LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100847.D

Aca On - 23 Nov 2017 2:08 Instrument :
Operator : SJ/JU BNA_F _
Sample  : 16289-07 10X St
Misc : SU-04-112117
ALS Vial : 20 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-BF110817.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 5.469 571 575 581 rBB 179125 159737 1.84% 0.467%
2 6.481 744 747 753 rBV 201597 171445 1.98% 0.502%
3 6.622 768 771 775 rBV 210534 177356 2.05% 0.519%
4 6.857 807 811 815 rBV 529180 420542 4 .86% 1.230%
5 7.010 833 837 841 rBV 159641 139028 1.61% 0.407%
6 7.416 903 906 909 rBV 133023 110160 1.27% 0.322%
7 8.116 1016 1025 1027 rBV 214890 236293 2.73% 0.691%
8 8.139 1027 1029 1032 rVvVv 650197 554553 6.40% 1.622%
9 8.428 1073 1078 1083 rBV5 68674 95898 1.11% 0.281%
10 8.645 1111 1115 1117 rBV 111385 93535 1.08% 0.274%

11 8.728 1126 1129 1133 rBV 353426 270103 3.12% 0.790%
12 8.963 1163 1169 1171 rBV2 114501 114397 1.32% 0.335%
13 9.086 1187 1190 1195 rVB3 83414 101947 1.18% 0.298%
14 9.157 1199 1202 1204 rVvVv2 110822 94348 1.09% 0.276%
15 9.216 1208 1212 1216 rVB 288188 250646 2.89% 0.733%

16 9.292 1221 1225 1228 rBV 472919 385727 4._.45% 1.128%
17 9.475 1253 1256 1260 rVB4 93898 102861 1.19% 0.301%
18 9.610 1275 1279 1281 rBV3 135029 164648 1.90% 0.482%
19 9.822 1308 1315 1318 rBV 511339 451487 5.21% 1.321%
20 9.898 1324 1328 1331 rVB2 663331 562178 6.49% 1.645%

21 10.051 1350 1354 1357 rBV2 67711 105485 1.22% 0.309%
22 10.139 1366 1369 1374 rBV2 112507 139425 1.61% 0.408%
23 10.322 1394 1400 1403 rBV 554540 471708 5.45% 1.380%
24 10.445 1415 1421 1428 rBV3 83760 165765 1.91% 0.485%
25 10.539 1432 1437 1440 rBV 148874 190689 2.20% 0.558%

26 10.592 1443 1446 1450 rBV2 61026 88208 1.02% 0.258%
27 10.680 1459 1461 1465 rVB 110976 86894 1.00% 0.254%
28 10.792 1477 1480 1489 rBV 527028 564463 6.52% 1.651%
29 10.986 1509 1513 1517 rBV3 66490 102569 1.18% 0.300%
30 11.239 1553 1556 1559 rBvV 453577 361392 4_.17% 1.057%

31 11.269 1559 1561 1567 rVB2 158898 187026 2.16% 0.547%
32 11.386 1577 1581 1583 rBV 510568 508751 5.87% 1.488%
33 11.410 1583 1585 1588 rVvVv 289260 256220 2.96% 0.750%
34 11.669 1626 1629 1631 rBV 340731 279221 3.22% 0.817%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100847.D

Aca On - 23 Nov 2017 2:08 Instrument :
Operator : SJ/JU BNA_F _
Sample  : 16289-07 10X St
Misc : SU-04-112117
ALS Vial : 20 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.780 1642 1648 1651 rBV 3555300 3764007 43.46% 11.012%

36 11.910 1667 1670 1676 rVvB2 219371 234019 2.70% 0.685%
37 12.075 1691 1698 1703 rBV 290707 301510 3.48% 0.882%
38 12.480 1759 1767 1768 rVV 4854000 8661844 100.00% 25.341%
39 12.498 1768 1770 1775 rVV2 4847453 5932218 68.49% 17.355%
40 12.569 1778 1782 1785 rVV 1862119 1581610 18.26% 4.627%

41 12.604 1785 1788 1790 rVV 491365 596350 6.88% 1.745%
42 12.627 1790 1792 1799 rVV 420086 545123 6.29% 1.595%
43 12.798 1818 1821 1824 rBV3 227464 227775 2.63% 0.666%
44 12.833 1824 1827 1834 rVB2 383042 406112 4.69% 1.188%
45 12.969 1845 1850 1853 rBVY 203078 189140 2.18% 0.553%

46 13.121 1873 1876 1878 rBVY 211062 192873 2.23% 0.564%
47 13.157 1878 1882 1886 rvv4 136559 262216 3.03% 0.767%
48 13.192 1886 1888 1889 rVV 171872 142400 1.64% 0.417%
49 13.210 1889 1891 1897 rVB2 204112 227520 2.63% 0.666%
50 13.286 1901 1904 1907 rBV 200885 157428 1.82% 0.461%

51 13.716 1973 1977 1980 rVB3 113778 154655 1.79% 0.452%
52 13.951 2014 2017 2023 rBV 147810 129004 1.49% 0.377%
53 14.027 2025 2030 2032 rVV2 467182 580400 6.70% 1.698%
54 14.051 2032 2034 2040 rVB 153740 138164 1.60% 0.404%
55 14.468 2102 2105 2109 rBV3 103463 152873 1.76% 0.447%

56 14.910 2175 2180 2188 rBV 356450 524649 6.06% 1.535%
57 15.068 2204 2207 2210 rBV 132406 178779 2.06% 0.523%
58 15.374 2256 2259 2263 rVB 76912 98728 1.14% 0.289%
59 15.433 2266 2269 2275 rVB 131712 159173 1.84% 0.466%
60 15.498 2276 2280 2285 rBV 341461 478136 5.52% 1.399%

Sum of corrected areas: 34181411
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF112217\
BF100847.D
23 Nov 2017 2:08

- SJ/JU
- 16289-07 10X

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF100847.D

5.47

6.86
6.4%.62 A 701

7.42

0
Time-->

2.50

3.00

3.50

4.00

4.50

5.00

I
5.50 6.00

6.50 7.00

T
7.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF100847.D

11.78

Time-->

T T T T
9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF100847.D

14.03

14.91

15.50

72131605 14.47

15.07 14!

o
14.00

14.50

Time-->

16.00 16.50

17.00 17.50

15.00 15.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.62 Concentration Rank 15

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

6.62 8.43 ng 177356 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (6.622 min): BF100847.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || grg %l-o 620 6.40 6.60 680 7.00
oSS 1 M i S S| M. m/z 68.10 38.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL A LSS R A
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34.76%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680 7.00
5000 67.0 m/z 66.10 24.19%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.13%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 3 Tridecane Concentration Rank 12

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

8.73 9.74 ng 270103 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 72
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58

Abundance Scan 1129 (8.728 min): BF100847.D (-1126) (-) m/z 57.10 100.00%
57.1
39l0 131.1 184.2 8.40 8.60 8.80 9.00
Ok e ; m/z 43.10 81.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 M
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 53.51%
0 ‘\‘ \‘\ H\ \‘ | 1l 1130 1410 1840
m/z--> 26 Jo éo 85 160 150 150 1éo 1éo 260 250
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.05 36.98%
85.0
29.0
o 113.0  141.0 169.0 226.0
m/z--> 26 Jo éo 85 160 150 150 1éo 1é0 260 250 k¢“L¢AAAAK),JLAAquq”WANLA
Abundance #48894. Decane, 2,3,5—trimethy|— LA L L B N N LB |
57.0 8.40 8.60 8.80 9.00
m/z 85.10 30.86%
5000 85.0
29.0 141.0
ottt ) 4 1130 | 190
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecane Concentration Rank 9

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

9.29 13.72 ng 385727 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 86
4 Undecane 156 C11H24 001120-21-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1225 (9.292 min): BF100847.D (-1221) (-) m/z 57.10 100.00%
51.1
- NV
9.00 9.20 9.40 9.60
0 S tall 1691 1982 m/z 43.10 75.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 85.0 LW\JV\A\AN\/\/
0.0 9.00 9.20 9.40 9.60
: m/z 71.10 51.31%
198.0
0|||||‘|||‘|‘|||“|||“l||‘l|||‘||1|:I-l‘3|0||”||1|4‘1|(|)||1|6|9|(|) ||||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
51.0 g}bﬁ?_.'glg\)ry'ﬁﬂ\: JWA\W
9.00 9.20 9.40 9.60
5000 m/z 41.05 35.69%
85.0
29.0
0 113.0 141 0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ANVHQMVUMUVJLVVwA/MﬁNkNN
Abundance #71393: Pentadecane AR e AR
57.0 9.00 9.20 9.40 9.60
m/z 85.10 33.76%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0 L\'\AN\JA/\’VW
m/z--> 20 ' éo 80 160 150 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Pentadecane Concentration Rank 7

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

9.82 16.06 ng 451487 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 C11H24 001120-21-4 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1315 (9.822 min): BF100847.D (-1308) (-) m/z 57.10 100.00%

517.1
- W
_'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'

9.60 9.80 10.00 10.20

39
0 ML 1802 2123 m/z 43.10 74.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane U\/v/
57.0
5000 85.0 9%30 980 10. OO 10|20
m/z 71.10 52 .54%

290‘
A

0 ‘\ Loy ‘1130‘1410 1690 212.0
,,,,,, R e EERAREEEE S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance

57.0

960 9.80 10.00 10.20
5000 m/z 85.10 36.30%

85.0
29.0
o 113.0 1410 1690 226.0
i I o o L B B e e o B e  EEAA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane

57.0 9.60 9.80 10.00 10.20
m/z 41.10 34 .40%

5000
85.0
A0 W
L I, 4 ) 1130 1410 184.0

9.60 980 1000 10.20

T T S T

m/z--> 20 40 60 80

100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.32 16.78 ng 471708 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1400 (10.322 min): BF100847.D (-1394) (-) m/z 57.10 100.00%
57.1
e \m\vvvﬂmdb\_AJL\,-vauyﬁwA
ARV AL
1131 10.00 10.20 10.40 10.60
ol 2L 1ol | 1822 m/z 43.05  72.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57.0
5000 USRS ARSI
85.0 10.00 10.20 10,40 10.60
29.0 m/z 71.05 58.84%
0 | L L 180 a0 1690 107.0 2260
m/z--> 20 45 eb 80 160 150 150 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 38.66%
29.0
113.0 141.0 169 0 198.0
O S I e L R R Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- R e e e iaa
57.0 10.00 10.20 10.40 10.60
m/z 41.05 31.64%
140.0
o 39if I | 8o 182.0 205.0 226.0
m/z--> 20 4'0 6|O 8|0 1(')0 12'0 140 160 180 200 220 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.54 6.78 ng 190689 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
4 Heneicosane 296 C21H44 000629-94-7 72
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
Abundance Scan 1437 (10.539 min): BF100847.D (-1432) (-) m/z 57.10 100.00%

57.1
o Awdb\,AJ
85.1

| |1131M1116921930 1020 1040 10.60 10.80

UMM [ S M i Al M m/z 71.10 46.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0

5000 AR B e
10.20 10.40 10.60 10.80

85.0 m/z 43.10 43 .36%

o

290 113.0
ol oy “ 0 1830 211.0 230.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T e
10.20 10.40 10.60 10.80
5000 m/z 41.10 23.09%
29.0 85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R Al REARE RamE
57.0 10.20 10.40 10.60 10.80
m/z 85.10 22 .03%
5000 85.0
113.0
0 L “ |, T a0 1830 2110 239.0 2670 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 8 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.79 22.19 ng 564463 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Decane. 5-propvl- 184 C13H28 017312-62-8 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90

Abundance Scan 1480 (10.792 min): BF100847.D (-1477) (-) m/z 57.10 100.00%

571.1

5000

10.40 10.60 10.80 11.00 11.20

1131 1412 169.1 197.2

240.3

(0} m/z 43.10 73.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane
57.0
5000 85.0 L B B B B B
10 40 10. 60 10 80 11. OO 11. 20
m/z 71.10 58.36%
29.0
ol Ll M30 1410 1690 1970 2400
T T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
PR T T
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 39.22%
85.0
29.0 112.0 140.0
0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane R S B AR R
57.0 10.40 10.60 10.80 11.00 11.20

m/z 41.10 32 .34%

5000

[e0]
a1
o

290‘

h | | 1130 1410 169.0 197.0 225.0 2530 282.0

o.”“”.“”.“”.m”.“”.“”..”..”..”..”..”..”..”w.” SRR R S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.24 14.21 ng 361392 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 81

Abundance Scan 1556 (11.239 min): BF100847.D (-1553) (-) m/z 57.10 100.00%

51.1

5000

11.00 11.20 11.40 11.60

1131 1411 1691 196.1

232.2 254.3

0! m/z 43.10 71.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane
57.0
5000 85.0 L B B B B B B
11.00 11.20 11.40 11.60
m/z 71.10 58.21%
29.0 113.0 1410 254.0
T T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R EanEnaas
11.00 11.20 11.40 11.60
5000 m/z 85.10 40.15%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94344: Heptadecane T T T e
57.0 11.00 11.20 11.40 11.60
m/z 41.10 33.14%
5000 85.0
29.0
0 \‘ ‘\ ‘ Il ‘ 11\:\30 il 141 0 ) 169 0 197.0 2400
I e o o o e o e R AREREEEREEESREsss T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Nonane, 5-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.67 10.98 ng 279221 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 92
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1629 (11.669 min): BF100847.D (-1626) (-) m/z 57.10 100.00%

51.1

113.1 11. 40 11. 60 11.80 12.00

141.1
et b S 1001 2080 2682 e m/z 43.05  67.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #48837: Nonane, 5-butyl-
43.0 710

5000 126.0
11. 40 11.60 11.80 12.00
m/z 71.10 61.00%

97.0
A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0

11.40 11. 60 11. 80 12.00

o

o

5000 85.0 m/z 85.10 41.65%
290 113.0
0 ¥ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141431: Eicosane, 10-methyl- P T R T T T
57.0 11. 40 11. 60 11. 80 12. 00

m/z 41.05 29.86%

5000 85.0
1130 154.0
o | I‘ I 1{ e | 1183.0 211.0 239.0  281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 40 11.60 11.80 12.00

8270-BF110817.M Mon Nov 27 13:15:52 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.78 147.97 ng 3764010 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 90

5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1648 (11.780 min): BF100847.D (-1642) (-) m/z 74.05 100.00%
74.0
5000
43.0
1431 2272 IIIIIIIIIIIIIIIIIIIIIII
97.1 185.2 : 2703 11.40 11.60 11.80 12.00
0 ,....-,...:ll,.~.|'.. ':...','...1?1.%..,|...1.6?.'4]. 02052 | . S "m/z 87.05  73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 [Trrr[rrrr[yrrrrprrrrm
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 35.46%
‘JM\\@O 1710 1990 227.0 2700
O e e e e e e e e
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
s000] 430 m/z 55.05 28.85%
ol 9701170 30 1850 2270 2700
T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.40 11.60 11.80 12.00
m/z 41.10 27.13%
5000
43.0
143.0
ol | ) 101012101430 1710 1990 2420
et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF110817.M Mon Nov 27 13:15:53 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.91 9.20 ng 234019 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 1670 (11.910 min): BF100847.D (-1667) (-) m/z 73.00 100.00%
431 740
5000
11.60 11.80 12.00 12.20
0 m/z 43.10 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0 ""T"""%ﬁ
11.60 11.80 12.00 12.20
m/z 60.00 85.29%
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11'60 11.80 12.00 12.20
5000 256.0 m/z 41.10 82.76%
129.0
97.0 1570 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid
60.0 11.60 11.80 12.00 12.20
m/z 55.10 76.75%
5000
29.0 85.0 129.0
186.0
0---|-‘-‘--|‘-‘--”-“ ‘l“-‘- “lh---wou?'-q? l“ ‘?‘-5-7(-)--- -‘--- T T T T —v—v—rv—v—v—v—rv—v—v—v—r%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.07 11.85 ng 301510 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1697 (12.069 min): BF100847.D (-1691) (-) m/z 57.05 100.00%
57.0
5000
R S
99.0 11.80 12.00 12.20 12.40
ol .‘-,‘.l.l.i. | 2402 1832 e4l2 | m/z 43.10 65.23%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000
11.80 12.00 12.20 12.40
m/z 71.10 55.87%
99.0
o 27.0| “ | | | , 1410 1830 2250 267.0 338.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57.0
111,80 12.00 12,20 12.40
5000 m/z 85.10 38.66%
99.0
27.0 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance #71393: Pentadecane B oL e o S
57.0 11.80 12.00 12.20 12.40
m/z 41.05 30.36%
5000
0 270] | | 1% 1410 sepomz0
m/z--> 55 160 1%0 200 250 360 3%0 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.48 340.51 ng 8661840 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1767 (12.480 min): BF100847.D (-1759) (-) m/z 67.05 100.00%
67.0
41.0
5000
1231 1501 263.2 1220 12.40 12.60 12.80
178.2 . 22043
I 2202 m/z 81.05 83.59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000
12.20 12.40 12.60 12.80
m/z 55.05 71.18%
oL i 123.0 1490 4759 2620 294.0
UNRRUA

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

410 ©7.0

12.20 12.40 12.60 12.80
5000 95.0 m/z 41.05 61.31%

294.0
. 1230 1500 1780 2200 2630
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-

Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
12.20 12.40 12.60 12.80
m/z 95.10 55.15%
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.50 233.21 ng 5932220 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 87
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 86
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 86
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 86
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 83

Abundance Scan 1770 (12.498 min): BF100847.D (-1768) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 69.10 68.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

12!20 12.40 12.60 12.80
m/z 74.10  66.74%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
II"IIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 83.0 m/z 41.10 63.19%
29.0 264.0

111.0

1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester

12.20 12.40 12.60 12.80
m/z 83.10 54.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 17 Methyl 5,11,14-eicosatrienoate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.12 6.65 ng 192873 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 91
2 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 86
3 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 70
4 Cvclooctene. 3-ethenvl- 136 C10H16 002213-60-7 60
5 Cis-8-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-3 53
Abundance Scan 1876 (13.121 min): BF100847.D (-1873) (-) m/z 67.05 100.00%
671.0
5000
205.2 2352 12.80 13.00 13.20 13.40
ol 2711 3021 m/z 81.10 82.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate
67.0
5000 93.0 121.0 R R UL B B
12.80 13.00 13.20 13.40
m/z 79.10 74 .84%
205.0
o 75.0 2350 5710 3200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41.0 67.0
12.80 13.00 13.20 13.40
5000 95.0 m/z 55.10 66.29%
121.0
149.0 178.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23979: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane e A REEEEEasS
12.80 13.00 13.20 13.40
m/z 41.10 65.64%

5000

0 e e  E EEmERmE

! T I I T
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

8270-BF110817.M Mon Nov 27 13:15:56 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 18 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.16 9.04 ng 262216 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 68
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 58
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 53
Abundance Scan 1883 (13.163 min): BF100847.D (-1878) (-) m/z 216.10 100.00%
216.1
5000 9.1
292.3
0136.1 161.1 187.0 241.1263.2 12.80 13.00 13.20 13.40
of m/z 215.10 65.40%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74416: Pyrene, 1-methyl-
216.0
5000 AR SURISA SN B
12.80 13.00 13.20 13.40
108.0 189.0 m/z 93.10 49_74%
ol 39.0 630 87.0 137.0 163.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12:80 13.00 13.20 13.40
5000 m/z 91.10 44 _68%
108.0
0 57.0 139.0 163.0 189.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74425: Fluoranthene, 2-methyl- R EE R E s
216.0 12.80 13.00 13.20 13.40
m/z 292 .30 34 _.75%
5000
ol 390 740 ‘\ 139.0 163.0 18‘?0‘ H
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 19 13-Octadecenoic acid, methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.21 7.84 ng 227520 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 86
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 80
3 10-Octadecenoic acid. methvl est... 296 C19H3602 013038-45-4 80
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 74
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 72
Abundance Scan 1891 (13.210 min): BF100847.D (-1889) (-) m/z 55.10 100.00%
54.1
5000 3.1
1111 rTrryrrrryrrrrr T T TTTT
| | ‘ | “ 1391 1671 5580 a0 2923 1280 13100 13.20 13.40 13.60
Obrrrprrr bl b m/z 69.10 66.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
5000 LRI SRS SR BN B
12.80 13.00 13.20 13.40 13.60
111.0 264.0 m/z 74.00 52.43%
" 1380 180.0 2220 296.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
12.80 13.00 13.20 13.40 13.60
5000 83.0 m/z 83.10 46 .08%
29.0 110 264.0
" 1380 1800 2220 296.0

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

Abundance #141312: 10-Octadecenoic acid, methyl ester, (E)- A B o
12.80 13.00 13.20 13.40 13.60
m/z 87.00  45.55%

5000

29.0 169.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100847.D

Aca On : 23 Nov 2017 2:08

Operator : SJ/JU

Sample : 16289-07 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 20 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.91 21.95 ng 524649 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 80
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
4 Decane.-1.10-diamino.-N.N.N" _N"-__._. 228 C14H32N2 001938-62-1 64
5 2-Butanone, 4-(dimethylamino)-3-... 129 C7H15NO 022104-62-7 64

Abundance Scan 2180 (14.910 min): BF100847.D (-2175) (-) m/z 58.05 100.00%

58.0
5000

14 60 14. 80 15. OO 15 20
) 157.1 .1253.1 364.4
bty 200 0001852 22212950 8078 364 m/z 72.10  6.35%

m/z--> 0 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58.0
5000

14.60 14.80 15.00 15.20
m/z 55.10 5.61%

157.0
R P 1 e
m/z--> 0 50 100 150 200 250 300 350
Abundance
58.0
R mE e e  REREE m e
14.60 14.80 15.00 15.20
5000 m/z 59.05 5.49%
101.0
30.0 144.0
O o L o e e e e I [ s e e o e B SN
m/z--> 0 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0 14.60 14.80 15.00 15.20
m/z 41.10 5.40%
5000
oL 180 , 112.0 157.0
m/z--> 0 50 100 150 200 250 300 350 14 60 14. 80 15. OO 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112217\

Data File : BF100847.D

Acq On : 23 Nov 2017 2:08 Instrument :
Operator : SJ/JU BNA_F _
Sample : 16289-07 10X ClientSampleld :
Misc : SU-04-112117
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown6 .62 6.62 8.4 ng 177356 1 6.86 420542 20.0
Tridecane 8.73 9.7 ng 270103 2 8.14 554553 20.0
Tetradecane 9.29 13.7 ng 385727 3 9.90 562178 20.0
Pentadecane 9.82 16.1 ng 451487 3 9.90 562178 20.0
Hexadecane 10.32 16.8 ng 471708 3 9.90 562178 20.0
Pentadecane, 2,6,... 10.54 6.8 ng 190689 3 9.90 562178 20.0
Heptadecane 10.79 22.2 ng 564463 4 11.39 508751 20.0
Octadecane 11.24 14.2 ng 361392 4 11.39 508751 20.0
Nonane, 5-butyl- 11.67 11.0 ng 279221 4 11.39 508751 20.0
Hexadecanoic acid... 11.78 148.0 ng 3764010 4 11.39 508751 20.0
Tetradecanoic acid 11.91 9.2 ng 234019 4 11.39 508751 20.0
Tetracosane 12.07 11.9 ng 301510 4 11.39 508751 20.0
9,12-Octadecadien... 12.48 340.5 ng 8661840 4 11.39 508751 20.0
9-Octadecenoic ac... 12.50 233.2 ng 5932220 4 11.39 508751 20.0
Methyl 5,11,14-ei... 13.12 6.7 ng 192873 5 14.03 580400 20.0
Pyrene, l-methyl- 13.16 9.0 ng 262216 5 14.03 580400 20.0
13-Octadecenoic a... 13.21 7.8 ng 227520 5 14.03 580400 20.0
N,N-Dimethyloctyl... 14.91 21.9 ng 524649 6 15.50 478136 20.0
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