LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/1Z

Sample - G3590-05

Misc :

ALS Vial : 12 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-BF090115.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 1.463 9 11 17 rBV 105609 294475 11.75% 1.453%
2 1.554 17 19 56 rvB 709889 2507104 100.00% 12.373%
3 4.583 279 284 294 rBVY 275830 751970 29.99% 3.711%
4 5.452 357 360 379 rBV 645317 1332739 53.16% 6.577%
5 7.715 554 558 562 rBY 666463 1208920 48.22% 5.966%
6 7.795 562 565 571 rvVB 724053 1353717 54.00% 6.681%
7 8.263 603 606 610 rvB 171911 292448 11.66% 1.443%
8 8.595 631 635 638 rBY 631215 1015321 40.50% 5.011%
9 9.566 716 720 723 rBV 482899 785294 31.32% 3.876%
10 10.195 769 775 778 rBV 15158 35177 1.40% 0.174%

11 11.166 857 860 863 rBvV 216505 329593 13.15% 1.627%
12 13.087 1025 1028 1034 rBV 13963 34979 1.40% 0.173%
13 13.818 1088 1092 1095 rBV 744086 1194032 47.63% 5.893%
14 14.870 1181 1184 1189 rBV 132859 219958 8.77% 1.086%

15 15.247 1215 1217 1219 rBV 27450 48097 1.92% 0.237%
16 15.304 1219 1222 1227 rVB2 166207 312803 12.48% 1.544%
17 15.624 1247 1250 1255 rVB2 19256 38063 1.52% 0.188%
18 16.710 1341 1345 1348 rVB 14720 28268 1.13% 0.140%
19 17.213 1385 1389 1392 rBV 354406 653133 26.05% 3.223%
20 17.533 1412 1417 1420 rBV2 16746 37889 1.51% 0.187%
21 17.841 1441 1444 1453 rBv4 29462 75478 3.01% 0.373%
22 18.504 1497 1502 1505 rBV3 14583 35580 1.42% 0.176%

23 18.813 1525 1529 1532 rVV 165538 287767 11.48% 1.420%
24 18.870 1532 1534 1537 rVV 84142 124572 4._.97% 0.615%

25 18.939 1537 1540 1542 rVV 18271 33259 1.33% 0.164%
26 18.984 1542 1544 1548 rVB 31226 59213 2.36% 0.292%
27 19.373 1575 1578 1580 rVB 15833 27889 1.11% 0.138%
28 19.476 1583 1587 1592 rBV 14161 28741 1.15% 0.142%
29 19.556 1592 1594 1598 rBvV4 12884 28018 1.12% 0.138%
30 19.979 1627 1631 1634 rBV2 15363 37013 1.48% 0.183%
31 20.104 1639 1642 1645 rVB 14804 27652 1.10% 0.136%

32 20.482 1670 1675 1680 rBV 142638 344068 13.72% 1.698%
33 20.596 1680 1685 1695 rVvVv 295187 659970 26.32% 3.257%
34 20.790 1698 1702 1706 rVB3 30197 75795 3.02% 0.374%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/1Z

Sample - G3590-05

Misc :

ALS Vial : 12 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.939 1711 1715 1717 rBV3 13865 35884 1.43% 0.177%
36 20.984 1717 1719 1722 rVB 18493 26492 1.06% 0.131%
37 21.076 1724 1727 1729 rBv4 13043 28326 1.13% 0.140%
38 21.282 1739 1745 1749 rBV5 40023 117299 4.68% 0.579%
39 21.350 1749 1751 1757 rVB3 25816 47007 1.87% 0.232%

40 21.476 1759 1762 1764 rBVY 244670 309785 12.36% 1.529%

41 21.590 1770 1772 1774 rBY 18871 32406 1.29% 0.160%
42 21.819 1790 1792 1798 rVV 280743 565498 22.56% 2.791%
43 21.956 1801 1804 1810 rVV2 166161 292409 11.66% 1.443%
44 22.070 1810 1814 1818 rVv4 25801 92519 3.69% 0.457%
45 22.150 1818 1821 1823 rVV 875431 1086031 43.32% 5.360%

46 22.185 1823 1824 1827 rVB 23416 35579 1.42% 0.176%
47 22.470 1847 1849 1853 rBV2 23005 46489 1.85% 0.229%
48 22.573 1856 1858 1860 rVv2 34309 59474 2.37% 0.294%
49 22.619 1860 1862 1864 rVV 34006 46669 1.86% 0.230%
50 22.848 1880 1882 1883 rBV 32379 44764 1.79% 0.221%
51 23.156 1907 1909 1912 rVB3 41272 57604 2.30% 0.284%

52 23.270 1916 1919 1922 rBV2 62149 151469 6.04% 0.748%
53 23.396 1927 1930 1931 rBV2 182895 342362 13.66% 1.690%
54 23.419 1931 1932 1934 rVB2 194902 203044 8.10% 1.002%
55 23.533 1940 1942 1944 rBV 83130 84693 3.38% 0.418%

56 24.082 1988 1990 1993 rVB 192564 229861 9.17% 1.134%
57 24.230 2001 2003 2006 rBV 650440 811497 32.37% 4._.005%
58 24.516 2026 2028 2034 rBV2 294787 416694 16.62% 2.057%
59 24.699 2040 2044 2046 rBV 305051 504857 20.14% 2.492%
60 24.871 2057 2059 2061 rBV 117461 146944 5.86% 0.725%

61 25.282 2093 2095 2096 rBV 112664 127532 5.09% 0.629%

Sum of corrected areas: 20262183
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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:\HPCHEMI\BNA_F\DATA\BF091015\
BF081579.D

10 Sep 2015 22:10

umziz

G3590-05

12 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-

BF090115.M
CALIBRATION

Abundance

1000000

800000
1.55
600000

400000

200000
14

4.58

TIC: BF081579.D

7.79

5.45 71 8.59

9.57

8.26

10.

Al

T
1.50

Time-->

200 250 3.00 350 400 450 5.00

DN
LA B L B L L L B L

550 6.00 650 7.00 750 800 850 9.00 9.50 10.00

Abundance

1000000

800000

600000

400000

200000

13.82

11.17

i

13.09

TIC: BF081579.D

17.21

18.81

18.87
18.50 [if®

14.87 1530

yﬂ Jﬁ&?laez

16.71 17.5317.84

N

0

Time-->

10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance

1000000

800000

600000

400000

200000

1982186 120810

22.15

TIC: BF081579.D
2423

24.70
24.5
24.87

240ﬂ 25.28

0
Time-->

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.58 51.43 ng 751970 1,4-Dichlorobenzene-d4 8.27
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 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 284 (4.583 min): BF081579.D (-279) (-) m/z 43.10 100.00%
a3
59
5000
101

420 4.40 4.60 4.80 5.00
S0l S 8 Tm/z 59.10  57.62%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

420 4.40 4.60 4.80 5.00
m/z 58.10 14.12%

25 3 a7, | 83 o3 %
I LA B L AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R ERELEREEEs L
420 4.40 4.60 4.80 5.00
5000 41 m/z 101.10 14 .04%
31
69 87
15 53 98
e R e e e B B B i e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R R
59 420 440 460 480 500

m/z 41.10 9.04%

5000
101
15 1 \3\1 I ‘ 53\ i 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 unknown7.79 Concentration Rank 2

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

7.79 92.58 ng 1353720 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 565 (7.795 min): BF081579.D (-562) (-) m/z 132.10 100.00%
132
5000 68 /\\
75 X 7.40 7.60 7.80 8.00 8.20
104
..,....,....,...!,“.'.‘.‘.7" .61"|,..':~.,..E.‘.7,..I.,.'!..,....,....,'...,.. m/z 68.10 50.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LN N RN AR
740 7.60 7.80 8.00 8.20
70 m/z 66.10 34 _.47%
31 4451 60

‘ | | ‘\ I 77 86 ! 105 116 I
R B LR L s L Ea s e e s LR o iERERa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

L s
69 108 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 31.55%
78
31 54 o1

WWWWWWTWWWWW

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- L

132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 19.50%

5000
15 28 39 52 % 77 00 104
rrprre e et e e b T e

) I, | L. \
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknownl7.84 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.84 5.25 ng 75478 Phenanthrene-d10 18.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, l1-chloro- 260 C16H33ClI 004860-03-1 43
2 Tetratetracontane 619 C44H90 007098-22-8 38
3 Tetradecane 198 C14H30 000629-59-4 38
4 Hexatriacontane 507 C36H74 000630-06-8 38
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 38
Abundance Scan 1444 (17.841 min): BF081579.D (-1441) (-) m/z 57.05 100.00%
57
5000 /\/\A/\J\\/\—/\/J
1 133 e
75 218 17.60 17.80 18.00 18.20
i m/z 43.10 73.67%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94520: Hexadecane, 1-chloro-
57

5000 91 LANLINLIL B L L L LB
17.60 17.80 18.00 18 20
m/z 71.10 50.34%
2. | \‘ Hw 33 175 217 260
T L I o o o o o e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
17.60 17.80 18.00 18.20
5000 m/z 41.10 47 .91%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

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

Abundance #55008: Tetradecane R B A B
57 17.60 17.80 18.00 18.20
m/z 85.10 34.04%
5000
2l AT 1108
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Myristoleic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.48 23.91 ng 344068 Phenanthrene-d10 18.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristoleic acid 226 C14H2602 000544-64-9 86
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 83
3 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 64
4 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 58
5 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 58
Abundance Scan 1675 (20.482 min): BF081579.D (-1670) (-) m/z 55.10 100.00%
41
5000 69
Ty o050 2040 5060 7080
123 137 : : : :
b 12T 102165 192 286 Tz 41.10  53.82%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #73736: Myristoleic acid
55
41
5000 69 AU IABVUUE
20,20 20.40 20.60 20.80
71H) m/z 69.10 38.77%
124
- |"" .“ H H HHH ‘mu \H\ H\ }?7}51' 1|6|6|]|'7|9|]:9|1| 2|O|8” |2|2|6| Ry
m/z--> 40 100 120 140 160 180 200 220 240
Abundance
41 55
20.20 20.40 20.60 20.80
5000 69 m/z 83.10 24 _.89%
83 o,
11123 138 152165 179192 218 236 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #73740: E-9-Tetradecenoic acid L o
41 P 20.20 20.40 20.60 20.80
m/z 43.10 24 _75%
5000 69
b ,\\u I MMHM H\H\H L o 208 26 A
m/z--> 40 100 120 140 160 180 200 220 240 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.60 45_.87 ng 659970 Phenanthrene-d10 18.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1685 (20.596 min): BF081579.D (-1680) (-) m/z 43.10 100.00%
43 60
73
5000
129 et
157171185 o0 213 20.20 20.40 20.60 20.80 21.00
143 1997 227 256
e m/z 60.05 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 -4
5000 AU
mmmmmmmmmm
m/z 57.10 81.57%
Il o \“ \H %01;}5 \ 1431571711851992132272422?6
m/z--> 25 45 80 100 150 150 160 180 200 220 240 260
Abundance
43 60 73
- 20,20 20.40 20.60 20.80 21.00
5000 m/z 73.10 79.90%
129 242
?7101115 | 143157171 185'% 213226
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid REEas e e R B
60 73 20.20 20.40 20.60 20.80 21.00
m/z 41.10 78.38%
5000 29 129
185 -
143, .,171
--.-‘---‘.‘-‘- A4, H\H o Mt e _JUL
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 20 20 20 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 9,10-Anthracenedione Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.79 5.27 ng 75795 Phenanthrene-d10 18.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 95
2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 87
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 70
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 49
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 38
Abundance Scan 1702 (20.790 min): BF081579.D (-1698) (-) m/z 152.10 100.00%
142 180 208
5000 " 167
50 6
96 135
39 108 125 20.40 20.60 20.80 21.00 21.20
m/z 180.10 99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 |---Af\-0-|----|---- T
20.40 20.60 20.80 21.00 21. 20
50 m/z 208.10 95.88%
63 %0 126
.----.--“--.‘---H-‘.--‘--l.o-z---.-‘---.-- IR (—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152 180
AR AR RS R
20.40 20.60 20.80 21.00 21.20
m/z 151.10 54 _44Y%
5000
76
U ??"' NS ""I¥2§"I N PR SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂf
Abundance #42768: 9H-Fluoren-9-one T ll;\l T T T l T 1T
180 20.40 20.60 20.80 21.00 21. 20
m/z 76.10 52.22%
5000 152
76
63
mp>2b & & % ﬁ01h m ﬁ01m ﬁ ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown21.28 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.28 11.55 ng 117299 Chrysene-di12 23.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 47
2 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 46

3 Naphthalene, hexahydro-1,6-dimet... 204 C15H24 029837-12-5 46
4 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 42

5 Neoisolongifolene 204 C15H24 1000156-12-4 41
Abundance Scan 1745 (21.282 min): BF081579.D (-1739) (-) m/z 161.10 100.00%

T 189 204
91
55 105 126 230
5000 41 77 1r4
147
215

21.00 21.20 21.40 21.60
m/z 189.10  80.15%

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

Abundance #58850: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
105
161
5000
93 204 21.00 21.20 21.40 21.60
1 81 119 m/z 204.10 71.66%
55 69 133 147 189
,?z..\k.JL,NJ.Mi.JH.,wuuWM.uh,.Wu.ih.%?s..M.,.M..,....,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161
189
41 105 204 21.00 21.20 21.40 21.60
5000 91 m/z 91.10 67.26%
21 5 77 s,
66 175
L A L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58800: Naphthalene, hexahydro-1,6-dimethyl-4-(1-methyleth... e e ERRES BE s
161 21.00 21.20 21.40 21.60
189204 m/z 203.10 66.22%
41
105
5000 o1
119
5 77 ‘ 133 147
SN e O N O N | VN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Cyclopenta(def)phenanthrenone Concentration Rank 19

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

21.35 4.63 ng 47007 Chrysene-d12 23.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 52

2 [1,1"-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 38

3 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 38

4 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol 204 C11H12N202 1000278-26-8 32
5 Dihydropyranno(3,2-H)homochroman 204 C13H1602 057052-82-1 27

Abundance Scan 1751 (21.350 min): BF081579.D (-1749) (-) m/z 204.10 100.00%

5000

88 150

99 110 129 21.00 21.20 21.40 21.60

m/z 176.10 48.27%

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

Abundance #58950: Cyclopenta(def)phenanthrenone
204
5000
176 21.00 21.20 21.40 21.60
88 m/z 43.10 45_41%
62 B | 102 1 10
L N e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
204
A M
21.00 21.20 21.40 21.60
5000 m/z 60.05 37.99%
177
28 39 51 63 /5 88 102113 127138 150 165 | 189
L S LAl B e s S EE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58607: 3,4-Biphenyldicarbonitrile R e
204 21.00 21.20 21.40 21.60
m/z 55.10 34.75%
5000
50
39 63 75 88 02 176 ‘
151
R .Hz.,wh..“l‘, eyl 12 125 198 " 10 o189l I —
m/z--> 20 40 60 80 100 120 140 160 180 200 21.00 21.20 21.40 21.60

8270-BF090115.M Fri Sep 11 15:55:19 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 12 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.96 28.80 ng 292409 Chrysene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 53
Abundance Scan 1804 (21.956 min): BF081579.D (-1801) (-) m/z 43.10 100.00%
43
57 g
5000
o7 129
185 LNV SRR SUNRRE
115 241 21.60 21.80 22.00 22.20
143157171 | 199213227 284
— N 213 m/z 55.10 76.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43 73
5000 UL RSN SURLSN SUNLE I
242 21.60 21.80 22.00 22.20
2 ; 129 m/z 57.10  75.00%
01115 | 143 171185199213
m/z--> IIéBIIZdIIGO 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 54 21'60 21.80 22.00 22.20
5000 m/z 60.00 74 .24%
129 -
27 87 115 214
101 152 185199
wmmﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid LA m s S e
43 21.60 21.80 22.00 22.20
5 m/z 73.05 68.37%
5000
2 256
Ll MM‘ 143157 185199713507
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 2f60 21%0 2250 2250 '

8270-BF090115.M Fri Sep 11 15:55:20 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown22.07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.07 9.11 ng 92519 Chrysene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 38
2 Trimethyl[5-(trimethylsilyl)-2-t. .. 228 C10H20SSi2 017906-71-7 38
3 N-Benzyl-p-anisidine 213 C14H15NO0 017377-95-6 35
4 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 35
5 3-Dibenzofuranamine, 2-methoxy- 213 C13H11NO2 005834-17-3 35

Abundance Scan 1814 (22.070 min): BF081579.D (-1810) (-) m/z 213.10 100.00%

213
5000

228 |||||||||||||||||||
21. 80 22. 00 22. 20 22. 40

m/z 203.10 67.87%

150
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 R LR EEE R EE e
21. 80 22. 00 22. 20 22. 40

119 228 m/z 220.10 33.73%

27 39 51 65 77 9‘1 107 | 135 152165 181 197 | |
R e i e o L LA mm et o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213

21.80 22.00 22.20 22.40

5000 m/z 55.10 26.62%
73
99 228
85 115 163 183 197
R B ma e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65032: N-Benzyl-p-anisidine T
91 122 213 21. 80 22. 00 22. 20 22. 40

m/z 81.10 20.01%

5000 W

136 196
15 27 39 51 H\ 7107 | 152 167180 ! Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 21. 80 22. 00 22. 20 22. 40

8270-BF090115.M Fri Sep 11 15:55:22 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 14 unknown22.57 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22 .57 5.86 ng 59474 Chrysene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid, [1-(1,1-dimethy... 232 C11H2103P 042087-76-3 25
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 25
3 Benzamide, 4-(N-trifluoroacetyl)... 232 C9H7F3N202 328023-33-2 22
4 trans-3,4,5-Trimethoxy-.beta.-me... 253 C12H15N05 038059-94-8 11
5 2-[4-Pyridyl]methylene-3-quinucl... 216 C13H16N20 1000256-93-9 11
Abundance Scan 1858 (22.573 min): BF081579.D (-1856) (-) m/z 55.10 100.00%
I 216
5000 69
268 RUNNBR AR DR R U I
22.20 22.40 22.60 22.80
m/z 57.10 92.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77161: Phosphonic acid, [1-(1,1-dimethylethyl)-4,4-dimeth...
57 77 128 161 176 232
4 96
5000 017 22.20 22,40 22.60 22.80
r m/z 41.10 78.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
22.20 22,40 22.60 22.80
5000 m/z 216.10 68.34%
39 6375 95 122134 150163176° 20
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77742: Benzamide, 4-(N-trifluoroacetyl)amino-
2 22.20 22.40 22.60 22.80
m/z 253.20 63.41%
5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 22.20 22.40 22.60 22.80

8270-BF090115.M Fri Sep 11 15:55:23 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 15 unknown22.62 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
22.62 4.60 ng 46669 Chrysene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 42
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 38
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 30
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 30
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 30

Abundance Scan 1862 (22.619 min): BF081579.D (-1860) (-) m/z 57.10 100.00%
57
5000 216
108 q3g158 189 240259 2220 22,40 2260 2280 23.00
Lt m/z 43.10 64.67%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 AR UN
85 22. 20 22. 40 22. 60 22. 80 23. 00
29 m/z 216.10 50.97%
‘ h || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 1%0 260 2éo 360 3éo '
Abundance
216
22.20 22.40 22.60 22.80 23.00
5000 m/z 71.10 45 .83%
95 189
14 39 63 122 163
m/z--> éo 100 1%0 200 250 360 3%0 '
Abundance #151357: Octadecane, 1-iodo- L o o R R T
57 22.20 22.40 22.60 22.80 23.00
m/z 215.10 41 .29%
5000 85
29
d\ " \J I \1}3l 1§5‘183 211 253
m/z--> % 1m 1% 200 250 3& 3% ' nmnmn@nmmm

8270-BF090115.M Fri Sep 11 15:55:26 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 16 unknown23.16 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.16 5.67 ng 57604 Chrysene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 38
2 Benzo[c]phenanthrene 228 C18H12 000195-19-7 35
3 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 32
4 1,3,5-Triazine-2(1H)-thione, 4-(... 227 C9H17N5S 023613-02-7 15
5 (3,4-Dimethyl-phenyl)-(2,6-dimet... 227 C14H17N3 1000296-56-4 14
Abundance Scan 1909 (23.156 min): BF081579.D (-1907) (-) m/z 228.15 100.00%

8

5000

-

251267 293 22.80 23.00 23.20 23.40
m/z 57.10 87 .04%

207

141 158 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75264: Cyclopenta(cd)pyrene, 3,4-dihydro-
228

]

5000

22.I80 23.I00 23.I20 23.I40
m/z 43.10 65.64%

114

75 99 150 174 200

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
228
R e S
22.80 23.00 23.20 23.40
5000 m/z 226.10 62.96%
113
18 44 63 87 150 174 200

Wmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74014: |sothiazol-5-amine, 4-bromo-3-chloro-N-methyl-

22.80 23.00 23.20 23.40
m/z 227.10 58.10%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.80 23.00 23.20 23.40

8270-BF090115.M Fri Sep 11 15:55:28 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 17 unknown23.27 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.27 14.92ng 151469  Chrysene-diz 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 38
2 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 38

3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 37

4 2-Ethylidene-hydrazono-3-methyl-... 239 C10H10CIN3S 1000148-08-4 30

5 9,10-Anthracenedione, l-amino-4-... 239 C14H9NO3 000116-85-8 25

Abundance Scan 1919 (23.270 min): BF081579.D (-1916) (-) m/z 239.20 100.00%
239

5000 197 285

=

23.00 23.20 23.40 23.60
m/z 285.25 47 .60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109124: 3-Quinolinecarboxylic acid, 4-hydroxy-8-(trifluor...
239
5000 AllAlllllllllll TTTT TT T T
285 23.00 23.20 23. 40 23 60
m/z 197.15 46.69%
53 69 87 114 ) \ 192 220 266 |
A N m A ma o R AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
239
e
23.00 23.20 23.40 23.60
5000 285 m/z 43.10 34 .49%
170
29 53 g9 87 114 137 156 185 211 266 kﬁwﬁ\NﬂkNvAKN,ﬁwj\A_Awﬁf\uA
Tnmmﬁmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117578: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami... A e ERmES BEE
239 23.00 23.20 23.40 23.60
m/z 141.10 27 .26%
43
5000 285
183197212 254
7 ‘ 115 ., 156 ‘ ‘ 300
ST - N N -~V o l‘...‘ ....,.‘... .2.7.1.,.‘...,.. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23. 00 23. 20 23. 40 23 60

8270-BF090115.M Fri Sep 11 15:55:29 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 18 Ethanol, 2-(hexadecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .08 22.64 ng 229861 Chrysene-di2 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 64
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 58
3 1-Docosene 308 C22H44 001599-67-3 58
4 Cyclotetracosane 336 C24H48 000297-03-0 53
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 53
Abundance Scan 1990 (24.082 min): BF081579.D (-1988) (-) m/z 57.10 100.00%
57
85
11  23.80 24.00 24.20 24.40
139 : : : :
3 | JutP150181 200227 202 802321 367 | n75743.10  74.82%
m/z--> 50 100 150 200 250 300 350
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
5000 85 L BRI UL S I
23.80 24.00 24.20 24.40
31 111 m/z 55.10 55.68%
MH\ “ H“ ‘\ ‘H ml . 169 196 224 255 281
m/z--> 50 100 150 260 250 300 350
Abundance
43
23,80 24.00 24.20 24.40
5000 69 m/z 71.10 45.73%
97
125 155 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene e e ERRES BE s
55 23.80 24.00 24.20 24.40
. m/z 41.10 35.01%
5000
29
‘125
L g 1 s ae 308
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24,40

8270-BF090115.M Fri Sep 11 15:55:30 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 9-Hexacosene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24._.70 68.71 ng 504857 Perylene-di12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexacosene 364 C26H52 071502-22-2 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Tricosene 322 C23H46 018835-32-0 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
5 1-Hexacosene 364 C26H52 018835-33-1 87

Abundance Scan 2044 (24.699 min): BF081579.D (-2040) (-) m/z 57.10 100.00%
57
97
5000
7 1T5 153 177 200218 239 268 303323343 365 | 2440 2460 2480 2500 )
e e e e e m/z 43.10 85.99%
m/z--> 50 100 150 200 250 300 350
Abundance #146451: 9-Hexacosene
43 97
69
5000 - A0 24150 2480 2500
\ o m/z 55.10 84.82%
153
N 81 S -
m/z--> 50 100 150 200 250 300 350
Abundance
55
o7 | 24.40 24.60 24.80 25.00
5000 m/z 97.10 63.75%
29
125
79 153 181 308
m/z--> 55 160 1%0 200 2éo 360 3éo
Abundance #129061: 1-Tricosene e o o O e
57 g3 24.40 24.60 24.80 25.00
m/z 83.10 63.45%
5000
111
29 J\N\JLL/x
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 3&'30 24 40 24. 60 24. 80 25'00

8270-BF090115.M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/I1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 20 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.28 17.36 ng 127532 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 92
2 Pentadecane 212 C15H32 000629-62-9 72
3 Nonacosane 408 C29H60 000630-03-5 72
4 Tetratriacontane 479 C34H70 014167-59-0 72
5 Heptacosane 380 C27H56 000593-49-7 70

Abundance Scan 2095 (25.282 min): BF081579.D (-2093) (-) m/z 57.10 100.00%

57
5000 85

113 14116, 031 263 25.00 25.20 25.40 25.60
oL ,I. 77101183 210231 209 289312 342365 ' "m/z 43.10  56.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57
5000 85 LA L L L L L L L
25.00 25.20 25.40 25.60
m/z 71.10 48 .54%
113 141
20 L[ 1T 109489211 239 267 205 323 352
T ; , L e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e
25.00 25.20 25.40 25.60
5000 g5 m/z 85.10 39.88%
29
113 141 169 212 ‘A/\‘/\—J\/\/\/\’\
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane e e ERRES BE s
57 25.00 25.20 25.40 25.60
m/z 55.10 20.78%
5000 85
113
29| || WL (141 169 197 225 253 281 309 337 365 408
~L ....,....,.... e L e
m/z--> 50 100 150 200 250 300 350 400 25 00 25.20 25.40 25.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091015\
Data File : BF081579.D

Acq On : 10 Sep 2015 22:10

Operator : UM/1Z

Sample - G3590-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.58 51.4 ng 751970 1 8.27 292448 20.0
unknown7 .79 7.79 92.6 ng 1353720 1 8.27 292448 20.0
unknownl7 .84 17.84 5.3 ng 75478 4 18.81 287767 20.0
Myristoleic acid 20.48 23.9 ng 344068 4 18.81 287767 20.0
n-Hexadecanoic acid 20.60 45.9 ng 659970 4 18.81 287767 20.0
9,10-Anthracenedione 20.79 5.3 ng 75795 4 18.81 287767 20.0
unknown21.28 21.28 11.6 ng 117299 5 23.42 203044 20.0
Cyclopenta(def)ph... 21.35 4.6 ng 47007 5 23.42 203044 20.0
Pentadecanoic acid 21.96 28.8 ng 292409 5 23.42 203044 20.0
unknown22 .07 22.07 9.1 ng 92519 5 23.42 203044 20.0
unknown22 .57 22.57 5.9 ng 59474 5 23.42 203044 20.0
unknown22 .62 22.62 4.6 ng 46669 5 23.42 203044 20.0
unknown23.16 23.16 5.7 ng 57604 5 23.42 203044 20.0
unknown23.27 23.27 14.9 ng 151469 5 23.42 203044 20.0
Ethanol, 2-(hexad... 24.08 22.6 ng 229861 5 23.42 203044 20.0
9-Hexacosene 24.70 68.7 ng 504857 6 24.87 146944 20.0
Pentacosane 25.28 17.4 ng 127532 6 24.87 146944 20.0
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