LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 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-BF070117.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 4.310 372 378 384 rBV2 22091 29596 1.17% 0.114%
2 4.892 472 A77 487 rBV 469224 588978 23.25% 2.276%
3 5.322 545 550 553 rBY 2436899 2398567 94.67% 9.268%
4 5.992 661 664 667 rBV 112553 90758 3.58% 0.351%
5 6.351 720 725 728 rBVY 2450639 2486357 98.14% 9.607%
6 6.481 743 747 751 rBV 2473216 2430027 95.92% 9.389%
7 6.710 783 786 790 rBV 912117 761386 30.05% 2.942%
8 6.781 795 798 804 rBV3 20451 30076 1.19% 0.116%
9 6.869 809 813 816 rVB 2226688 1900398 75.01% 7.343%
10 7.275 876 882 885 rBVY 1602951 1551355 61.23% 5.994%
11 7.375 893 899 904 rBV2 39322 53091 2.10% 0.205%
12 7.992 1000 1004 1007 rBVY 1275844 1055247 41.65% 4_077%
13 8.433 1076 1079 1083 rBvV2 34632 30572 1.21% 0.118%
14 8.604 1104 1108 1110 rBV 28943 29109 1.15% 0.112%
15 8.704 1121 1125 1128 rVB4 23687 30740 1.21% 0.119%
16 9.075 1183 1188 1191 rBvV 2809283 2533481 100.00% 9.789%
17 9.163 1198 1203 1207 rBV3 68635 83391 3.29% 0.322%
18 9.327 1228 1231 1237 rVB6 22111 32526 1.28% 0.126%
19 9.463 1251 1254 1257 rBV 453058 374629 14.79% 1.447%
20 9.692 1291 1293 1297 rVB 81570 71330 2.82% 0.276%
21 9.745 1297 1302 1306 rBvY 1014600 955446 37.71% 3.692%
22 9.857 1316 1321 1325 rVB7 13159 30381 1.20% 0.117%
23 9.951 1335 1337 1341 rVB2 43571 39378 1.55% 0.152%
24 10.192 1376 1378 1381 rVB 94180 70994 2.80% 0.274%
25 10.416 1412 1416 1419 rBV 46204 50163 1.98% 0.194%

26 10.533 1432 1436 1440 rBV 1093100 1004378 39.64% 3.881%
27 10.663 1455 1458 1466 rVB2 112152 159889 6.31% 0.618%
28 11.116 1532 1535 1537 rBV2 72533 65077 2.57% 0.251%
29 11.145 1537 1540 1543 rVB 52526 49995 1.97% 0.193%
30 11.227 1550 1554 1556 rBV 870925 754187 29.77% 2.914%

31 11.251 1556 1558 1561 rVB 209602 156242 6.17% 0.604%
32 11.298 1561 1566 1569 rBV 125605 128640 5.08% 0.497%
33 11.463 1590 1594 1597 rBV2 115171 124083 4_90% 0.479%
34 11.539 1605 1607 1612 rVB2 57054 57532 2.27% 0.222%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 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-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.639 1621 1624 1629 rBV2 50836 59071 2.33% 0.228%
36 11.727 1637 1639 1641 rBV 40824 28021 1.11% 0.108%
37 11.757 1641 1644 1648 rVB 74044 64433 2.54% 0.249%
38 11.804 1649 1652 1655 rVB2 49742 58738 2.32% 0.227%
39 11.839 1655 1658 1660 rBV 139106 136512 5.39% 0.527%
40 11.863 1660 1662 1664 rVB 48789 37183 1.47% 0.144%

41 12.021 1686 1689 1692 rBVY 139172 135273 5.34% 0.523%
42 12.104 1700 1703 1706 rBV4 28040 43000 1.70% 0.166%
43 12.280 1730 1733 1737 rBV2 111258 142368 5.62% 0.550%
44 12.339 1740 1743 1745 rVV 124055 105448 4.16% 0.407%
45 12.439 1756 1760 1763 rBVY 792643 698703 27.58% 2.700%

46 12.663 1793 1798 1802 rBVY 590845 639994 25.26% 2.473%

47 12.704 1803 1805 1808 rVB2 40937 39291 1.55% 0.152%
48 12.786 1817 1819 1820 rBV 39611 27810 1.10% 0.107%
49 12.815 1820 1824 1827 rVV 1907877 1704507 67.28% 6.586%
50 13.063 1863 1866 1868 rBV2 69762 59190 2.34% 0.229%
51 13.298 1904 1906 1911 rVB 81376 85922 3.39% 0.332%

52 13.721 1976 1978 1984 rVB3 151164 179819 7.10% 0.695%
53 13.862 1997 2002 2004 rBV2 732847 842233 33.24% 3.254%
54 13.886 2004 2006 2009 rVB 179234 134552 5.31% 0.520%
55 15.274 2239 2242 2245 rBV 374246 451113 17.81% 1.743%

Sum of corrected areas: 25881180
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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\BFO70517\

BF096504 .D

6 Jul 2017 1:29

SJ/MA

13976-04

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.89 15.47 ng 588978 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanol. pentamethvl- 116 C7H160 000594-83-2 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 477 (4.892 min): BF096504.D (-472) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 PSSP SRR SRR A
4.60 4.80 5.00 5.20
il el 883831 | Th7z 59.00  52.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI L UL
59.0 460 480 500 520
m/z 101.10 14 .45%
\?1‘.0 L L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 5.00 520
5000 m/z 58.00 13.82%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R e T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.69%
5000
101.0
150 310 | %80 69,0 86.0 h\
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20

8270-BF070117.M Thu Jul 06 16:20:44 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 11

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

5.99 2.38 ng 90758 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (19)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-26-4 96
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 94
4 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0OH16 004889-83-2 91
5 1,3,6-Octatriene, 3,7-dimethyl-,._.. 136 C10H16 003338-55-4 91

Abundance Scan 664 (5.992 min): BF096504.D (-661) (-) m/z 93.10 100.00%
9d.1
5000
410 77.0 SO | W
I 53.0 65.0 || 1050 1211 40 5.60 5.80 6.00 6.20 6.40
b e e e e b b | M/z 91.00  43.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000
5.60 5.80 6.00 6.20 6.40
410 77.0 m/z 92.10 36.77%
270 77 580 650 || 1050 120 4369
! | 1 11y i ! !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93.0
560 580 6.00 6.20 6.40
5000 m/z 77.00 26.44%
41.0 70
27.0 ' 53.0 5.0 105.0 121.0 136.0
mmmwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene A B AR
93.0 5.60 5.80 6.00 6.20 6.40

m/z 79.00 22 .04%

5000

41.0 770
270 7Y 530 ‘ ‘
150 <47 ] 650 ||

| 10?0 1210 136.0
. |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.48 Concentration Rank 1

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

6.48 63.83 ng 2430030 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.481 min): BF096504.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 ®o "% ok ok Gk
: e B m/z 68.10 40.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 AR SR SRS R
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 31.89%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 25.29%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B I i
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.41%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| B e L RERE
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.66 4.24 ng 159889 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Dodecane 170 C12H26 000112-40-3 68
3 Pentadecane 212 C15H32 000629-62-9 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 1458 (10.663 min): BF096504.D (-1455) (-) m/z 57.00 100.00%

571.0
5000

41

10.40 10.60 10.80 11.00
m/z 43.05 74.47%

113.1 34.1 152.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48833: Tridecane
57.0
5000 410 850 LIS L L L LB L B
: 10. 40 10 60 10.80 11.00
m/z 71.05 49 .70%
R R s B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
L I e
10.40 10.60 10.80 11.00
5000 m/z 85.05 31.11%
410 85.0
14.0 113.0 141.0 170.0
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane o AL B B
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.03%
5000 85.0
41/0 J
180\‘ M Loy ) 1130 1410 1690 212.0
e B I o e o R e e ARA R R R R R EE !
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 1-Hexadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.46 3.29 ng 124083 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 87
2 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 87
3 Cvclotetradecane 196 C14H28 000295-17-0 86
4 Cvclododecane 168 C12H24 000294-62-2 86
5 2-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-7 76
Abundance Scan 1594 (11.463 min): BF096504.D (-1590) (-) m/z 55.00 100.00%
58.0
83.0
5000
193.1219. 11.20 11.40 11.60 11.80
2192 m/z 43.10  95.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95985: 1-Hexadecanol
43.0
69.0
5000 L B B BULRLE AU
nmnmnmnm
m/z 57.05 80.61%
H d 125.0 154.0 196.0 224.0
m/z--> immmmmmmmmmmmmmm
Abundance
43.0
69.0 UL IR BN SURIURE B
97.0 11.20 11.40 11.60 11.80
5000 m/z 41.00 73.67%
125.0
15.0 15401820 579 328.0
Wmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58279: Cyclotetradecane e  RRRaE Bam s
11.20 11.40 11.60 11.80
m/z 83.05 65.52%
5000
139.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.84 3.62 ng 136512 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 47
4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 43
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 22

Abundance Scan 1658 (11.839 min): BF096504.D (-1655) (-) m/z 190.05 100.00%
19p.1
5000
11.60 11.80 12.00 12.20
m/z 189.05 96.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 ‘g‘ﬁ*ﬁMw%
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 54 _.27%
390 630 | 1110 1370 1630
m/z--> 20 40 60 80 100 120 140 1éo 180 260 220
Abundance
189.0
11.60 11.80 12.00 12.20
m/z 191.10 46.24%
5000
94.0
B I T UL UL DL L | "':!-6:'3'0" rrrTrrTTTTTTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy- B En e B S
190.0 11.60 11.80 12.00 12.20
m/z 94.50 31.24%
5000
63.0 133.0 172.0
280 45, 00 1° | lsa0 |
e Q‘”:u@{”.wpﬁ..ﬂu. es.0, | . e
m/z--> 20 40 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Naphthalene, 2-phenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.59 ng 135273 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 60
2 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 59
3 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 55
4 5.16I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 53
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 49

Abundance Scan 1689 (12.021 min): BF096504.D (-1686) (-) m/z 204.10 100.00%

204.1

5000

102.0

3.0 256.2 11.80 12.00 12.20 12.40

m/z 43.10 54 _.82%

129.0 165.1185.0

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

Abundance #64599: Naphthalene, 2-phenyl-
204.0
5000 LA L L L L L LB
101.0 11. 80 12. OO 12. 20 12. 40
m/z 202.10 39.03%
5.0 760, | 1260 1500 1760
T T e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
204.0
R NS RREEE
11.80 12.00 12.20 12.40
5000 m/z 60.00 30.91%
232.0
101.0
51.0 76.0 126.0 150.0 176.0
T T T T T T T T T T T e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 I
Abundance #64614: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15... e o R

204.0 11.80 12.00 12.20 12.40
m/z 203.10 26.42%

5000

101.0

270 510 760 " 1560 1520 1760

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.28 3.78 ng 142368 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 89
3 1-Methvl-3-phenvl-1H-indene 206 C16H14 022360-62-9 89
4 3-Methvl-1-phenvl-1H-indene 206 C16H14 022360-63-0 86
5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 86
Abundance Scan 1733 (12.280 min): BF096504.D (-1730) (-) m/z 206.10 100.00%
206.1
55.0
5000
2451 12.00 12.20 12.40 12.60
i m/z 55.00 55.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 LI S UL LN B
12.00 12.20 12,40 12.60
101.0 m/z 191.10 48_.27%
270 510 760 1390 1650 18%0 \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
206.0
12.00 12.20 12,40 12.60
5000 m/z 43.10 42 _.39%
150 39.0 630 890 127.0 mﬂumo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66258: 1-Methyl-3-phenyl-1H-indene N B EE

206.0 12.00 12.20 12.40 12.60

m/z 57.00 37 .38%

5000

128.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.34 2.80 ng 105448 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 53
2 Oxacvclotetradecan-2-one 212 C13H2402 001725-04-8 52
3 Methvl mvristoleate 240 C15H2802 056219-06-8 52
4 3-Decen-2-one 154 C10H180 010519-33-2 41
5 Cetene 224 C16H32 000629-73-2 38

Abundance Scan 1743 (12.339 min): BF096504.D (-1740) (-) m/z 57.10 100.00%

5000

151.1 180.1 206.2 5355 264.1 12.00 12.20 12.40 12.60
m/z 55.00 97.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

T I T I
12.00 12.20 12.40 12.60

111.0 m/z 43.00 95.36%
137.0 180.0 222.0 264.0 596

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R R REE
12.00 12.20 12.40 12.60
5000 m/z 41.10 73.16%
82.0
110.0
1520 1940

mﬁmmmmﬁrwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94118: Methyl myristoleate R A REER R
12.00 12.20 12.40 12.60

m/z 69.00 65.24%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF070117.M Thu Jul 06 16:20:49 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.04 ng 85922 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 Nonadecanamide 297 C19H39NO 058185-32-3 80
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 53
5 7-Nonenamide 155 C9H17NO 090949-53-4 50
Abundance Scan 1906 (13.298 min): BF096504.D (-1904) (-) m/z 59.00 100.00%
59.0
5000

a
LI B e L I B B

13.00 13.20 13.40 13.60
m/z 72.00 51.53%

97.1 126.1

175.1202.1 2351 269.2 302.2 331.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000
13.00 13.20 13.40 13.60
m/z 55.10 31.15%
29.0 0 114.0 281.0
...,..‘..,l..w‘,.‘.‘.‘.,“.‘..‘.‘“..:‘. N L N L 2 L M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
e IR
13.00 13.20 13.40 13.60
5000 m/z 43.05 26.34%
29.0 97.0

1240 150 0 104.0222.0250.0  297.0

WWWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R R R
13.00 13.20 13.40 13.60

m/z 41.05 18.35%

5000

91.0 116.0141.0 170.0196.0 229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070517\
Data File : BF096504.D

Aca On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.27 ng 179819 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 92
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1978 (13.721 min): BF096504.D (-1976) (-) m/z 57.10 100.00%
51.
5000
125.2 1740 1360 1380 1400
154.1 191.1 252.0 288.2315.2 . : ' : :
il 2241 ¥42 "m/z 55.10 81.14%
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000 RN A B
1110 13.40 13.60 13.80 14.00
' m/z 43.10 79.91%
| | [139-0168.0106.0224.0252.0
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 61.26%
29.0 322
1390167.0105.0222.0 262.0 294.0
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)- UL LSS BUULELEL BB B
57.0 83.0 13.40 13.60 13.80 14.00
m/z 83.10 60.27%
5000
29.0 111.0
[139.0 168.0196.0223.0 252.0280.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
Data File : BF096504.D

Acq On > 6 Jul 2017 1:29

Operator : SJ/MA

Sample : 13976-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.89 15.5 ng 588978 1 6.71 761386 20.0
(15)-2,6,6-Trimet. .. 5.99 2.4 ng 90758 1 6.71 761386 20.0
unknown6 .48 6.48 63.8 ng 2430030 1 6.71 761386 20.0
Tridecane 10.66 4.2 ng 159889 4 11.23 754187 20.0
1-Hexadecanol 11.46 3.3 ng 124083 4 11.23 754187 20.0
4H-Cyclopenta[def... 11.84 3.6 ng 136512 4 11.23 754187 20.0
Naphthalene, 2-ph... 12.02 3.6 ng 135273 4 11.23 754187 20.0
Phenanthrene, 2,5... 12.28 3.8 ng 142368 4 11.23 754187 20.0
9-Octadecenoic ac... 12.34 2.8 ng 105448 4 11.23 754187 20.0
9-Octadecenamide, ... 13.30 2.0 ng 85922 5 13.86 842233 20.0
E-15-Heptadecenal 13.72 4.3 ng 179819 5 13.86 842233 20.0
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