LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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:\HPCHEMI1\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 height area % max. total
1 1.395 25 27 37 rvB 19119 45496 1.22% 0.272%
2 3.784 232 236 250 rvB 50333 132824 3.55% 0.795%
3 4.744 317 320 334 rVB 361828 784205 20.96%  4.695%
4 7.133 526 529 533 rBY 452015 782514 20.91% 4.685%
5 7.213 533 536 541 rvVB 508205 869583 23.24% 5.207%
6 7.728 578 581 585 rvB 92981 159248 4_26% 0.954%
7 8.048 605 609 612 rBY 365718 600772 16.06% 3.597%
8 9.031 691 695 700 rBVY 305755 503262 13.45% 3.013%
9 10.631 832 835 838 rBvY 140652 224478 6.00% 1.344%
10 13.282 1064 1067 1071 rBV 496551 868634 23.21% 5.201%

11 14.757 1192 1196 1200 rBV2 141546 234632 6.27% 1.405%
12 16.483 1344 1347 1350 rBV 422261 556618 14.88% 3.333%
13 17.603 1442 1445 1446 rBV 192834 241858 6.46% 1.448%
14 17.637 1446 1448 1450 rVvVv 157710 208978 5.58% 1.251%
15 17.706 1452 1454 1457 rVB 35769 50744 1.36% 0.304%

16 18.426 1514 1517 1519 rVB 798037 1032811 27.60% 6.184%
17 18.609 1531 1533 1537 rBvV 34060 52676 1.41% 0.315%
18 19.317 1590 1595 1596 rBV2 2912750 3741958 100.00% 22.405%
19 19.352 1596 1598 1600 rVB 2284979 2297029 61.39% 13.754%
20 19.466 1605 1608 1611 rBV 395557 457577 12.23% 2.740%

21 19.569 1614 1617 1620 rVvV 206942 238308 6.37% 1.427%
22 19.843 1638 1641 1644 rBvV 679831 773620 20.67% 4.632%

23 20.026 1650 1657 1659 rBV 35936 63184 1.69% 0.378%
24 20.392 1685 1689 1693 rBV2 67215 117420 3.14% 0.703%
25 20.460 1693 1695 1700 rBv4 40483 86052 2.30% 0.515%
26 20.643 1708 1711 1715 rBV3 71482 98325 2.63% 0.589%
27 20.837 1725 1728 1730 rBV2 20540 40545 1.08% 0.243%

28 20.906 1730 1734 1739 rVV6 49456 119766 3.20% 0.717%
29 21.100 1747 1751 1753 rBV2 341209 599864 16.03% 3.592%

30 21.226 1760 1762 1765 rBV2 51487 69880 1.87% 0.418%
31 21.603 1792 1795 1797 rBV3 26960 50471 1.35% 0.302%
32 22.346 1857 1860 1865 rBV 98008 217379 5.81% 1.302%
33 22.632 1883 1885 1888 rVB 61174 69459 1.86% 0.416%

34 22.689 1888 1890 1893 rBV 90190 106467 2.85% 0.637%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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-BF011415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 22.746 1893 1895 1898 rBV 127651 204745 5.47% 1.226%

Sum of corrected areas: 16701382
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

Abundance TIC: BFO77119.D
2500000
2000000
1500000

1000000

731

500000 7.

4.74 8.05 903
7.73

1.40 3.78

e L L 1 WL —

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BFO77119.D

2500000
2000000
1500000

1000000
18.43

500000 13.28 16.48

10.63 14.76 T
71 18.

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77119.D
19.32

2500000 19.35

2000000

1500000

1000000

500000

O B B S e e e T T B e e A T B S B o S At

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 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\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

3.78 16.68 ng 132824 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 33

Abundance Scan 236 (3.784 min): BF077119.D (-232) (-) m/z 43.10 100.00%
a3
59
5000
101 LSRR SRR SR R
| a3 | 3.40 3.60 3.80 4.00 4.20
St 1 NSEVEC | S - B SN m/z 59.00 76.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS AR BN SRR
3.40 3.60 3.80 4.00 4.20
59 m/z 101.00 21.72%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
340 360 3.80 4.00 4.20
5000 18 m/z 58.10 18.96%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
509 3.40 3.60 3.80 4.00 4.20
m/z 41.10 11.56%
5000
a1 101
15 ! \3\1 ! ‘ [ 53\\ 69 83
m/z--> 10 20 30 40 50 6|O 7'0 8|0 90 100 110 340 360 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tridecanoic acid, methyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.43 85.41 ng 1032810 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 1517 (18.426 min): BF077119.D (-1514) (-) m/z 74.00 100.00%
%
87
5000
‘ 143 97 R R e SRR
101 129 18.20 18.40 18.60 18.80
115 157 171 185 199 213 241 270
,....,....||,.... ':!..','....,..l..,|.... e LAt 20 Tw/z 87.10 77.66%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #75094: Tridecanoic acid, methyl ester
74
87
5000 43 L B B B
18.20 18.40 18.60 18.80
T m/z 55.10 28.92%
A 191115129 \ 157171185199 228
R B B RS B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 Trrr|prrrrpirrryrrrrjrot
18.20 18.40 18.60 18.80
5000 43 m/z 43.10 28.60%
29 | 57 143 270
227
101115 129 157171185199 213 241 555
T T T T T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83693: Methy! tetradecanoate R R
74 18.20 18.40 18.60 18.80
m/z 41.10 22.03%
87
5000 43
143
T 101115120057 ges00 262
R B o o e RS L e o RRARNEEERE REEES N ANEEE nm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 20 18.40 18.60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.61 4_.36 ng 52676 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 43
2 _.beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 22
3 1-Heptadecanamine 255 C17H37N 004200-95-7 14
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 14
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 14
Abundance Scan 1533 (18.609 min): BF077119.D (-1531) (-) m/z 57.10 100.00%
5000
18.20 18.40 18.60 18.80 19.00
R m/z 73.00 97 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid
60
5000 43 AR SRR SR SRR SN
18.20 18.40 18.60 18.80 19.00
29 115129 143 m/z 43.10 94.19%
101
--1?.-‘-‘--‘.‘-‘--‘- | \ | h‘\ T H | }?7,17,1, .‘... I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
SRAADARSUB AU
18.20 18.40 18.60 18.80 19.00
5000 4155 m/z 60.00 81.88%
87
101
27 16,3/145163 191 07225 254271
mmmﬁrﬁﬂwwrmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91550: 1-Heptadecanamine T E REmar LR B
30 18.20 18.40 18.60 18.80 19.00
m/z 41.00 77.12%
5000
‘ N L 80 86100114128142156170184198212226240255
IIII""I""I""I""I""IIIII IR S S DA B S AL AL N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18 60 18. 80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.35 76.59 ng 2297030 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 93
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 93
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 90

Abundance Scan 1598 (19.352 min): BF077119.D (-1596) (-) m/z 55.10 100.00%

74
5000

111 N eaaa
125141 166180, 222 264 19.00 19.20 19.40 19.60

240 296 m/z 69.10 62.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115447: 11-Octadecenoic acid, methyl ester

19.00 19.20 19.40 19.60
m/z 74.05 59.95%

5000

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

41 55
L e N R o

74 19.00 19.20 19.40 19.60

5000 o7 m/z 41.10 52._.34Y%

11 264
27
138150 180 207222236 278 296

Wmmm@wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #115462: 11-Octadecenoic acid, methyl ester, (2)- I RRREaEERLEE S L
19.00 19.20 19.40 19.60

m/z 83.10 49.84%

5000

1 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.47 15.26 ng 457577 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, methyl ester 298 C19H3802 000112-61-8 91
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1608 (19.466 min): BF077119.D (-1605) (-) m/z 74.00 100.00%
74
5000 43
o7 1 19.20 19.40 19.60 19.80
199 255 : : . :
...,....,'....',..|'..,|.!..,l..-..,..'..,|....1‘??.. bkt 2 b2l | m/z 87.10  77.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116666: Octadecanoic acid, methyl ester
74
5000 SRR DA SN U
43 19.20 19.40 19.60 19.80
143 208 m/z 43.10 39.59%
199 255
s % e % T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
19.20 19.40 19.60 19.80
5000 43 m/z 55.10 34.90%
59 101116 M e 199 242
mﬁmﬂwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester AN A e
74 19.20 19.40 19.60 19.80

m/z 41.10 25.42%

5000 43

i;EE%z:?‘

143
2 ‘ P97 s 158 18500 227p47 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1920 1940 1960 1980
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.03 2.11 ng 63184 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 91
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83
Abundance Scan 1657 (20.026 min): BF077119.D (-1650) (-) m/z 216.10 100.00%
216
5000
39 63 81 94 108 123 139451163 189 19.80 20.00 20.20 20.40
m/z 215.10 76.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216
5000

19.80 20.00 20.20 20.40
m/z 213.10 20.75%

107
28 39 50 63 81 94 7" 122 139150163 176 189200 |;

T T Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
216
19.80 20.00 20.20 20.40
5000 m/z 217.00 15.67%
95 108 189
14 27 39 50 63 82 122134 150 163174 200
L o e o e L o e e e e e REE mEE s e
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #67036: Fluoranthene, 2-methyl-
216 19.80 20.00 20.20 20.40
m/z 107.90 10.60%
5000
108
95
5163 81 | | 12 150150 163174 1800 |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 Decanoic acid, methyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.39 3.91 ng 117420 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 47
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 47
3 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 47
4 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 47
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 43
Abundance Scan 1689 (20.392 min): BF077119.D (-1685) (-) m/z 74.00 100.00%
74
43
5000
7
161 185199 227 20.00 20.20 20.40 20.60 20.80
m/z 87.10 79.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46660: Decanoic acid, methyl ester
74
5000
20.00 20.20 20.40 20.60 20.80
43 m/z 43.10 73.69%
29 ‘ 9 101412129+ 7
I I T ™l LA —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
20.00 20.20 20.40 20.60 20.80
5000 m/z 55.10 71.14%
43
29 o 143
15 88 111 1297 "157171185199213227241 270
wmwwmﬁwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92252: Methyl 9-methyltetradecanoate I RREEEEEES T
74 20.00 20.20 20.40 20.60 20.80
m/z 99.10 48.90%
5000
97 us 213 256
T sy, o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 7-Hexadecyn-1-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.46 2.87 ng 86052 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecyn-1-ol 238 C16H300 000822-21-9 14
2 13-Octadecenal, (2)- 266 C18H340 058594-45-9 14
3 Ethanol, 2-bromo- 124 C2H5Bro 000540-51-2 14
4 9-Azabicyclo[3.3.1]nonan-3-one, ... 155 C8H13N0O2 019918-88-8 11
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 11
Abundance Scan 1695 (20.460 min): BFO77119.D (-1693) (-) m/z 55.10 100.00%
55
41
5000 )
‘ 20.20 2040 20.60 20.80
=l m/z 83.10 67.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81202: 7-Hexadecyn-1-ol
5000 L LN I B I
20.20 20.40 20.60 20.80
152166 m/z 67.00 62.71%

179194208221 238

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55
R R T
a1 20.20 20.40 20.60 20.80
5000 69 m/z 81.10 54 .68%
83 98
111
27 135149 166 181105200223 248 266
wmmwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9916: Ethanol, 2-bromo- R B A M e
31 20.20 20.40 20.60 20.80
45 m/z 57.05 54 _.21%
5000
15
109
L \J J 59 81 mm T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 20. 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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-Methyl-Z-10-pentadecen-1-ol Concentration Rank 11

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

20.64 3.28 ng 98325 Chrysene-di12 21.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Methyl-Z-10-pentadecen-1-ol 240 C16H320 1000131-00-7 43

2 Thiazole, 5-methyl- 99 C4H5NS 003581-89-3 25

3 Isothiazole, 5-methyl- 99 C4H5NS 000693-97-0 25

4 Succinimide, N-methoxy- 129 C5H7NO3 005904-50-7 18

5 Spiro[1,3-dioxolane-2,1"(2"H)-na... 226 C13H2203 073284-93-2 14
Abundance Scan 1711 (20.643 min): BF077119.D (-1708) (-) m/z 99.10 100.00%

5000

3

JaVA'da

20.40 20.60 20.80 21.00
m/z 55.10 83.29%

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #82595: 9-Methyl-Z-10-pentadecen-1-ol
B o
5000 99 L e
69 oq 2040 20.60 20.80 21.00

m/z 83.10 72.27%

‘ ‘m‘ 125137149 163 181 199211223 240

m/z--> 40 60 80 lOO 120 140 160 180 200 220 240
Abundance
99
I BREEs B e
20.40 20.60 20.80 21.00
5000 71 m/z 67.10 71.02%
39 59
84
I B e IR B N B RS
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #3402: Isothiazole, 5-methyl- R Bl BAmAE B
99 20.40 20.60 20.80 21.00
m/z 81.10 69.76%
71
5000
45 59
| 1]
I B L B A I BRmma B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 20. 40 20 60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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

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 Dodecanoic acid, 10-methyl-.._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.23 2.33 ng 69880 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 53
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 35
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 27
4 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 27
5 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 25
Abundance Scan 1762 (21.226 min): BF077119.D (-1760) (-) m/z 228.10 100.00%
[ 28
5000 43
7
163177 193 21.00 21.20 21.40 21.60
m/z 74.00 90.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75119: Dodecanoic acid, 10-methyl-, methyl ester
74
87
228
5000 143 21.00 21.20 21.40 21.60
53 185, m/z 227.10 82.72%
20 | || 100ust | gepam | gy
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
74
87 21.00 21.20 21.40 21.60
5000 m/z 87.00 78.84%
43
o | 58 129143 1854, 228
15 101115 157 171 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46660: Decanoic acid, methyl ester
74 21.00 21.20 21.40 21.60
m/z 226.10 67.06%
5000 87
55 143
2 ) s s s
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 240 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012815\
Data File : BF077119.D

Acq On : 29 Jan 2015 4:26

Operator : TP/1Z

Sample : G1159-04

Misc :

ALS Vial : 27 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]
2-Pentanone, 4-hy... 3.78 16.7 ng 132824 1 7.73 159248 20.0
Tridecanoic acid,... 18.43 85.4 ng 1032810 4 17.60 241858 20.0
Undecanoic acid 18.61 4.4 ng 52676 4 17.60 241858 20.0
11-Octadecenoic a... 19.35 76.6 ng 2297030 5 21.10 599864 20.0
Octadecanoic acid... 19.47 15.3 ng 457577 5 21.10 599864 20.0
11H-Benzo[b]fluorene 20.03 2.1 ng 63184 5 21.10 599864 20.0
Decanoic acid, me... 20.39 3.9 ng 117420 5 21.10 599864 20.0
7-Hexadecyn-1-ol 20.46 2.9 ng 86052 5 21.10 599864 20.0
9-Methyl-Z-10-pen... 20.64 3.3 ng 98325 5 21.10 599864 20.0
Dodecanoic acid, ... 21.23 2.3 ng 69880 5 21.10 599864 20.0
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