LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On > 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 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 5.116 511 515 523 rBV 89758 94583 2.48% 0.502%
2 5.510 578 582 586 rBV 638242 531196 13.92% 2.818%
3 6.516 749 753 757 rBV 644964 528607 13.85% 2.804%
4 6.669 775 779 782 rBV 631521 536355 14.05% 2.845%
5 6.904 815 819 822 rBVY 1074025 845947 22.16% 4_.487%
6 7.057 841 845 849 rVB 534955 419502 10.99% 2.225%
7 7.457 910 913 917 rBV 360604 296819 7.78% 1.574%
8 8.186 1033 1037 1040 rBvV 1229098 961014 25.18% 5.098%
9 8.769 1133 1136 1140 rVB2 57220 46261 1.21% 0.245%
10 9.257 1215 1219 1224 rBV 651981 524660 13.75% 2.783%
11 9.333 1229 1232 1235 rBV 109338 86615 2.27% 0.459%
12 9.651 1283 1286 1289 rBV3 57124 65376 1.71% 0.347%

13 9.863 1319 1322 1326 rVB 141615 106286 2.78% 0.564%
14 9.939 1331 1335 1339 rVvVv2 1015670 872495 22.86% 4.628%
15 10.186 1373 1377 1381 rBV4 32280 41020 1.07% 0.218%

16 10.363 1402 1407 1410 rBV 165034 132818 3.48% 0.705%
17 10.586 1440 1445 1450 rVB 44804 69847 1.83% 0.371%
18 10.721 1466 1468 1472 rVB 238249 218119 5.71% 1.157%
19 10.833 1484 1487 1493 rBV 144314 156074 4._.09% 0.828%

20 11.286 1561 1564 1566 rBV 121933 95187 2.49% 0.505%
21 11.316 1566 1569 1575 rVB2 49775 60550 1.59% 0.321%
22 11.427 1584 1588 1591 rBV 956499 832728 21.82% 4.417%
23 11.451 1591 1592 1596 rVB 115678 66931 1.75% 0.355%
24 11.710 1633 1636 1639 rBV 100939 81573 2.14% 0.433%

25 11.815 1650 1654 1657 rBV 1362300 1184632 31.04% 6.284%

26 11.939 1669 1675 1684 rBV2 92550 142321 3.73% 0.755%
27 12.115 1702 1705 1710 rBV 79334 79002 2.07% 0.419%
28 12.504 1767 1771 1773 rBV 3567608 3816953 100.00% 20.247%
29 12.521 1773 1774 1780 rVB2 3047686 2348791 61.54% 12.459%
30 12.604 1785 1788 1791 rBV 639790 511082 13.39% 2.711%

31 12.639 1791 1794 1795 rBV 222774 206226 5.40% 1.094%
32 12.727 1807 1809 1814 rVB4 40038 46943 1.23% 0.249%
33 12.839 1826 1828 1831 rBV2 85390 84581 2.22% 0.449%
34 12.868 1831 1833 1840 rVB2 142279 171279 4._.49% 0.909%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On > 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 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 13.010 1853 1857 1860 rBV 508860 433981 11.37% 2.302%

36 13.086 1867 1870 1873 rBv4 31177 43861 1.15% 0.233%
37 13.168 1881 1884 1886 rBV2 64976 69935 1.83% 0.371%
38 13.192 1886 1888 1893 rVB4 69012 93988 2.46% 0.499%
39 13.233 1893 1895 1897 rBV 73200 67924 1.78% 0.360%
40 13.327 1909 1911 1914 rBV 77479 72622 1.90% 0.385%
41 13.574 1951 1953 1956 rBVY 57399 51629 1.35% 0.274%
42 13.904 2007 2009 2012 rVB 65177 56419 1.48% 0.299%
43 13.998 2022 2025 2029 rBV 78311 82772 2.17% 0.439%

44 14.068 2032 2037 2039 rBVY 933891 898939 23.55% 4._.768%
45 15.551 2285 2289 2304 rVB 473057 717575 18.80% 3.806%

Sum of corrected areas: 18852018
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100435.D

11 Nov 2017 12:48

SJ/Ju

16289-03 5X

8 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF100435.D

5.51

5.12

0
Time-->

3.50

4.00

4.50

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

8.19

TIC: BF100435.D

11.82
9.94 11.43

@A% 11. 7[\11 942.12

9.26

10,
A%\gf; 065 986 1013036 {683

1059}\”JL

8.77

Ol

Time--> 8.00

13.00

8.50

9.00 9.50 10.00 10. 50 11 OO 11. 50 12. OO 12. 50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF100435.D

14.07
15.55

13130

Time-->

14.00

18.50 19.00

14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 11

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

5.12 2.24 ng 94583 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Hexanamide 115 C6H13NO 000628-02-4 9

Abundance Scan 516 (5.122 min): BF100435.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T T T T P T T T T
| 83.0 | 480 5.00 5.20 5.40
O T L v T m/z 59.00 55.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 480 500 520 540
m/z 101.10 18.80%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 57.0 m/z 58.00 15.48%
29.0
101.0
78.0
S U SR I SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B B
43.0 480 5.00 5.20 5.40
m/z 41.10 8.01%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 4

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

6.67 12.68 ng 536355 1,4-Dichlorobenzene-d4 6.90
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 779 (6.669 min): BF100435.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
w1 sa0 || %9 " 640 6.60 6.80 7.00
Obrrprrrr e b e S e bt e e e m/z 68.10 38.62%
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 IREBE RS SRS UL S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.26%
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
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.67%
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 R R RERE
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.25%

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 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4 Hexadecane Concentration Rank 9

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

9.86 2.44 ng 106286 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 72
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 59

Abundance Scan 1322 (9.863 min): BF100435.D (-1319) (-) m/z 57.05 100.00%
5%.0

5000
39 113.1 159.0 9.60 9.80 10.00 10.20
0 1al1 m/z 43.05 71.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 TT T[T T T T[T I T T rrrrrrr1
85.0 9.60 9.80 10.00 10.20
29.0 ’ m/z 71.05 53.58%
0 ‘ “ Il ‘ , 113.0 1410 169.0 197.0 226.0
L I A I e o e LR o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T T N T T T T T
9.60 9.80 10.00 10.20
5000 85.0 m/z 85.05 36.85%
29.0
0 113.0 ]_4]_ 0 169 o 198.0
L I A I e o B N L S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0 9.60 9.80 10.00 10.20
m/z 41.05 31.52%
5000
29.0 85.0
0 “ I \‘ il 1130 1410 1840
m/z--> 20 60 80 100 120 140 160 180 200 220 9.60 980 10. 00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.36 3.04 ng 132818 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 5-Ethvldecane 170 C12H26 017302-36-2 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1407 (10.363 min): BF100435.D (-1402) (-) m/z 57.05 100.00%

571.0

5000

-
3

10.00 10.20 10.40 10.60
m/z 43.10 73.19%

39 113.1

141.0 170.1

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L B
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.05 54 _.35%
bl M30 1410 1600 1960 2400
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R e e e AR
10.00 10.20 10.40 10.60
5000 m/z 85.05 37.17%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane A T T
57.0 10.00 10.20 10.40 10.60
m/z 41.05 30.72%
5000
820 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.29 ng 95187 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1565 (11.292 min): BF100435.D (-1561) (-) m/z 57.05 100.00%
57.0
5000
99.0 166.9 111,00 11.20 11140 11.60
ol III|.|II11§0|“|I e m/z 71.10 68.35%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B B UL R
11.00 11.20 11. 40 11. 60
m/z 43.00 63.70%
o 2@0‘ h \““\ 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 150 200 250 360 3éo
Abundance
57.0
111,00 11.20 11140 11.60
5000 m/z 85.10 55.89%
27.0 90 1410 183. 0 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #71393: Pentadecane LA S s n i M e
57.0 11.00 11.20 11.40 11.60
m/z 41.00 26.94%
5000
m/z--> 5'0 100 1&'30 2(')0 250 300 3éo 11'00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 28.45 ng 1184630 Phenanthrene-d10 11.43
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. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1655 (11.821 min): BF100435.D (-1650) (-) m/z 74.00 100.00%
74.0
5000
43.0
‘ 143.1 227.2 ———
101.0 185.2 270.2 11.60 11.80 12.00 12.20
0 ,....',|'...~|:|', Ao 123 | oaesa o Loy SN Tm/z 87.00  76.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 U B S SO I
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 32 .44%
mz> % 40 60 '8d"iéé"iéé"iib"ieb"isa"éoé"ézé"éié"ééé’"
Abundance
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 24 .76%
. 9701370 30 1g50 2270 2700
UNSRJUNMRS NN SRS SRS SRS LR SRR BAEE SRRAS BRASE BERAY SRR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate —"”_’—v—n—v—r’—v—‘ﬁ‘J—p—v—v—v—r’—v—v—v—p—v—.
74.0 11.60 11.80 12.00 12.20

m/z 41.10 22 .13%

5000
43.0
143.0
ol | ] 1000121014830 4710 e e 2220 WJLA._J;M
|IIII|IIII|IIII|IIII TTTT IIII|IIII TTT T[T Trr[rorrrs IIII|IIII|IIII| _'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.42 ng 142321 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 38
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 1675 (11.939 min): BF100435.D (-1669) (-) m/z 43.05 100.00%

.0 73.0

5000
129.1

97.0
157.0 1851 231 11.60 11.80 12.00 12.20

(o} m/z 73.00 94 .18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 30
5000
11.60 11.80 12.00 12.20
‘ 1290 - o 2140 m/z 60.00  85.02%
97.0 ‘ :
N T . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 71.92%
185.0
97.0 228.0
0L15:0 157.0 209.0
T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid T T T
60.0 11.60 11.80 12.00 12.20

m/z 41.05 71.17%
5000

157.0 1850 213.0 256.0
4

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 91.67 ng 3816950 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1770 (12.498 min): BF100435.D (-1767) (-) m/z 67.05 100.00%
67.0
41.0
5000
R Emae R S
123.1 150.1 12.20 12.40 12.60 12.80
263.2
Y- 1782 2202 294.3 m/z 81.10 84.84%
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 R BN BN U
12.20 12.40 12.60 12.80
m/z 55.10 73.78%
oLl I 123.0 149.0 475 262.0 294.0
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
410 95.0 12:20 12,40 12.60 12.80
5000 m/z 41.05 60.37%
294.0
123.0
150.0 1780 220.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester R R e
12.20 12.40 12.60 12.80

m/z 95.10 55.01%

e

5000

124.0 150.0 294.0

178.0 220.0 263.0

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

I I I 1
12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.52 56.41 ng 2348790 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
2 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
Abundance Scan 1774 (12.521 min): BF100435.D (-1773) (-) m/z 55.10 100.00%
1
5000 ﬂq¥AA
111.1 SRR DA R AR
137.1 180.2  222.3 2M3mm 12,20 12.40 12,60 12.80
o} ' m/z 41.10 62.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

5000

12.20 12.40 12.60 12.80
m/z 69.10 55.29%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R e I RERRE
12.20 12.40 12.60 12.80
5000, s 83.0 m/z 74.00 47.65%
: 264.0

110.0 2920

137.0 180.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester AR mEREY LR
.0 12.20 12.40 12.60 12.80

m/z 83.10 45.21%

5000

29.0 264.0

111.0 138.0 180.0 2220

296.0

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100435.D

Aca On : 11 Nov 2017 12:48

Operator : SJ/JU

Sample : 16289-03 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl13.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.09 ng 93988 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.5-dicvclopenty... 216 C15H200 005682-82-6 43
2 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 38
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 25
4 T1.2.51Selenadiazolol3.4-dlpvrim... 216 C4H4N6Se 1000311-44-5 25
5 lIsoxazolo[4,5-c]Jquinolin-4(5H)-0... 216 C11H8N203 021201-45-6 22
Abundance Scan 1888 (13.192 min): BF100435.D (-1886) (-) m/z 216.05 100.00%
1 216.1

5000

12.80 13.00 13.20 13.40 13.60

o} m/z 93.10 99.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74373: Cyclopentanone, 2,5-dicyclopentylidene-
93.0 216.0

12:80 13.00 13.20 13.40 13.60
m/z 91.00 81.87%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
79.0 292.0
R e EERE RS R a
12.80 13.00 13.20 13.40 13.60
5000 550 1070 m/z 79.05 78.59%
" 135.0

16301890 ,pq, 2610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74419: 11H-Benzo[a]fluorene A B R e
216.0 12.80 13.00 13.20 13.40 13.60
m/z 55.05 78.00%
5000

107.0
140 440 81.0, | 1womuﬂ%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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100435.D

Acq On > 11 Nov 2017 12:48

Operator : SJ/JU

Sample - 16289-03 5X

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.12 2.2 ng 94583 1 6.90 845947 20.0
unknown6 .67 6.67 12.7 ng 536355 1 6.90 845947 20.0
Hexadecane 9.86 2.4 ng 106286 3 9.94 872495 20.0
Heptadecane 10.36 3.0 ng 132818 3 9.94 872495 20.0
Tetracosane 11.29 2.3 ng 95187 4 11.43 832728 20.0
Hexadecanoic acid... 11.82 28.4 ng 1184630 4 11.43 832728 20.0
Tridecanoic acid 11.94 3.4 ng 142321 4 11.43 832728 20.0
9,12-Octadecadien... 12.50 91.7 ng 3816950 4 11.43 832728 20.0
9-Octadecenoic ac... 12.52 56.4 ng 2348790 4 11.43 832728 20.0
unknownl13.19 13.19 2.1 ng 93988 5 14.07 898939 20.0
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