LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089655.D

Acg On : 6 Aug 2016 7:32 Instrument :
Operator : UM/SJ BNA_F

Sample - H4364-01 ClientSampleld :
Misc : MMA-FL-01

ALS Vial : 57 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-BF080416_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 4.661 266 269 287 rBvV 141347 379579 24.07% 3.110%
2 5.336 326 328 358 rBY 747788 1388000 88.03% 11.373%
3 6.982 469 472 479 rBVY 797468 1327008 84.16% 10.874%
4 7.096 479 482 494 rVB 1036262 1554590 98.60% 12.739%
5 7.439 510 512 523 rBvY 125201 221040 14.02% 1.811%
6 7.679 530 533 548 rBY 883771 1178620 74.75% 9.658%
7 8.353 589 592 618 rBY 557134 909778 57.70% 7 .455%
8 9.473 687 690 696 rBV 170826 296087 18.78% 2.426%
9 11.256 842 846 848 rBV 1059505 1576693 100.00% 12.920%
10 11.942 903 906 916 rBvV 120619 198496 12.59% 1.627%
11 12.296 934 937 940 rBvV 187371 303180 19.23% 2.484%
12 13.154 1009 1012 1014 rBB 14882 18989 1.20% 0.156%
13 13.577 1047 1049 1058 rBV 445563 661071 41.93% 5.417%
14 13.919 1076 1079 1084 rBV 21496 34169 2.17% 0.280%
15 14.685 1144 1146 1149 rBV 161678 215028 13.64% 1.762%
16 15.691 1231 1234 1240 rBV2 23925 33716 2.14% 0.276%
17 16.491 1301 1304 1310 rBB 20668 28136 1.78% 0.231%
18 16.788 1328 1330 1338 rBV 23373 42929 2.72% 0.352%
19 17.051 1350 1353 1356 rBY 815194 951841 60.37% 7 .800%
20 18.308 1461 1463 1467 rBV 44065 85755 5.44% 0.703%
21 18.388 1467 1470 1475 rVB 142980 243252 15.43% 1.993%
22 19.120 1531 1534 1541 rBV 42872 93009 5.90% 0.762%
23 19.543 1568 1571 1573 rVB 18760 20898 1.33% 0.171%
24 19.646 1576 1580 1587 rVB 10942 30490 1.93% 0.250%
25 19.829 1593 1596 1597 rBV 16728 20102 1.27% 0.165%
26 20.046 1613 1615 1622 rVB 168296 205262 13.02% 1.682%
27 20.331 1637 1640 1643 rBV2 10176 18693 1.19% 0.153%
28 20.514 1654 1656 1658 rBvY 12681 16245 1.03% 0.133%
29 20.560 1658 1660 1662 rBV2 12799 25269 1.60% 0.207%
30 21.120 1706 1709 1712 rVB 9326 16288 1.03% 0.133%
31 21.417 1732 1735 1739 rBV3 15531 30650 1.94% 0.251%
32 21.680 1755 1758 1762 rVB3 10645 23126 1.47% 0.189%
33 22.229 1803 1806 1811 rBvV4 6930 19180 1.22% 0.157%
34 23.155 1883 1887 1892 rBV4 12532 36642 2.32% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 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-BF080416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12203811
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080516\

BF089655.D

6 Aug 2016 7:32

UM/SsJ

H4364-01

57 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 3

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

4._.66 34.34 ng 379579 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 269 (4.661 min): BF089655.D (-266) (-) m/z 43.05 100.00%

43
59
5000
101

440 460 480 500
83
0..,....,....,....','.':..?.1.-!'],....,....,.'...,...:,|....,....,....,....,...., m/z 59.10 61.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.40 460 4.80 5.00
m/z 101.10 21.81%

o 3 83 g3 10t
A NARAA ARARA RARAS RARE RARAS NARDS RRARS ARRANRERAS UAASSLARAS SALSS LAARI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
LS I UL L UL
4.40 4.60 4.80 5.00
5000 41 m/z 58.10 15.97%
31
69 87
0 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R RREE
59 440 460 480 500

m/z 41.10 9.98%

5000 41
68
0 Il s0 . 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown7.10 Concentration Rank 1

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

7.10 140.66 ng 1554590 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 482 (7.096 min): BFO89655.D (-479) (-) m/z 132.00 100.00%
132 1
5000 68
40 54 | 75 % 104 6.80 7.00 7.20 7.40
62 : : : :
o....,...:|l!..“.8,.'.'..,.:~.'.|,..':.,..5.‘?,..!.,....,.1.1?.,....,~'...,.. m/z 68.10 41.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.80 7.00 7.20 7.40
33 44 g7 105 m/z 134.00 33.16%
| st 80 T2 g | s |
miz--> % 40 % 6 70 8 90 100 110 130 130 140
Abundance
132
69 104 6.80 7.00 7.20 7.40
5000 m/z 66.10 26.82%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.80 7.00 7.20 7.40
m/z 69.05 16.63%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|0 9'0 100 110 12'0 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF080416.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.92 3.18 ng 34169 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tetradecane 198 C14H30 000629-59-4 78
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 72
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59

Abundance Scan 1079 (13.919 min): BF089655.D (-1076) (-) m/z 57.10 100.00%
57
43 1
5000 85
| | 9 113 13.60 13.80 14.00 14.20
ol e e el e e M/z 71.10 71.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n
g5 13.60 13.80 14.00 14.20
29 m/z 43.10 66.22%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 49_.11%
29
ol 15 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90252: Sulfurous acid, hexyl pentyl ester
43 71 85 13.60 13.80 14.00 14.20
m/z 41.10 39.43%
5000
29
o 1l M\ L, 97 111128 137 153 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.60 13.80 14.00 14.20

8270-BF080416.M Mon Aug 08 04:50:18 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.14 ng 33716 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 47
4 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 27
5 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 22
Abundance Scan 1234 (15.691 min): BF089655.D (-1231) (-) m/z 73.00 100.00%
43
5000 129
97 S 0 W
||| || | 119 19221|3 15.40 15.60 15.80 16.00
0 AL T T T T o o e B m/z 43.10 82 .45%
m/z--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid
60
41
5000
e 20 e 15.40 15.60 15.80 16.00
m/z 60.00 80.86%
200
oL15 \‘, Ll ‘hlatq‘él AL
m/z--> 50 100 150 200 250 300 350
Abundance
60
15.40 15.60 15.80 16.00
5000 41 m/z 41.10 75.57%
129
87
0 '1?' Ty }q7' "1F?17? S AR SR UL UL
m/z--> 50 100 150 200 250 300 350 |
Abundance #125286: Decanoic acid, silver(1+) salt R Emur e ,A. i -
7 15.40 15.60 15.80 16.00
m/z 57.10 73.37%
43 155
5000 129
98
o ,tIJ,mIH,M,,,‘I‘,,,, 207 279 330 387 | B W
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 7.05 ng 85755 Chrysene-d12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 78
2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 Cyclotetradecane 196 C14H28 000295-17-0 58
4 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 58
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 52
Abundance Scan 1463 (18.308 min): BF089655.D (-1461) (-) m/z 83.10 100.00%
a7
5000 111

3 | 18.00 18.20 18.40 18.60

o ! m/z 57.10 97.81%

m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
83 pJ\j

5000 i
18,00 18.20 18.40 18.60

29 111 m/z 55.10 94 .96%

ol I M\ L 139 168 105 224 252
T - — T
m/z--> 50 150 200 250 300 350
Abundance

43

18.00 18 20 18. 40 18.60

5000 83 m/z 69.10 86.11%
18 111
o 65 139 168 196 224 252 278 308 336 364
e e =T T T
m/z--> 50 100 150 200 250 300 350
Abundance #58279: Cyclotetradecane L e B A
55 18,00 1820 18.40 18.60

m/z 43.10 85.96%

83
5000 29
111
L] } t | 139 168 196

ol A e e G R

m/z--> 50 100 150 200 250 300 350 18. OO 18 20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 7.65 ng 93009 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Octacosyl acetate 452 C30H6002 018206-97-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1534 (19.120 min): BF089655.D (-1531) (-) m/z 83.10 100.00%
57
5000 111 ij»\/*MVA~j/\\\/yﬁﬂﬁhﬂw\d
le . 15150 1900 10.20 10,40
ok~ L by e | m/z 57.10 94.43%

m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7

5000 e N EEEm
18 80 19. 00 19. 20 19. 40

]25 m/z 43.10 82.95%
h \H\ ‘\

29
o Ll % ‘ h181 209 236 264 292 320 350 378
T r T Bl B o
m/z--> 50 200 250 300 350
Abundance
57 83

18.80 19. 00 19. 20 19.40

5000 11 m/z 97.05 81.23%
29 139
o 167 1095 222 250 280 308 336
e T T A oA
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol . R L N e
83 1880 19.00 19,20 19.40

m/z 55.10 79.78%

A i h | “167 196 224 252 280 308

ol it o P e N

m/z--> 100 150 200 250 300 350 18 80 19. 00 19. 20 19. 40

8270-BF080416.M Mon Aug 08 04:50:20 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2,6,10,14,18-Pentamethyl-2,_.._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.54 2.04 ng 20898 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 90
2 Squalene 410 C30H50 000111-02-4 78
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl4H24 062951-96-6 72
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 56
5 trans-Farnesol 222 C15H260 000106-28-5 56
Abundance Scan 1571 (19.543 min): BF089655.D (-1568) (-) m/z 69.10 100.00%
60
5000 ,j\\\_m,NNK,,ALJ\,“,WW“\M_N
al 95 137 UMD AR SUNRR
1 19.20 19.40 19.60 19.80
ol l.mu.h....,....,....,....,.. m/z 81.10 57.09%
m/z--> 50 100 150 200 250 300 350
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69
5000 41 NN USRIV
19.20 19.40 19.60 19.80
121 m/z 41.05 22.72%
149
ol bbb Ll T 177 20523 245 273 209 342
m/z--> 50 100 150 200 250 300 350
Abundance
69
19.20 19.40 19.60 19.80 |
5000 m/z 95.05 18.93%
41
9% 137
0 119 | 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R B AR
69 19.20 19.40 19.60 19.80
a1 m/z 68.10 16.90%
5000
95 123
02.3‘.L‘|“1.‘l“..‘Hl“‘..“.l.lé“lrg.:.w.?.|.... S I B U N
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzo[j]fluoranthene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.65 2.97 ng 30490 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[j]fluoranthene 252 C20H12 000205-82-3 87
2 Benzo[e]pyrene 252 C20H12 000192-97-2 87
3 Perylene 252 C20H12 000198-55-0 87
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 83
Abundance Scan 1580 (19.646 min): BF089655.D (-1576) (-) m/z 252.10 100.00%
252
5000
125 R BN SO SURLA S
79 113 19.40 19.60 19.80 20.00
o S Ll m/z 250.10  26.15%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104223: Benzo[j]fluoranthene
252
5000 R BRI SR SUNLA S
19.40 19.60 19.80 20.00
126 m/z 253.10 21.15%
0 3951 74 87 1001 H M 138150 174187200 224 237 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
' 19.40 19.60 19.80 20.00
5000 m/z 125.10 17.72%
126
113
41 63 87100 150 174187200 224 37

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104215: Perylene R EAmmmaamw s S
252 19.40 19.60 19.80 20.00
m/z 126.00 16.18%

5000

126
27 50 62 74 87 99 1H M 138150  174186198211224 237 m

e N L LA M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.56 2.46 ng 25269 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 58
2 1-Heneicosanol 312 C21H440 015594-90-8 58
3 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 58
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 52
5 n-Heptadecanol-1 256 C17H360 001454-85-9 52
Abundance Scan 1660 (20.560 min): BF089655.D (-1658) (-) m/z 83.10 100.00%
83
5000 135 vv/“f\~ﬁV\Pvf/\\Vvavv/\mf\
all 208 e
“ ‘2& 2020 20.40 20.60 20.80
ot~ e R I o B B B m/z 57.10 87 .24%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #119524: 1-Octadecanol
55
97
5000 USRS AR B

20. 20 20. 40 20 60 20.80
m/z 97.10 82.29%

\
0 H\ ‘h‘\u\

T ; L B LA i e e o O
m/z--> 0 300 400 500 600 700 800
Abundance

55 97

2020 2040 20.60 20.80
5000 m/z 43.10 78.76%

140182 _ 266 MM
ol e e

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #243611: Bacteriochlorophyll-c-stearyl R ER B AT
83 20.20 20.40 20.60 20.80
m/z 69.05 73.52%
5000
4 25
oLl 1}?81 1 ges 327 436482 554 822
m/z--> 0 100 200 300 400 500 600 700 800 20. 20 20. 40 20 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown2l1.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.99 ng 30650 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 43
2 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 38
3 1,3,3-Trimethyl-2-hydroxymethyl-.__. 222 C15H260 1000144-10-7 35
4 Methyl 3-cis,9-cis,l1l2-cis-octade... 292 C19H3202 1000336-38-4 32
5 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 27
Abundance Scan 1735 (21.417 min): BF089655.D (-1732) (-) m/z 95.10 100.00%

5000 61
43
‘ 21.00 21.20 21.40 21.60 21.80
O et m/z 107.10 86.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66196: Caparratriene

41 69 95
109

5000
21.00 21.20 21.40 21.60 21.80

m/z 121.10 73 .58%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 121 A
R B AN mRaas ma
21.00 21.20 21.40 21.60 21.80
m/z 93.10 72.63%
5000 79 163
56
28 42
0 14 135149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79481: 1,3,3-Trimethyl-2-hydroxymethyl-3,3-dimethyl-4-(3-...
69 21.00 21.20 21.40 21.60 21.80
m/z 109.10 63.64%
93
5000 o7
121
135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown21.68 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.68 2.25 ng 23126 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.gamma.-HIMACHALENE 204 C15H24 1000140-08-0 38
2 cis-Thujopsene 204 C15H24 000470-40-6 38
3 1H-Indene, 2,3,3a,4-tetrahydro-3... 204 C15H24 059742-39-1 38
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 35
5 4,7-Methanoazulene, 1,2,3,4,5,6,... 204 C15H24 000514-51-2 35
Abundance Scan 1758 (21.680 min): BF089655.D (-1755) (-) m/z 105.00 100.00%
79 105
119
147 08
55 161 191
5000 a1 1]

| ‘ 281 21.40 21.60 21.80 22.00
LR RARRS IS RSN SRS AARE LSS LRLAN LULSY LS LERAN LARAN LRRLN LN m/z 79.10 88.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64346: .gamma.-HIMACHALENE

o

21.40 21.60 21.80 22.00
m/z 91.00 83.70%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

123
93
a1 21.40 21.60 21.80 22.00
5000 55 g 107 204 m/z 119.00 79.66%
161 189
27 147 1 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64443: 1H-Indene, 2,3,3a,4-tetrahydro-3,3a,6-trimethyl-1-... T T T T
21.40 21.60 21.80 22.00

m/z 93.00 75 .80%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown23.15 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.15 3.57 ng 36642 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 35
2 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 27
3 4H-1,3-Benzodioxin-4-one, 2-(1,1... 266 C16H2603 124899-18-9 27
4 5-Eicosyne 278 C20H38 074685-31-7 25
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 25
Abundance Scan 1887 (23.155 min): BF089655.D (-1883) (-) m/z 109.10 100.00%
95 109123
81
5000 41 37 163 191
‘ - o1 || 2280 5300 2550 30
o SN 1R NS Ay NS, 2 m/z 67.10 93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90905: (-)-Isolongifolol, methyl ether
g1 95109
135
5000
22.80 23.00 23.20 23.40
m/z 69.10 92.49%
o 2 221236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
22.80 23.00 23.20 23.40
5000 m/z 95.10 89.44%
93 109
123

0 161 179 204 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115676: 4H-1,3-Benzodioxin-4-one, 2-(1,1-dimethylethyl)he... e A A o
22.80 23.00 23.20 23.40

m/z 123.10 87.02%

5000

T
22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089655.D

Acq On > 6 Aug 2016 7:32

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .66 34.3 ng 379579 1 7.44 221040 20.0
unknown7 .10 7.10 140.7 ng 1554590 1 7.44 221040 20.0
Hexadecane 13.92 3.2 ng 34169 4 14.69 215028 20.0
Dodecanoic acid 15.69 3.1 ng 33716 4 14.69 215028 20.0
5-Octadecene, (E)- 18.31 7.0 ng 85755 5 18.39 243252 20.0
1-Heptacosanol 19.12 7.7 ng 93009 5 18.39 243252 20.0
2,6,10,14,18-Pent... 19.54 2.0 ng 20898 6 20.05 205262 20.0
Benzo[j]fluoranthene 19.65 3.0 ng 30490 6 20.05 205262 20.0
1-Octadecanol 20.56 2.5 ng 25269 6 20.05 205262 20.0
unknown21 .42 21.42 3.0 ng 30650 6 20.05 205262 20.0
unknown21 .68 21.68 2.3 ng 23126 6 20.05 205262 20.0
unknown23.15 23.15 3.6 ng 36642 6 20.05 205262 20.0
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