72
3000000
2000000
7.90 9.64
11.12
1000000 9.38
8.65
WA 90 g g3 10,090,3119574 75 110 11.68 12,55
— T B L e b A ey N B e e e o o SN B e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF085022.D
5000000
4000000
3000000
2000000
13.75
1000000 15.11
B.6
0 144’.\25 14.6114.83 158363 16.45 16.837.02 17.58/.69 18.53
= e P e P P S e R e T
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\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.70 4_.37 ng 207206 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 10 (1.701 min): BF085022.D (-8) (-) m/z 73.10 100.00%
7B
5000
3 87
| ‘ &7 1.70 1.80 1.90 2.00 2.10
SN - A N U -1 X T m/z 55.10  31.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.70 1.80 1.90 2.00 2.10
55 87 m/z 87.10 26.78%
o e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1.70 1.80 1.90 2.00 2.10
5000 - m/z 43.10 22 .51%
43
27
15 37 67 83 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl-
5 7B 1.70 1.80 1.90 2.00 2.10
m/z 41.10 12.20%
5000
43
"'I'"'I"'hfﬁ'?zuklh'I"lhI"§?I'="I§?"I"??I""I}}EI" HUAR AR AN AR AL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 32.10 ng 1522690 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 276 (4.741 min): BF085022.D (-274) (-) m/z 43.05 100.00%
43
59
5000
1o 440 460 480 500
i al sl e0 om0 g0 59,88
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 17.58%
15 31 101
\ 25,7 37, 53 83
miz--> R P I NS N N N
Abundance
59
440 460 480 500
5000 41 m/z 58.10 13.92%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L L L L LB B | 1
59 440 460 480 5.00
m/z 41.10 9.17%
5000
a1 101
15 ! \3\1 ! ‘ [ 53\\ 69 83

m/z--> 10 20 30 40 50 60 70 80 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\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 unknown6.38 Concentration Rank 1

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

6.38 103.57 ng 4912840 1,4-Dichlorobenzene-d4 6.60
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 419 (6.376 min): BF085022.D (-417) (-) m/z 132.00 100.00%
132
5000 68
96 AR RAREE RALEE RS
40 54 28 | 106 J 6.00 6.20 6.40 6.60 6.80
AN W - N | A m/z 68.10  44.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AN RS RRARE AR
6.00 6.20 6.40 6.60 6.80
m/z 134.00 33.14%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 28.88%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R o N R
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 18.93%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SN O IR
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 Benzeneacetonitrile, .alpha... Concentration Rank 6

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

8.65 5.06 ng 347507 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetonitrile, .alpha.-hyd... 133 C8H7NO 000532-28-5 64
2 Phthalimidine 133 C8H7NO 000480-91-1 49
3 Benzeneacetonitrile, 4-hydroxy- 133 C8H7NO 014191-95-8 27
4 Furo[2,3-c]pyridine, 2-methyl- 133 C8H7NO 069022-76-0 25
5 3-(4-Pyridyl)acrylaldehyde 133 C8H7NO 026505-36-2 22

Abundance Scan 618 (8.650 min): BF085022.D (-616) (-) m/z 133.00 100.00%
77 133
105
51
115
5000
39 63 89 URREE UL LA RN
| || 8.40 8.60 8.80 9.00
et el b el | TmZZz 77.10  88.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14255: Benzeneacetonitrile, .alpha.-hydroxy-
51 v 105
133
5000 LI L L L L L L L
115 8.40 8.60 8.80 9.00
m/z 105.00 80.45%
63 89
”,..”,..“,..“,..”\Jlnlwu.,um.‘.“:h.”.,.”t,u..,“..,J..,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
133
e
104 8.40 8.60 8.80 9.00
5000 -7 m/z 132.00 71.20%
51
27 39 63 89
wwwmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14246: Benzeneacetonitrile, 4-hydroxy- e e
133 8.40 8.60 8.80 9.00
m/z 51.10 70.99%
5000 78 106
51
39 ‘ 90 ‘
.w.4?.“.?T,”.;,.”.;M.”,éu.w..wn“...l”.9?.nt,}}f,..“,..”,.. U N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.09 2.95 ng 222900 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tridecane 184 C13H28 000629-50-5 83
4 Heptadecane 240 C17H36 000629-78-7 78
5 Dotriacontane 451 C32H66 000544-85-4 64

Abundance Scan 744 (10.091 min): BF085022.D (-742) (-) m/z 57.10 100.00%
57
43
5000
9 113 9.80 10.00 10.20 10.40
126 140 154 m/z 43.10 65.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 & L LR IR SULRLRN R
g5 9. 80 10. 00 10.20 10.40
29 m/z 71.10 38.03%
‘ L L w 99 113 127 141 155 169 183 197 226
IIII"''I""I""I""I""I""IIIII rTTTyrTTTTTTT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
a3 o7
9.130 10.'00 10.'20 10.'40
5000 oo m/z 85.10 32.61%
29
9 113 197 141 155 168 182 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #45544: Tridecane TT T[T T T T [T T T T [ T T T T[T TTT
43 97 9.80 10.00 10.20 10.40
m/z 41.10 29.59%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.57 4_.51 ng 305354 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 786 (10.571 min): BF085022.D (-784) (-) m/z 57.10 100.00%
57
5000 85
4 ) WA S T
113 10.20 10.40 10.60 10.80
...,....,|...|,.!'..,!~...-1,..:1.,.'..1.f‘.1...1.‘?.9.,..1..97.... sl m/z 43.10  65.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86886: 2-Bromo dodecane
57
5000 a5 UM AR U B
4 10. 20 10 40 10. 60 10.80
m/z 71.10 56.93%
113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10,20 10.40 10.60 10.80
5000 m/z 85.10 39.95%
41 85
23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122578: Tridecane, 1-iodo- e B B
57 10.20 10.40 10.60 10.80
m/z 41.10 26.39%
5000 85
4
183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 20 10 40 10. 60 10. 80

8270-BF020116.-M Fri Feb 12 13:48:18 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.62 8.16 ng 465564 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 89
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 68
3 1-Hexacosanol 382 C26H540 000506-52-5 60
4 1-Tetracosanol 354 C24H500 000506-51-4 53
5 1-Nonadecene 266 C19H38 018435-45-5 52
Abundance Scan 1053 (13.622 min): BF085022.D (-1050) (-) m/z 57.10 100.00%
57
83
5000
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—h
147 13.40 13.60 13.80 14.00
N 198 28t m/z 43.10 84.08%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 RIS AR BN SRR B
13.40 13.60 13.80 14.00
111 m/z 55.05 79.43%
‘M‘Md\ﬁ 139167 196 224 267292 321 462 490
miz--> 0 55 160 1éo 260 2%0 300 350 460 4%0 '
Abundance
57
83 SR BN BN SRR B
13.40 13.60 13.80 14.00
5000 m/z 83.05 61.37%
111
29 168
139
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 '
Abundance #152038: 1-Hexacosanol
43 13.40 13.60 13.80 14.00
m/z 97.10 57 .50%
5000 83
18 MJ Pll
LU L] L 139 168 196 224 252278 308336 364
miz--> 0 5'0 1(')0 1éo 2(')0 250 3(')0 350 4(')0 4&1,0 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 Pentadecane, 8-heptyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.63 ng 115493 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 1159 (14.834 min): BF085022.D (-1157) (-) m/z 57.10 100.00%
g7
4 TrrrfrrrrJjrrrr[frrrr|rrri
14.60 14.80 15.00 15.20
e m/z 71.10 54_17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LI S I IS B
14.60 14.80 15.00 15.20
m/z 43.10 53.28%
..,....,...‘l,..“..,‘....‘,.ﬂi.t.l.?.l... 160180 " 2ospa0zss 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
1460 14.80 15.00 15.20
5000 85 m/z 85.10 43.24%
41
26 U3 141 169 197 205 254
mmwwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane L I o
57 14.60 14.80 15.00 15.20
m/z 55.10 18.17%
5000 85
4
w8 | ) 13 169 197 226
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.53 2.06 ng 90170 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 1220 (15.531 min): BF085022.D (-1217) (-) m/z 57.10 100.00%

5000
99 RS NN DR DU BN
141 207 15.20 15.40 15.60 15.80

m/z 71.05 61.03%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #172957: Tetratetracontane
57
5000 TT [T T I T [T T T T[T T T T[T TTIT]
15.20 15.40 15.60 15.80
m/z 43.10 59.73%
25“ \H“‘él 183 225 267 309 351 393 435 491 535 574 617
.”.P.”,”.w.”...” T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R R AR
15.20 15.40 15.60 15.80
5000 m/z 85.10 48 .08%
99
15 141 183 225 267 311 367 410
T T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane R s A
57 15.20 15.40 15.60 15.80
m/z 55.00 17.43%
5000
99
26, J JJ 141 183 225 296
T e T T R R RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 _beta.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.83 4_.05 ng 177650 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 86
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 46
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 17
5 Ethinyl Estradiol 296 C20H2402 000057-63-6 16
Abundance Scan 1334 (16.834 min): BF085022.D (-1330) (-) m/z 43.10 100.00%
43
107
145
5000
" 16,60 16.80 17.00 17.20
— m/z 55.10 70.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43
5000 " 16,60 16.80 17.00 17.20
107
81 ‘ 0 414 m/z 107.00 69.04%
255
—— m ‘HH H“\ ‘\‘\ ‘M\ Hm “H \HE‘\H HH \ ‘ 233 ‘ 2?5 ‘ 354 381 “l |‘L|
m/z--> 200 250 300 350 400
Abundance
43
" 16,60 16.80 17.00 17.20
5000 81 197 m/z 145.10 58.78%
145 414
213 303
173 255 329 381
233 | 275 354
miz-> 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro-
43 16.60 16.80 17.00 17.20
m/z 81.10 52.13%
5000
414
69 105
145
ol H M HL M\ gl b, d \78 213 246 273 303 329 354 381 I
m/z--> 55 100 1éo 200 250 360 3%0 460 1660 1680 1700 1720
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator =: SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.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 13 unknownl7.69 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.69 3.38 ng 148445 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 35
2 Nonacosane 408 C29H60 000630-03-5 27
3 Tetratriacontane 479 C34H70 014167-59-0 27
4 Tetrapentacontane 759 C54H110 005856-66-6 27
5 Eicosane 282 C20H42 000112-95-8 25
Abundance Scan 1409 (17.691 min): BF085022.D (-1404) (-) m/z 57.05 100.00%
57
124
5000
229
75 HAELNR R PR RN B
282 355 17,40 17.60 17.80 18.00

e m/z 43.10 90.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57

5000 B R
1 1740 17. 60 1780 1800

m/z 124.10 71.14%

il AM%?§}97239281323365 415457499541583628670713755 835

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance

57

17.40 17.60 17.80 18.00
5000 m/z 71.10 66.06%

99
141183225067309351 408

Wﬂmmwmmwmwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #167077: Tetratriacontane B RRREE R
57 17.40 17.60 17.80 18.00

m/z 85.10 58.51%

5000

99
141
lJJJJ18?225267309351393435478

A a A B L Lar aaaas s e A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 17.40 17.60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085022.D

Acq On : 11 Feb 2016 17:15

Operator : SJ/1Z

Sample : H1377-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116.M
Quant Title : 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]
Butane, 2-methoxy... 1.70 4.4 ng 207206 1 6.60 948697 20.0
2-Pentanone, 4-hy... 4.74 32.1 ng 1522690 1 6.60 948697 20.0
unknown6 .38 6.38 103.6 ng 4912840 1 6.60 948697 20.0
Benzeneacetonitri. .. 8.65 5.1 ng 347507 2 7.90 1374580 20.0
Hexadecane 10.09 3.0 ng 222900 3 9.64 1510020 20.0
2-Bromo dodecane 10.57 4.5 ng 305354 4 11.12 1353270 20.0
17-Pentatriacontene 13.62 8.2 ng 465564 5 13.75 1140580 20.0
Pentadecane, 8-he... 14.83 2.6 ng 115493 6 15.11 877199 20.0
Tetratetracontane 15.53 2.1 ng 90170 6 15.11 877199 20.0
-beta.-Sitosterol 16.83 4.0 ng 177650 6 15.11 877199 20.0
unknownl17 .69 17.69 3.4 ng 148445 6 15.11 877199 20.0
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