LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator - 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF011415.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 heiaht area % max. total
1 1.384 25 26 32 rBv 187078 314957 11.87% 2.810%
2 1.475 32 34 63 rvB 1196793 2653207 100.00% 23.672%
3 4.161 267 269 277 rBV 98401 209220 7.89% 1.867%
4 5.087 347 350 361 rBV 370864 672826 25.36% 6.003%
5 7.419 551 554 560 rBV 400396 660261 24.89% 5.891%
6 7.522 560 563 568 rVB 429732 718511 27.08% 6.410%
7 8.025 603 607 612 rVB 133198 206501 7.78% 1.842%
8 8.345 631 635 638 rBV 339547 523421 19.73% 4_.670%
9 9.316 716 720 723 rBV 280822 425700 16.04% 3.798%
10 10.928 857 861 864 rBV 193547 287313 10.83% 2.563%
11 12.391 987 989 992 rBV 23111 36710 1.38% 0.328%
12 13.580 1090 1093 1097 rBvV 493137 745197 28.09% 6.649%
13 14.642 1183 1186 1190 rBvV 64407 94432 3.56% 0.843%
14 15.065 1220 1223 1227 rVB 209040 306093 11.54% 2.731%
15 16.277 1325 1329 1332 rBvV 24228 32943 1.24% 0.294%
16 16.357 1333 1336 1339 rBvV 23346 28718 1.08% 0.256%

17 16.666 1360 1363 1365 rBV 125483 140862 5.31% 1.257%
18 16.723 1365 1368 1371 rBV 400689 500669 18.87% 4._467%
19 17.180 1405 1408 1415 rBV 20741 45728 1.72% 0.408%
20 17.820 1461 1464 1466 rBV 209269 313275 11.81% 2.795%

21 18.791 1547 1549 1553 rBV2 30586 45800 1.73% 0.409%
22 19.489 1608 1610 1612 rBV2 32007 51775 1.95% 0.462%
23 19.774 1633 1635 1637 rVB 28399 32411 1.22% 0.289%

24 19.934 1646 1649 1651 rBV 120579 149970 5.65% 1.338%
25 20.037 1656 1658 1661 rVB 801367 811375 30.58% 7.239%

26 20.826 1725 1727 1729 rBV 105537 112762 4._.25% 1.006%
27 21.306 1765 1769 1775 rBV 348411 493817 18.61% 4._.406%

28 21.432 1778 1780 1783 rVB 32370 46999 1.77% 0.419%
29 22.095 1835 1838 1842 rBV2 14449 27987 1.05% 0.250%
30 22.575 1878 1880 1885 rVB 15984 31507 1.19% 0.281%
31 22.860 1902 1905 1910 rVB2 13864 31838 1.20% 0.284%
32 23.009 1915 1918 1922 rBV 250169 317457 11.97% 2.832%
33 23.615 1967 1971 1974 rBV2 21692 40747 1.54% 0.364%
34 23.992 2002 2004 2009 rVB6 10864 27799 1.05% 0.248%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator - 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 24.643 2057 2061 2065 rBV5 24358 69605 2.62% 0.621%

Sum of corrected areas: 11208393
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011515\
BF076889.D

15 Jan 2015 17:58

1z / TP

G1030-01

S
33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000
1000000
800000

600000

400000

1.3

TIC: BF076889.D
48
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200000 \k

8.02

8.34

Time--> 1.
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AOLB5556,
1000000
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400000

200000

TIC: BF076889.D

13.58

10.93 15.07

12.39 14.64

16.72

16.67
166286
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0
Time-->

N
LN S B B B B B B B N B N B D B B B B R N B B B B B N e B B St

10.00 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF076889.D

20.04

21.31
23.01

19.9

20.83

18.79

19.

1.43

499.7
A

22.09 22.522.8

23.61 23.99

24.64

Time-->

0 -H- ™ -Ji“
19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Guanidine Concentration Rank 5

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

4.16 20.26 ng 209220 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 50
2 3-0Octanol 130 C8H180 000589-98-0 38
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 38
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36

Abundance Scan 269 (4.161 min): BF076889.D (-267) (-) m/z 43.10 100.00%

43
59
5000
101

380 400 420 4.40
83
o.”“”.“”w.nqm.fﬁ+hn.w””,m”“.ul.”“”.“”w.”w”.w m/z 59.10  73.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #248: Guanidine
43 59
5000 18 L L L L L O
3.80 4.00 4.20 4.40
28 m/z 101.10 21.44%
0 \‘ \‘\‘ Il L
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T
3.80 4.00 4.20 4.40
m/z 58.10 18.70%
5000 29 41 83
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A R
59 3.80 4.00 4.20 4.40
m/z 41.10 10.48%
5000 41
68
1l 50 ] 126 142
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,...., T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 unknown7.52 Concentration Rank 2

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

7.52 69.59 ng 718511 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 563 (7.522 min): BF076889.D (-560) (-) m/z 131.95 100.00%
132
5000 68
40 | % 720 7.40 7.60 7.80
54 : : : :
ot il {787 [395 W "h/7 68.10  36.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A IR UL A
7.20 7.40 7.60 7.80
33 44 o 105 ‘ m/z 134.00 30.68%
60
O...‘.|.‘.‘£‘.=‘..‘..§i0....‘lu“.:!-lusluu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 65.95 25.42%
41 97
53
79 117
O |'§8"|%O§" | AL DURLELLS UL DU
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B B
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 15.11%
5000 og 116
N -‘-“‘.-Eﬁ-.“!jp-?‘-“.--‘w s 189 S VA
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.67 8.99 ng 140862 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 59
3 Phenacvlidene diacetate 236 C12H1205 005062-30-6 47
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 47
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
Abundance Scan 1363 (16.666 min)&) BF076889.D (-1360) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 16.40 16.60 16.80 17.00
o 2 T Tm/z 77.00  64.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77 182
5000 LR UL SUR UL
16.40 16.60 16.80 17.00
o1 m/z 182.10 48.03%
27 39 | 63 | ‘ 126 152 Il
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77
16,40 16.60 16.80 17.00
5000 m/z 51.10 27 .74%
51 182
27 39 64 91 105115 128 139 152
mz-> 20 40 60 80 100 120 140 160 180
Abundance #79486: Phenacylidene diacetate A m e
105 16.40 16.60 16.80 17.00
77 m/z 50.00 8.67%
5000
51
oL 2938 | 63 | 89 | 135 155
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12
R.T. EstConc Area Relative to ISTD R.T.
17.18 2.92 ng 45728 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 64
Abundance Scan 1408 (17.180 min): BF076889.D (-1405) (-) m/z 57.05 100.00%
57
5000 43 | 71
85
99 113 16.80 17.00 17.20 17.40
o} m/z 71.10 50.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85 16.80 17.00 17.20 17.40
29 m/z 43.10 47 .13%
0 L I %91}3127141155169 282
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
71 16.80 17.00 17.20 17.40
5000 m/z 85.10 29.47%
85
o 99 113157141155 182197211225239253 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57 16.80 17.00 17.20 17.40
m/z 41.10 29.21%
5000 [
85
29
o N w 99 113127141155169183197 226
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 240 2éo 2éo 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl18.79 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.79 2.92 ng 45800 Phenanthrene-d10 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lactose 342 C12H22011 000063-42-3 47
2 .alpha.-L-Galactopvranoside. met... 178 C7H1405 014687-15-1 25
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 14
4 17-Pentatriacontene 491 C35H70 006971-40-0 14
5 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 14
Abundance Scan 1549 (18.791 min): BF076889.D (-1547) (-) m/z 43.10 100.00%
60 73
5000
85 g7 129 149
| |J| h 115 ‘ ‘ | 18.40 18.60 18.80 19.00 19.20
0 (1 i ' A | m/z 73.00  90.10%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #137740: Lactose
78
60
5000 AR AU
mmmmmmmmmw
‘ g5 97 m/z 60.00 89.92%
126
oL I\\H L1, \ li / “I IHI‘ H‘\ H\ }}?I Ihl b Ilj]-ISI |16:3| — I:I:glll 2|0|7| RRR
m/z--> 80 100 120 140 160 180 200 220
Abundance
60
18.40 18.60 18.80 19.00 19.20
5000 m/z 57.10 88.27%
74
43
o 87 100 118 132 147 161
m/z--> 25 Jo éo 85 160 120 140 1éo 180 260 250
Abundance #83804: 1-Decanol, 2-hexyl-
43 57 18.40 18.60 18.80 19.00 19.20
m/z 55.10 74 .20%
71
5000 - o
‘ ‘ 97 111
125
ol -‘.‘- )l u I M, Ploss e o
m/z--> 20 6 80 100 120 140 160 180 200 220 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.93 6.07 ng 149970 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 68
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 25

Abundance Scan 1649 (19.934 min): BF076889.D (-1646) (-) m/z 56.10 100.00%
56
5000 a1
239 227 RN "'Tﬂ" RUNNERE!
|| “‘ 157 185 213 19.60 19.80 20.00 20.20
Obrrrprrr el by m/z 57.10 66.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
19.60 19.80 20.00 20.20
29 1 pa0 257 m/z 55.05 40.98%
101
A i s g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
19,60 19.80 20.00 20.20
5000 m/z 41.10 39.69%
29 73
97113 157 185 213 28957 5 ap

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid

19.60 19.80 20.00 20.20
m/z 43.10 37.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.83 4.57 ng 112762 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 37
4 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 1727 (20.826 min): BF076889.D (-1725) (-) m/z 56.10 100.00%
56
5000
73
129 TTrrrrrrryrriri T T T T T
3 ' 9|7 | 185 on1 267285 20.60 20.80 21.00 21.20
o A m/z 57.10 67.46%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
29 23 20.60 20.80 21.00 21.20
0
‘ ‘ ‘ o 129 - 267285 m/z 43.10 41 .94%
ob——L ‘.‘ I .Hl‘ .‘M‘.“‘l‘ e 157; L |2|13| IZT‘rl i \I .“. |3EL1- .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
20.60 20.80 21.00 21.20
5000 m/z 55.10 39.27%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300 '
Abundance #72504: 1-Pentadecene, 2—methy|— LI L L L L B
6 20.60 20.80 21.00 21.20
m/z 41.10 35.34%
5000
29
83
0 |1 135 168 196 224
m/z--> 50 100 150 200 250 300 ' 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.86 2.01 ng 31838 Perylene-d12 23.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 59
2 Nonadecane 268 C19H40 000629-92-5 53
3 Eicosane 282 C20H42 000112-95-8 53
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 50
5 Hexatriacontane 507 C36H74 000630-06-8 45
Abundance Scan 1905 (22.860 min): BF076889.D (-1902) (-) m/z 57.10 100.00%
g7
71 85
5000 43
99113127 o e ol o n LT
| | | | [ 22.60 22.80 23.00 23.20
) | m/z 85.10 59.75%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane
57
43
71
5000 85
22.60 22.80 23.00 23.20
29 m/z 71.10 56.32%
99
miz-> 20 40 60 85 160 150 150 160 180 200 220 240 260 280
Abundance
57
g5 22.60 22.80 23.00 23.20
5000 m/z 43.10 44 _37%
29 99
o 113127141155169183197 268
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R B A M e
43 57 22.60 22.80 23.00 23.20
m/z 69.00 27 .45%
71
5000
85
29
0 LA L %91%3127141155169 282
mz-> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 22,60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011515\
Data File : BF076889.D

Aca On : 15 Jan 2015 17:58

Operator =: 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.61 2.57 ng 40747 Perylene-di12 23.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 50
2 Pentacosane 352 C25H52 000629-99-2 43
3 Triacontane 422 C30H62 000638-68-6 43
4 Octadecane 254 C18H38 000593-45-3 43
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 38
Abundance Scan 1971 (23.615 min): BF076889.D (-1967) (-) m/z 57.10 100.00%
57
5000
7 | S B R S O N N N
| 135 191 281 23.20 23.40 23.60 23.80 24.00
o m/z 71.10 60.65%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000
23.20 23.40 23.60 23.80 24.00
m/z 85.10 55.91%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
23.20 23.40 23.60 23.80 24.00
5000 m/z 43.10 46.02%

99
26 141 183 225 267 309 352

o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160628: Triacontane B e
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 25.74%
5000
99
ol 26 | ||| 4 183 225 267 309 351 422
A B e R B e e A R B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 20 23. 40 23 60 23. 80 24 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011515\
Data File : BF076889.D

Acq On : 15 Jan 2015 17:58

Operator - 1Z / TP

Sample : G1030-01

Misc S

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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]
Guanidine 4.16 20.3 ng 209220 1 8.02 206501 20.0
unknown7 .52 7.52 69.6 ng 718511 1 8.02 206501 20.0
Benzophenone 16 .67 9.0 ng 140862 4 17.82 313275 20.0
Eicosane 17.18 2.9 ng 45728 4 17.82 313275 20.0
unknown18.79 18.79 2.9 ng 45800 4 17.82 313275 20.0
Hexadecanoic acid... 19.93 6.1 ng 149970 5 21.31 493817 20.0
Octadecanoic acid... 20.83 4.6 ng 112762 5 21.31 493817 20.0
Heptadecane 22 .86 2.0 ng 31838 6 23.01 317457 20.0
Tetratetracontane 23.61 2.6 ng 40747 6 23.01 317457 20.0
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