LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 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-BF010918.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 4.934 479 484 492 rVB 290293 403651 7.97% 0.684%
2 5.334 546 552 555 rBVY 4453050 5043474 99.55% 8.545%
3 6.363 720 727 730 rBVY 4239936 5066472 100.00% 8.584%
4 6.492 744 749 752 rBVY 4855568 4957014 97.84% 8.399%
5 6.722 784 788 791 rBVY 1805639 1424276 28.11% 2.413%
6 6.881 810 815 818 rBVY 3634742 3653071 72.10% 6.190%
7 7.287 878 884 887 rBVY 3137483 3218305 63.52% 5.453%
8 7.369 894 898 901 rBV 62281 60212 1.19% 0.102%
9 8.004 1000 1006 1009 rBV 2209986 1944809 38.39% 3.295%
10 8.598 1103 1107 1110 rBV 125402 110596 2.18% 0.187%
11 8.810 1139 1143 1147 rBvV2 60195 82598 1.63% 0.140%

12 9.081 1184 1189 1192 rBV 4772883 4342593 85.71% 7.358%
13 9.163 1198 1203 1207 rBv2 187800 199089 3.93% 0.337%

14 9.345 1227 1234 1237 rBV3 51043 81229 1.60% 0.138%
15 9.416 1243 1246 1248 rBV 90282 85453 1.69% 0.145%
16 9.439 1248 1250 1252 rVB 76530 54541 1.08% 0.092%
17 9.475 1252 1256 1259 rBV 558017 477967 9.43% 0.810%
18 9.533 1263 1266 1269 rVB2 47910 59532 1.18% 0.101%

19 9.616 1276 1280 1285 rBV 160480 153437 3.03% 0.260%
20 9.686 1290 1292 1297 rVB 297821 260342 5.14% 0.441%

21 9.757 1297 1304 1307 rBV 1937379 1806277 35.65% 3.060%

22 9.786 1307 1309 1313 rVB 105791 87162 1.72% 0.148%
23 9.916 1326 1331 1334 rBv4 43083 77196 1.52% 0.131%
24 9.957 1334 1338 1340 rvv2 109379 128995 2.55% 0.219%
25 10.010 1343 1347 1351 rVV3 68012 87646 1.73% 0.149%

26 10.186 1374 1377 1380 rVB 375896 278935 5.51% 0.473%
27 10.298 1393 1396 1403 rVB 156909 146319 2.89% 0.248%
28 10.410 1410 1415 1417 rBV 104496 122147 2.41% 0.207%
29 10.539 1432 1437 1441 rBV 2280216 2244782 44 _.31% 3.803%
30 10.657 1454 1457 1466 rVB 337807 385563 7.61% 0.653%

31 10.845 1486 1489 1492 rBV2 52970 60581 1.20% 0.103%
32 11.110 1531 1534 1536 rBV 194766 169559 3.35% 0.287%
33 11.133 1536 1538 1545 rVB2 120562 128461 2.54% 0.218%
34 11.239 1552 1556 1558 rBV 1410072 1405905 27.75% 2.382%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.257 1558 1559 1562 rVvVv 629509 427574 8.44% 0.724%

36 11.310 1565 1568 1571 rVB 211097 170018 3.36% 0.288%
37 11.533 1603 1606 1609 rBV 152329 117541 2.32% 0.199%
38 11.633 1620 1623 1627 rVB 1875786 1548699 30.57% 2.624%
39 11.733 1637 1640 1643 rBV 108913 99180 1.96% 0.168%
40 11.763 1643 1645 1648 rVvVv 283788 238422 4.71% 0.404%

41 11.810 1650 1653 1656 rVB2 60266 53331 1.05% 0.090%
42 11.845 1656 1659 1661 rBVY 196447 183639 3.62% 0.311%
43 11.869 1661 1663 1668 rVB 84873 73157 1.44% 0.124%
44 11.939 1671 1675 1677 rBVY 87006 77329 1.53% 0.131%
45 12.033 1688 1691 1693 rBV2 61105 56990 1.12% 0.097%
46 12.280 1731 1733 1736 rBVY 87007 84923 1.68% 0.144%

47 12.321 1736 1740 1742 rBV 4558305 4668282 92.14% 7.910%
48 12.345 1742 1744 1750 rVB 3650036 3198029 63.12% 5.419%
49 12.427 1755 1758 1759 rBV 692761 566665 11.18% 0.960%
50 12.445 1759 1761 1764 rVB 867743 666620 13.16% 1.129%

51 12.539 1775 1777 1782 rVB2 56863 61337 1.21% 0.104%
52 12.674 1794 1800 1802 rBV 732323 854446 16.86% 1.448%
53 12.721 1806 1808 1814 rVB2 43464 61628 1.22% 0.104%
54 12.821 1821 1825 1828 rBV 2665875 2339010 46.17% 3.963%
55 12.892 1834 1837 1841 rBV3 46997 62929 1.24% 0.107%

56 12.986 1849 1853 1854 rBV2 172190 190749 3.76% 0.323%
57 13.068 1862 1867 1870 rBV3 143219 168612 3.33% 0.286%

58 13.104 1870 1873 1875 rBV2 109999 85240 1.68% 0.144%
59 13.151 1878 1881 1886 rBV3 66564 76773 1.52% 0.130%
60 13.221 1891 1893 1896 rVB 61261 54412 1.07% 0.092%

61 13.716 1974 1977 1980 rBV 252512 225270 4.45% 0.382%
62 13.868 1998 2003 2005 rBV2 1322006 1558989 30.77% 2.641%
63 13.892 2005 2007 2010 rVB 389520 285984 5.64% 0.485%
64 14.710 2144 2146 2150 rBV2 108219 93287 1.84% 0.158%
65 14.880 2171 2175 2178 rBV 390492 552071 10.90% 0.935%

66 15.221 2230 2233 2239 rBV 277581 346385 6.84% 0.587%
67 15.286 2240 2244 2247 rBV 833109 964550 19.04% 1.634%

Sum of corrected areas: 59020260
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF011518\

BF102071.D

15 Jan 2018 19:07

SJ/Ju

J1022-06

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102071.D

533 49

6.36

6.88
7.29

6.72

4.93

0
Time-->

4.50

5.00

5.50

Abundance

4000000

3000000

8.00

2000000

1000000

0!

Time--> 8.00

TIC: BF102071.D

12.82

10.54

9.76 11.63

11.24

1o 12 67

12.50

oA b lote  l10.66 !
st 9204 | o %

31115. .U
it

11.50

<1 9001
9 164 g p. 7R2 B 22

\Al

ki
9.50

I iL
10.50 11.00

8.60 g g1
A A

8.50 9.00 10.00 12.00 13.00 13.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102071.D

13.87

Time-->

14.00

18.00 18.50 19.00

17.00 17.50

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 6

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

4.93 5.67 ng 403651 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF102071.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 460 480 5.00 520
B0 | 2071 8500 59.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL UL UL R
59.0 460 480 500 520
0
150 1010 m/z 101.00 17.51%
H\‘ i Tl 83'0 L ‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 5.00 520
5000 m/z 58.00 15.55%
41.0
101.0
'”'%?R'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.47%
5000 41.0
""I""Mm"dH ""|""|""%%gg%ﬁ%g"|""|""|"" USSR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 unknown6.49 Concentration Rank 1

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

6.49 69.61 ng 4957010 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102071.D (-744) (-) m/z 131.95 100.00%
131.9
5000 68.0
40.0 |I %i'l 620 6.40 6.60 6.80
el el b el e e e 2% | m/z 68.05 40.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS A LR
6.20 6.40 6.60 6.80
m/z 134.00 33.79%
3#0 ‘
Il J Il
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 25.89%
41.0 97.0

mmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\
Abundance #14491: 5-Aminoindole A R e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.05%

5000

104.0

66.0
140 440 | i |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 4 Tetradecane Concentration Rank 15

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

9.16 2.20 ng 199089 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1203 (9.163 min): BF102071.D (-1198) (-) m/z 57.00 100.00%
57.0
5000

8.80 9.00 9.20 9.40

39 113.1 141 1
...,....',':..| ol A ALY 1729 1981 Tn/z  43.05  73.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
5000 . LA L L L L L L B B
850 8.80 9.00 9.20 9.40
29.0 m/z 71.05 53.03%
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T T e T
8.80 9.00 9.20 9.40
5000 m/z 85.10 34.41%
85.0
29.0
113.0 141.0 184.0
B B A B B R e R RAmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane T T T
57.0 8.80 9.00 9.20 9.40
m/z 41.05 31.64%
5000
85.0
29.0
| ‘ L ‘ 130 1410 1690 1070 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 Hexadecane Concentration Rank 11

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

9.69 2.88 ng 260342 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 64

Abundance Scan 1293 (9.692 min): BF102071.D (-1290) (-) m/z 57.05 100.00%

57.0

o 8a0 NNNNVJWNULVJﬂhvaJMJULJJ

940 9.60 9.80 10.00

39 | | , 131 1401 1631 212.2

e el e T RS0 2Re 0 m/z 43.05 74.81Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
T \M/\/\,\JW/\N\A‘J
5000 LA L L L B LB

85.0 9.40 9.60 9.80 10.00
2.0 : m/z 71.10 56.65%

| “ L ‘ 1130 1410 169.0 1970 226.0
ST S S| RS N M .S < A0 A ML
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

9.40 9.60 9.80 10.00
5000 85.0 m/z 85.05 36.89%

29.0
113.0 ]_4]_ 0 169.0 198.0

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0 9.40 9.60 9.80 10.00
m/z 41.00 29.39%
5000 85.0
29.0 141.0
S Y S SN =N B .o M — St stk b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 960 980 10.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 6 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.19 3.09 ng 278935 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 76
5 Hexadecane 226 C16H34 000544-76-3 68
Abundance Scan 1378 (10.192 min): BF102071.D (-1374) (-) m/z 57.05 100.00%
57.0
e Mg~VQAv$A,~J\
ILARB AL DA
113.1 9.80 10.00 10.20 10.40 10.60
38, 1411 168.2  202.1 226.3 /2  43.00 67 . 36%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83030: Tridecane, 6-propyl-
43.0
71.0
5000 LRI U BRI IR B
9.80 10.00 10.20 10.40 10.60
m/z 71.10 53.85%
‘ 99.0 1260 1540 183.0
.----‘.‘----.--”*-.‘l---“.---‘-.-“---.---“-.---- 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 71.0
9.80 10.00 10.20 10.40 10.60
5000 126.0 m/z 85.10 41.79%
97.0 1550 1840
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester R e e e e R
43.0 9.80 10.00 10.20 10.40 10.60
m/z 41.05 28.04%
71.0
5000
o0 LNWWAMNL,JLMWNANWAmR
L ”‘\\ |10 4ego 1970 2310 2610
mz--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 22.03 ng 1548700 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1622 (11.627 min): BF102071.D (-1620) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 A0 1180 11080 19000
97.1 185 2 227.2 11.40 11.60 11.80 12.00
...,....,...|.|',.-.. g2l Lol T 202 Thyz 87.00 68.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 LRI L SULIILE BN B
430 1140 11.60 11.80 12.00
0
‘ ‘ | 143.0 50 9970 270.0 m/z 43.05 38.85%
e LD dn0 | 16300, L]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11,40 11,60 11.80 12,00
5000 43.0 m/z 55.00 27 .61%
97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72681: Dodecanoic acid, methyl ester e  EAREaEEEEs e
74.0 11.40 11.60 11.80 12.00
m/z 41.10 26.87%
5000
41.0
150 ‘H | || tot0 1430 1710 2140
mzs 30 b 65 80 100 13 180 150 180 200 330 250 280 11,40 11,60 11.80 12,00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.39 ng 238422 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 92
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1645 (11.763 min): BF102071.D (- 1643) ) m/z 192.10 100.00%

5000

A
LI N B

96.0 129.0 165.1

213.2 0562 11.40 11.60 11.80 12.00
O Ea A m/z 191.05 56.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methy!-
192.0
5000

11.40 11.60 11.80 12.00
m/z 43.00 30.00%

165.0
390 630  96.01150 1390 ) Al

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

192.0

11.40 11.60 11.80 12.00
5000 m/z 189.10 28.13%

165.0
39.0 63.0 96.0 115.0 139.0

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

Abundance #54736: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 73.05 27 .60%
5000
. 165.0
20 830 %150 1390 0
R e e B o R R R RN e o R a S e ARNERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

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

11.85 2.61 ng 183639 Phenanthrene-d10 11.23

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76

2 1.4-Naphthalenedione. 2.5-dihydr... 190 C10H604 004923-55-1 35

3 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 20

4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 20

5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18
Abundance Scan 1660 (11.851 min): BF102071.D ( 1656) (-) m/z 190.05 100.00%

19p.
5000
94.7

11.60 11.80 12.00 12.20
117.0 139.1 1651 209.9
oot | m/z 189.05  92.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
’ m/z 192.05 37.28%
39.0 630 || 1130 137.0 1630
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
Abundance
190.0
11.60 11.80 12.00 12.20
5000 121.0 m/z 191.10 33.53%

162.0
50.0 69.0 92.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54755: Naphtho[1,2-b]norbornadiene

192.0 11.60 11.80 12.00 12.20
m/z 94.70 21.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20

5000 165.0
39.0 630 9501150 1390
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.32 66.41 ng 4668280 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1740 (12.321 min): BF102071.D (-1736) (-) m/z 67.10 100.00%
67.1
41.0
5000
1231 1501 12,00 12.20 12.40 12.60
178.2 263.3
S 220.2 29431 "m/z 81.05 86.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 SRR RN UL LR
12.00 12.20 12.40 12.60
m/z 55.05 69.74%
123.0 149.0
L1 178.0 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
95.0 UV AR RAARE
12.00 12.20 12.40 12.60
5000 41.0 m/z 95.10 57 .13%
123.0 1500 294.0
15.0 178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate e ARRREE RS
. 12.00 12.20 12.40 12.60
m/z 41.05 56.37%
5000
294.0
178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1200 12.20 12.40 12.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 9-Octadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.35 45.49 ng 3198030 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1745 (12.351 min): BF102071.D (-1742) (-) m/z 79.10 100.00%

5000

264.3 e
2002 12.00 12.20 12.40 12.60

m/z 93.10 55.19%

149.1 180.2 222.2

37.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
.0

5000

12,00 12.20 12.40 12.60
264.0 m/z 80.05 36.00%
296.0

137.0  180.0 2220

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

55.0

12.00 12.20 12.40 12.60
5000 83.0 m/z 108.10 32.42%

29.0

110.0 264.0
1370 1800 2220 296.0

mmmmrﬁm‘mﬁwwrm‘mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R e e e N
.0 12.00 12.20 12.40 12.60
m/z 91.05 28.12%

5000
29.0

264.0
111.0
138.0  180.0 2220 296.0 L,._WA,M

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
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 Cis-8-methyl-exo-tricyclo[5... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.45 ng 190749 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-8-methvl-exo-tricvclol5.2.1._... 150 C11H18 1000215-29-3 81
2 1.5-Cvclododecadiene. (Z.2)- 164 C12H20 031821-17-7 70
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 50
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 46
5 (2)6,(2)9-Pentadecadien-1-ol 224 C15H280 077899-11-7 46

Abundance Scan 1854 (12.992 min): BF102071.D (-1849) (-) m/z 216.05 100.00%

216.1

5000

F

12.60 12.80 13.00 13.20 13.40
m/z 215.10 83.99%

135.1 163.1

254.1 295.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23978: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane

:

5000
12.60 12.80 13.00 13.20 13.40

m/z 107.80 23 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
41.0 12.60 12.80 13.00 13.20 13.40
5000 m/z 217.10 21 .50%
93.0 121.0
164.0
wmmww’wwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74411: Pyrene, 1-methyl- T
216.0 12.60 12.80 13.00 13.20 13.40
m/z 213.10 20.81%
5000
95.0 189.0

14.0 39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 15 11H-Benzo[b]fluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.16 ng 168612 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 81
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
Abundance Scan 1867 (13.068 min): BF102071.D (-1862) (-) m/z 216.10 100.00%
216.1
5000
%50 &30 1073 189.1 12.80 13.00 13.20 13.40
133.1 163.1-°V: 2431 2812 3232 n/z 215 .10 81 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 12.80 13.00 13.20 13.40
108.0 m/z 213.10 22.74%
57.0 139.0163.0189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 107.30 17.17%
108.0
500 810 137.0163.0189.0
wwmrmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74411: Pyrene, 1-methyl- A s e o
216.0 12.80 13.00 13.20 13.40
m/z 55.05 16.18%
5000
95.0 189.0
14.0 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102071.D

Aca On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample : J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : 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 16 9-Tricosene, (2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.89 ng 225270 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
2 Cvcloeicosane 280 C20H40 000296-56-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1978 (13.721 min): BF102071.D (-1974) (-) m/z 43.05 100.00%
43.0
83.0
5000
140.1 170.1 200.0 275.2 308.1 13.40 13.60 13.80 14.00
b m/z 57.10 97 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163018: 9-Tricosene, (2)-
55,0 97.0
5000 SR DA B IR S
1250 13,40 13.60 13.80 14.00
. 0
20.0 3220 m/z 83.00 77.73%
\} | 15301820 210023802660 294.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55,0
83.0 IR AR TN RN B
13.40 13.60 13.80 14.00
5000 m/z 55.05 72.61%
29.0 111.0

139.0 168.0 196.0 224.0 252.0 280.0
mmmmwmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

%

Abundance #155046: 1-Heneicosanol e AREEEEEaSEE
55,0 83.0 13.40 13.60 13.80 14.00
m/z 97.10 63.62%
o T /\WJ"WV
29.0
Ll { 13901670 1060 238.0266.0 294.0
e uu.”.u”.”.nnpu.””.u.”u.”.u“.”qnnpnq R o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011518\
Data File : BF102071.D

Acq On : 15 Jan 2018 19:07

Operator : SJ/JU

Sample - J1022-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.93 5.7 ng 403651 1 6.72 1424280 20.0
unknown6 .49 6.49 69.6 ng 4957010 1 6.72 1424280 20.0
Tetradecane 9.16 2.2 ng 199089 3 9.76 1806280 20.0
Hexadecane 9.69 2.9 ng 260342 3 9.76 1806280 20.0
Tridecane, 6-propyl- 10.19 3.1 ng 278935 3 9.76 1806280 20.0
Hexadecanoic acid... 11.63 22.0 ng 1548700 4 11.23 1405910 20.0
Phenanthrene, 2-m... 11.76 3.4 ng 238422 4 11.23 1405910 20.0
4H-Cyclopenta[def... 11.85 2.6 ng 183639 4 11.23 1405910 20.0
9,12-Octadecadien... 12.32 66.4 ng 4668280 4 11.23 1405910 20.0
9-Octadecenoic ac... 12.35 45.5 ng 3198030 4 11.23 1405910 20.0
Cis-8-methyl-exo-... 12.99 2.5 ng 190749 5 13.87 1558990 20.0
11H-Benzo[b]fluorene 13.07 2.2 ng 168612 5 13.87 1558990 20.0
9-Tricosene, (2)- 13.72 2.9 ng 225270 5 13.87 1558990 20.0
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