LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104376.D

Aca On > 9 Apr 2018 17:03 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2155-03 NB-01-040618-B

ALS Vial : 19 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-BF040618.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 5.034 496 501 511 rvB 146407 226208 3.23% 0.418%
2 5.422 560 567 570 rBVY 3571653 4157749 59.44% 7.688%
3 6.069 674 677 693 rVB 134222 247221 3.53% 0.457%
4 6.439 733 740 743 rBVY 3361469 4184491 59.82% 7.738%
5 6.575 758 763 766 rBY 3774727 4206653 60.14% 7.779%
6 6.804 798 802 805 rBVY 1113434 858807 12.28% 1.588%
7 6.963 824 829 832 rVB 3552244 3207618 45.86% 5.931%
8 7.375 892 899 901 rBVY 2425784 2707337 38.70% 5.006%
9 8.086 1014 1020 1023 rBVvV 1481662 1197945 17.13% 2.215%
10 8.675 1117 1120 1124 rBV 94170 77257 1.10% 0.143%

11 9.169 1198 1204 1207 rVB 4440726 4354193 62.25% 8.051%
12 9.239 1213 1216 1219 rBV 163296 146449 2.09% 0.271%
13 9.557 1266 1270 1273 rBV 537915 443516 6.34% 0.820%
14 9.775 1304 1307 1311 rVB 277390 223691 3.20% 0.414%
15 9.845 1315 1319 1322 rVB 1352725 1254199 17.93% 2.319%

16 10.092 1358 1361 1365 rBV3 60789 71555 1.02% 0.132%
17 10.275 1388 1392 1395 rVB 329895 267010 3.82% 0.494%
18 10.492 1424 1429 1432 rBV 96218 127702 1.83% 0.236%
19 10.633 1447 1453 1456 rBV 2611845 2679420 38.30% 4 _955%
20 10.745 1469 1472 1481 rVB 321251 338098 4.83% 0.625%

21 11.192 1545 1548 1551 rBV 206612 180415 2.58% 0.334%
22 11.222 1551 1553 1560 rVB 72332 82148 1.17% 0.152%
23 11.327 1568 1571 1574 rBV 1337788 1114573 15.93% 2.061%
24 11.622 1618 1621 1624 rBV 155141 119162 1.70% 0.220%
25 11.727 1635 1639 1642 rVB 2879027 2414537 34.52% 4._.465%

26 11.857 1658 1661 1670 rBV2 280261 298978 4.27% 0.553%
27 12.027 1687 1690 1696 rBV 103101 120205 1.72% 0.222%
28 12.421 1752 1757 1759 rBV 5259151 6995087 100.00% 12.935%
29 12.439 1759 1760 1766 rVV2 4462624 4110755 58.77% 7.601%
30 12.521 1770 1774 1776 rBV 1231115 1015575 14.52% 1.878%

31 12.569 1780 1782 1785 rVB 118858 105753 1.51% 0.196%
32 12.645 1793 1795 1801 rVB3 72823 74740 1.07% 0.138%
33 12.757 1810 1814 1818 rBV2 207004 225887 3.23% 0.418%
34 12.921 1838 1842 1846 rBV 3100588 3262212 46.64% 6.032%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.080 1866 1869 1871 rBV 266483 232725 3.33% 0.430%

36 13.121 1874 1876 1879 rVVv2 117649 135629 1.94% 0.251%
37 13.168 1879 1884 1892 rVB4 214300 313862 4._.49% 0.580%
38 13.245 1894 1897 1898 rBV 139487 107928 1.54% 0.200%
39 13.263 1898 1900 1905 rVB3 135317 135984 1.94% 0.251%
40 13.304 1905 1907 1910 rBV2 127186 112780 1.61% 0.209%

41 13.810 1990 1993 1998 rBV 164769 160254 2.29% 0.296%
42 13.968 2016 2020 2024 rBV 830888 841312 12.03% 1.556%

43 14.433 2095 2099 2101 rBV2 76636 92559 1.32% 0.171%
44 15.433 2264 2269 2273 rBVY 702957 850294 12.16% 1.572%

Sum of corrected areas: 54080473
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104376.D
5000000

4000000 6.57
5.42 6.96
6.44

3000000

2000000

6.80
1000000

5.03 6.07

iy NSRS | WSS G NGNS | W5 | NS | AN | DU

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104376.D

5000000

9.17 12.44

4000000

12.92

3000000 11.73
10.63

2000000
8.09 9.85 11.33 12.52

1000000

10.27 10.75
8.67 9.24 Am79' 10,09 | 10.49| | f%& 11.6 1ﬂ8?%p3

O e e A e e e P e e AL

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF104376.D

5000000

4000000
3000000
2000000
1000000]  13.97 15.43
13.81 14.43

e e e R B e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 13

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

5.03 5.27 ng 226208 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 500 (5.028 min): BF104376.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 SRR DL S
| 83 | 460 4.80 5.00 5.20 5.40
ARSI 1RSI ) FRRSSRSRE o HEMMU HE m/z 59.00 58.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.00 22.00%
21 37 53 ‘ 67 77 83 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 520 540
5000 m/z 58.00 16.50%
43 101
15 3 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | BSLLES NLALLELE BL ILL  BLL
43 460 4.80 5.00 5.20 5.40
m/z 41.00 8.98%
5000
101
15 97 " 71
IR R "|"le??"| 'l'é?"l' F?"'i"??l"qql' SRR RN S RS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 9

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

6.07 5.76 ng 247221 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 90
2 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 47
3 Dimethvl-cvano-phosphine 87 C3H6NP 031641-57-3 40
4 Carbonic acid. dimethyl ester 90 C3H603 000616-38-6 36
5 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 32

Abundance Scan 677 (6.069 min): BF104376.D (-674) (-) m/z 45.00 100.00%

45
5000 59

75 Sﬁ 5|80 6.00 620 6.40
e e e Al e el | M7z 59.00  47.89%
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)- ’J\
45
5000 59 A

5.80 6.00 6.20 6.40

31 m/z 58.00 23 .53%

15 ‘ 75 90
SN N1 L 1 N N -
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45

5.80 6.00 6.20 6.40

5000 m/z 89.00 15.85%
29 60
15 75 %20
B e o e B e e B R me
m/z--> 10 20 30 50 60 80 90 100
Abundance #1858: Dimethyl-cyano-phosphine e
4 87 580 6.00 6.20 6.40
72 m/z 90.10 15.71%
57
5000
S 1 S| D | N AN [ PUSNRNRY . SN
m/z--> 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown6.57 Concentration Rank 2

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

6.57 97.97 ng 4206650 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104376.D (-758) (-) m/z 132.00 100.00%
5000 68
40 | % J 620 640 6.60 6.80 7.00
54 : . : : :
ot e [ gsms o h/7 6810  41.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.27%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.24%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e e et
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 17.06%
5000 0
31
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 16

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

9.77 3.57 ng 223691 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Hexadecane 226 Cl16H34 000544-76-3 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1306 (9.769 min): BF104376.D (-1304) (-) m/z 57.10 100.00%

57
43
71
5000 85

99 9.40 9.60 9.80 10.00
113 126 141
N i o £ — m/z 43.10 71.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71 W

5000 O T T
85 9.40 9.60 9.80 10.00

m/z 71.10 62.37%

29
99
18 | M [ 113 127 141 155 169 183 212
T e T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.05 40.97%
29
15 99 113 127 141 155 160 198
T T T T T T T T e T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl-
57 9.40 9.60 9.80 10.00
43 m/z 41.10 35.79%
71
5000 85
141
99
...,.‘.‘..,‘...H,..w‘..,....,..1.1?,....9.... L e e T et
m/z--> 20 40 60 80 100 120 140 160 180 200 940 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.27 4.26 ng 267010 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 1391 (10.269 min): BF104376.D (-1388) (-) m/z 57.05 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.05 69.80%

99
113127 141 154 167 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
43 57 41
5000 85 llllllllllllllllllllll

10.00 10.20 10.40 10.60
99 m/z 71.10 57.62%

29 113
127 226
5 L Ll 127141155 169 183 107 51y 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 L e e e e
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 43.67%
29
15 % 113127141 155 160 198
L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- B o i e e i e
57 10.00 10.20 10.40 10.60
43 m/z 41.10 31.58%
71
5000 85
141
99
...,.‘.‘..,‘...‘l,....,i...‘,..1.1?,....i‘....,.l?.g.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.75 6.07 ng 338098 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1473 (10.751 min): BF104376.D (-1469) (-) m/z 57.10 100.00%

5000

113 10.40 10.60 10.80 11.00

141 169184 240

(o m/z 71.10 73.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48837: Nonane, 5-butyl-
43 71
5000 126 LA LN L L L L B B
10.40 10.60 10.80 11.00
m/z 43.05 64.17%
M\ h -t 97 ‘ 141156 184
T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T T T T
85 10.40 10.60 10.80 11.00
5000 m/z 85.05 45 .65%
41
113
26 141 169 197 225 253263 296
wwm‘mmrrq‘mq’wmwrrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane T T T T T
57 10.40 10.60 10.80 11.00
m/z 41.05 30.85%
5000 85
4
‘ L g 113 141 169184 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10 80 11. 00

8270-BF040618 .M Tue Apr 10 12:06:53 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Decane, 2,3,5-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.19 3.24 ng 180415 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 86
4 1-lodoundecane 282 C11H231 004282-44-4 78
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1548 (11.192 min): BF104376.D (-1545) (-) m/z 57.05 100.00%
g7
43 | 11
5000
99 3 1100 1190 1140 1160
113 157 10.80 11.00 11.20 11.40 11.60
Fir195168 162 m/z 71.10 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 I SUNIRR BN L B
10.80 11.00 11.20 11.40 11.60
m/z 43.10 65.71%
29 99 141
‘ ‘ Il )l 113 I 169
m/z--> 25 Jo éo 80 100 120 140 160 180 200 230 240
Abundance
57
43 71 LN ORI SRR N B
85 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.05 47 _.72%
29 99
15 113127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo- T T TR
57 10.80 11.00 11.20 11.40 11.60
71 m/z 41.05 29_.37%
5000 43 85
29 9
m/z--> 20 40 éo éo 100 150 140 1éo 180 200 220 240 10,80 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 43.33 ng 2414540 Phenanthrene-d10 11.33
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 92
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1639 (11.727 min): BF104376.D (-1635) (-) m/z 74.00 100.00%
2
87
5000
43
| Tl | 101 1151291T3157 171185199213 227241 270 ;|.2|.4I0I I:I.;I.(.::OI I:I.IZI.BIOI I:I.IZOIOI -
Ob el el e A e | M/z 87.00 74.41%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 R UL SRR BN RRRE
43 1140 11.60 11.80 12.00
7 143 m/z 43.05 30.39%

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

74

87 11.40 11.60 11.80 12.00
5000 43 m/z 55.10 24 .17%

29 | o7 143
101715129 157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester
74 11.40 11.60 11.80 12.00

a7 m/z 41.10 22.76%

5000

29
‘ fg 101
‘\ Ul \H | ‘ pdl 115 129 ‘ 157 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF040618.M Tue Apr 10 12:06:54 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.36 ng 298978 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 30
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1662 (11.863 min): BF104376.D (-1658) (-) m/z 73.00 100.00%
73
43 60
5000 129

213

185
et 256 11,60 11.80 12.00 12.20

m/z 43.05 81.41%

199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129

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

11.60 11.80 12.00 12.20
m/z 60.00 80.83%

213
143 157171 185 199

Abundance
43 60 73
L L L
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 75.550
87 242
143 199
115 185
101 157171 213
L L L L B L I L LB O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 \ \ A
Abundance #72647: Tridecanoic acid I L e B B L
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 64.27%
5000 129
29
214
l | ‘ 143 157
Ll il
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF040618.M Tue Apr 10 12:06:54 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.42 125.52 ng 6995090 Phenanthrene-d10 11.33
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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1757 (12.421 min): BF104376.D (-1752) (-) m/z 67.05 100.00%
67 81

s000; 41

i

A
LI B B I I e |

12.20 12.40 12.60 12.80
m/z 81.05 85.98%

150

178 05220234 263 204
el

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 6/7

81

—

12.20 12.40 12.60 12.80
m/z 55.10 60.85%

5000

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

?

Abundance
67 81
a1 L R o il aan
95 12.20 12.40 12.60 12.80
5000 m/z 95.05 58.70%
109 294
123
150 263
26 164178192206220234249 | 279
Tnmm‘mTﬁ’Tﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- I A REEEE BE e
41 67 12.20 12.40 12.60 12.80
81 m/z 41.05 49 .98%
5000 95
109
123 294
[ L7 e re1006220030 263 ]
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

8270-BF040618.M Tue Apr 10 12:06:54 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.44 73.76 ng 4110760 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99

Abundance Scan 1760 (12.439 min): BF104376.D (-1759) (-) m/z 55.10 100.00%

69

5000

.

12.20 12.40 12.60 12.80
278 296 m/z 69.10 72.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /Jt

Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

12.20 12.40 12.60 12.80
m/z 41.10 70.94%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 55
74 12,20 12.40 12.60 12.80
5000 m/z 83.10 61.30%
¥ 264
27
123 222
137152 180 507" 245 | 279296
mmwmﬂﬁmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester S EEmEE R e e

12.20 12.40 12.60 12.80
m/z 74.00 60.52%

|

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

5000

8270-BF040618.M Tue Apr 10 12:06:55 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 13 Methyl stearate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.52 18.22 ng 1015580 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1774 (12.521 min): BF104376.D (-1770) (-) m/z 74.00 100.00%
!
5000
43
o7 s 255 12.20 12.40 12.60 12.80
199 . ) ) .
298
...,....,....,..|'..,l.-!.',l..l.l.‘?.... b 2T VB0 2R Tm/z 87.00 74.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 SR SRR BRI UL B
143 - 298 12.20 12.40 12,60 12.80
43 199 m/z 43.10 31.55%
9
...,?Y..,“...?w,..‘w.‘,u..\,w..l.l.?..‘..,;...‘,.1.7.1. N A -/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 m/z 55.00 24 .16%
28 43
143 255 298
59 101 125 1711 199 271
mmwmmﬁmmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 12.20 12.40 12.60 12.80
m/z 41.10 20.58%
5000 43 plwn
Gl ‘ | IAMEECE 1t3158 185200 2274 210
m/z--> 20 Jo 65 éo 100 120 140 160 180 200 220 240 260 2éo 300 12,20 12.40 12,60 12.80

8270-BF040618.M Tue Apr 10 12:06:55 2018

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 14 Methyl 10-trans,l12-cis-octa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.76 5.37 ng 225887 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
4 7.10-Octadecadienoic acid. methv... 294 C19H3402 056554-24-6 95
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 93
Abundance Scan 1815 (12.763 min): BF104376.D (-1810) (-) m/z 67.05 100.00%

202
81

5000

12.40 12.60 12.80 13.00
m/z 202.10 80.98%

150
135 164777

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate

A
LA L L L L L L L L B

12.40 12.60 12.80 13.00
294 m/z 81.00 71.16%

5000

150

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
677
81 B L e EEEEE
12.40 12.60 12.80 13.00
5000 95 m/z 95.10 52.66%
109 294
135150
5 16417819p906220034 262
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- B B L BN B o
41 67 12.40 12.60 12.80 13.00
81 m/z 79.05 40.70%
5000 95
109
123 294
190164178199206220034. 263 7
R B A B e e AR LARRARRRRR T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF040618.M Tue Apr 10 12:06:56 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 15 Methyl 5,11,14-eicosatrienoate Concentration Rank 10

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

13.08 5.53 ng 232725 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 5.11.14-eicosatrienoate 320 C21H3602 1000336-40-2 94

2 Bicvcloll10.1.01tridec-1-ene 178 C13H22 054766-91-5 81

3 Cvclohexaneethanol. .beta.-methv... 140 C9H160 007697-55-4 70

4 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 68

5 Cyclohexane, 1,2-propadienyl- 122 C9H14 005664-17-5 50
Abundance Scan 1869 (13.080 min): BF104376.D (-1866) (-) m/z 67.00 100.00%

67

5000

149164 18920500235 271 12.80 13.00 13.20 13.40

m/z 81.10 79.13%
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

12.I80 13.IOO 13.I20 13.I40
m/z 79.05 71.10%

5000

250 271289 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
L e B T e S
12.80 13.00 13.20 13.40
5000 95 m/z 55.00 55.53%
121
2 149 47
mﬁrwﬁwwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18781: Cyclohexaneethanol, .beta.-methylene- N B EE
67 12.80 13.00 13.20 13.40
m/z 41.00 54.43%
s000{ 41 3
109
,”.WHJ.”.. 149 AR
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-BF040618.M Tue Apr 10 12:06:56 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 16 unknownl13.12 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.12 3.22 ng 135629 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxvlic acid. 2-tridec... 294 C18H3003 1000280-63-3 35
2 2-Furancarboxvlic acid. 3-tetrad... 308 C19H3203 1000280-63-6 35
3 Cvclohexanol. 2-methvl-5-(1-meth... 156 C10H200 060320-28-7 27
4 Cvclohexanol. 2-methyl-5-(1-meth... 156 C10H200 000499-69-4 27
5 Cyclohexanol, 3-methyl-2-(1-meth... 156 C10H200 031104-61-7 22
Abundance Scan 1876 (13.121 min): BF104376.D (-1874) (-) m/z 57.00 100.00%
7
113
95 167
5000 a1
199 ULV SR B
4 139 219 292 12.80 13.00 13.20 13.40
m/z 113.00 59.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139585: 2-Furancarboxylic acid, 2-tridecyl ester
95 113
41
5000
7 12.80 13.00 13.20 13.40
182 m/z 95.00 52.15%
2 7 139154 199 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95 113
" 12:80 13.00 13.20 13.40
5000 m/z 167 .05 49 .43%
57
196
26 72 138153168 213 308
mmmwwﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28347: Cyclohexanol, 2-methyl-5-(1-methylethyl)-
43 95 12.80 13.00 13.20 13.40
m/z 55.00 48 .69%
5000{ o 113
69 138
156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 izéo'iébbliébbliéud"

8270-BF040618.M Tue Apr 10 12:06:57 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 17 Methyl 13-eicosenoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.17 7.46 ng 313862 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 52
2 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 52
3 Methvl mvristoleate 240 C15H2802 056219-06-8 49
4 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 49
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 49

Abundance Scan 1884 (13.168 min): BF104376.D (-1879) (-) m/z 55.05 100.00%

g5

5000

12.80 13.00 13.20 13.40
m/z 69.00 71.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methyl 13-eicosenoate
55
5000 LIS INLELINLINLI LI BB LI B

12.80 13.00 13.20 13.40
m/z 41.00 62.74%

250

138 166 185 208,55 324

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
74 UNNUNARU AR AR
12.80 13.00 13.20 13.40
5000 o m/z 43.05 61.52%

123 152 194 236
171 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #94118: Methyl myristoleate L BT o e
55 12.80 13.00 13.20 13.40

m/z 83.10 57.09%

5000

1A

15 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13 20 13. 40

8270-BF040618.M Tue Apr 10 12:06:58 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 18 1,6-Cyclodecadiene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.26 3.23 ng 135984 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Cvclodecadiene 136 C10H16 007049-13-0 70
2 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 55
3 Bicvclopentvlidene 136 C10H16 016189-35-8 55
4 1-Cvclopentvilcvclopentene 136 C10H16 004884-21-3 46
5 4,7-Methano-1H-indene, octahydro- 136 C10H16 006004-38-2 43

Abundance Scan 1900 (13.263 min): BF104376.D (-1898) (-) m/z 99.10 100.00%
9%
81
67
5000 55
41
121 136
149 164 118 01 207 00 239 13.00 13.20 13.40 13.60
m/z 81.10 72 .39%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15713: 1,6-Cyclodecadiene
67
41 79
5000 95 L SRR B BULLN LR
27 || o4 136 13.00 13.20 13.40 13.60
‘ 107 121 ‘ m/z 67.00 61.28%
|...|...|...|....|....|....|.... S
miz--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
4 67
79 TTTTrTTTT T T T T T T T T
54 13.00 13.20 13.40 13.60
5000 27 9% m/z 79.00 54.13%
136
107 191
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15714: Bicyclopentylidene e e
67 o5 13.00 13.20 13.40 13.60
79 m/z 95.10 44 .80%
5000 136
41 107
g 10
,“M“,“‘l“,‘,“, I A,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 19 4-Fluoro-3-nitrotoluene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.68 ng 112780 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 50
2 3-Fluoro-4-nitrotoluene 155 C7H6FNO2 000446-34-4 41
3 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 38
4 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7HG6FNO2 000455-88-9 30
5 Cyclopentane, (2-methyl-1-propen... 124 C9H16 053366-57-7 30

Abundance Scan 1906 (13.298 min): BF104376.D (-1905) (-) m/z 67.00 100.00%

3

5000

13.00 13.20 13.40 13.60
m/z 83.00 91.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27988: 4-Fluoro-3-nitrotoluene
3 155
109
5000 LA L L L L L L L L LB
13. 00 13. 20 13. 40 13. 60
m/z 55.00 80.35%
125
\ I
‘ el bt A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83 155
R A
13.00 13.20 13.40 13.60
5000 125 m/z 81.00 60.95%
109
30 57
139
Wﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro- R AR e
83 109 155 13.00 13.20 13.40 13.60
m/z 41.00 58.82%
5000
125
57
bl L
RN D PN T O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104376.D

Aca On : 9 Apr 2018 17:03

Operator : JU/SJ

Sample : J2155-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 20 1-Nonadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.81 ng 160254 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1993 (13.810 min): BF104376.D (-1990) (-) m/z 83.05 100.00%
7 8B
5000 111
19 167 200 20 13040 13160 1360 1400 1420
iy m/z 57.10 95.67%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000 AR AR SRR U B
anmnmmmmm
125 m/z 55.00 87.86%
15 ‘ ‘I‘H‘ 4 A L h154 182 210 238 266
m/z--> 55 100 150 260 250 300 3éo '
Abundance
57 g3
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 97.10 85.88%
29
140 168 196 241 342
m/z--> - "55' "'166 B ﬁsd B éod B ééo"' éoo"' ééd !
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester T
anmnmmmmm
83 m/z 69.10 83.51%
- 1 VVMAI/L/M
29 169
[ d ‘ b s | s a 302
m/z--> 55 160 150 200 250 360 3éo ' 1340 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\

Data File : BF104376.D

Acq On > 9 Apr 2018 17:03 Instrument :
Operator : JU/SJ BNA_F

Sample - J2155-03 ClientSampleld :
Misc - NB-01-040618-B
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 5.3 ng 226208 1 6.80 858807 20.0
Ethanol, 2-(2-met... 6.07 5.8 ng 247221 1 6.80 858807 20.0
unknown6 .57 6.57 98.0 ng 4206650 1 6.80 858807 20.0
Pentadecane 9.77 3.6 ng 223691 3 9.85 1254200 20.0
Hexadecane 10.27 4.3 ng 267010 3 9.85 1254200 20.0
Nonane, 5-butyl- 10.75 6.1 ng 338098 4 11.33 1114570 20.0
Decane, 2,3,5-tri... 11.19 3.2 ng 180415 4 11.33 1114570 20.0
Hexadecanoic acid... 11.73 43.3 ng 2414540 4 11.33 1114570 20.0
n-Hexadecanoic acid 11.86 5.4 ng 298978 4 11.33 1114570 20.0
9,12-Octadecadien... 12.42 125.5 ng 6995090 4 11.33 1114570 20.0
11-Octadecenoic a... 12.44 73.8 ng 4110760 4 11.33 1114570 20.0
Methyl stearate 12.52 18.2 ng 1015580 4 11.33 1114570 20.0
Methyl 10-trans,1... 12.76 5.4 ng 225887 5 13.97 841312 20.0
Methyl 5,11,14-ei... 13.08 5.5 ng 232725 5 13.97 841312 20.0
unknownl13.12 13.12 3.2 ng 135629 5 13.97 841312 20.0
Methyl 13-eicosen... 13.17 7.5 ng 313862 5 13.97 841312 20.0
1,6-Cyclodecadiene 13.26 3.2 ng 135984 5 13.97 841312 20.0
4-Fluoro-3-nitrot... 13.30 2.7 ng 112780 5 13.97 841312 20.0
1-Nonadecene 13.81 3.8 ng 160254 5 13.97 841312 20.0
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