LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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 2.122 3 6 12 rVB 110290 138853 3.66% 0.419%
2 5.057 501 505 518 rBV 105939 153222 4_.03% 0.462%
3 5.469 571 575 591 rBVY 2884098 3086738 81.26% 9.305%
4 6.486 743 748 765 rBY 3132804 3502767 92.21% 10.559%
5 6.610 765 769 772 rBVY 3869497 3374992 88.85% 10.174%
6 6.833 803 807 816 rBV 884842 809008 21.30% 2.439%
7 6.986 829 833 837 rBVY 2848159 2622724 69.04% 7.906%
8 7.398 898 903 919 rBVY 2079519 2074217 54.60% 6.253%
9 8.116 1021 1025 1038 rVB 1046476 1042387 27.44% 3.142%
10 9.186 1202 1207 1218 rBV 4082471 3798697 100.00% 11.451%

11 9.580 1270 1274 1283 rBV 284036 255983 6.74% 0.772%
12 9.869 1319 1323 1331 rVB 1344884 1187278 31.25% 3.579%
13 10.663 1454 1458 1470 rBV 2571648 2319464 61.06% 6.992%
14 11.357 1572 1576 1588 rVB 1261012 1103732 29.06% 3.327%
15 11.739 1638 1641 1646 rVB 217671 168715 4.44% 0.509%

16 11.874 1661 1664 1674 rBV2 148864 220781 5.81% 0.666%
17 12.421 1754 1757 1759 rBV 697639 623370 16.41% 1.879%
18 12.445 1759 1761 1764 rVB 639213 480561 12.65% 1.449%

19 12.527 1772 1775 1778 rVB 94994 79720 2.10% 0.240%
20 12.580 1780 1784 1793 rBVS 16858 50086 1.32% 0.151%
21 12.663 1795 1798 1804 rBV4 31298 40425 1.06% 0.122%
22 12.939 1841 1845 1848 rBV 3373877 2966147 78.08% 8.941%
23 13.504 1936 1941 1943 rBV2 47375 52617 1.39% 0.159%

24 13.827 1992 1996 2004 rBV 237699 289216 7.61% 0.872%
25 14.004 2022 2026 2033 rBV 894209 926739 24.40% 2.794%

26 14.145 2047 2050 2054 rBV2 106618 95618 2.52% 0.288%
27 14.451 2098 2102 2105 rBV 121674 126710 3.34% 0.382%
28 14.751 2150 2153 2158 rVB 125296 126495 3.33% 0.381%
29 14.827 2162 2166 2172 rVB 222535 227574 5.99% 0.686%
30 15.086 2206 2210 2217 rBV 116487 131838 3.47% 0.397%

31 15.474 2270 2276 2284 rBV 622066 920443 24.23% 2.775%

32 15.892 2343 2347 2351 rVB 72985 102965 2.71% 0.310%
33 16.386 2427 2431 2436 rBV2 45558 72741 1.91% 0.219%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 33172823
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112439.D
4000000 6.61

6.49
3000000 5.47 6.99

7.40
2000000

1000000 6.83

L

L | S LS -

I
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: BF112439.D
4000000 9|19

12.94

3000000
10.66

2000000

9.87 11.36

8.12
1000000

9.58
i I\ e 3880 ||

e T SEPINNBRNERE LS SR S L S
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF112439.D
4000000

3000000

2000000

14.00
1000000 15.47

3
14.14 14.45 149833 15.00 15.89 16.39

O T T

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.12 3.43 ng 138853 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 6 (2.122 min): BF112439.D (-3) (-) m/z 73.10 100.00%
73
5000 43

| 220 2.30 2.40 2.50
"I""I""I""Illl'l"l"""'l""Il"l"l""I""I'"'I""I""I""I""I"' m/z 43.10  37.01%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L L LB L B}
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 27.89%
29
(0 o B o o B i e e e R R R R na A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
e  RILEEE ma s s
41 55 87 2.20 2.30 2.40 2.50
5000 m/z 55.10 24.03%
29
15 ‘\ ‘\‘ \‘ 97
Orr e e e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether N
3 2.20 2.30 2.40 2.50

m/z 41.05 12_37%

5000

45 59
29
15 gl , 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2,20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.06 3.79 ng 153222 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 505 (5.057 min): BF112439.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101 IS . SN—N
83 480 5.00 5.20 5.40
b Sl m/z 59.10 57.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR I UL I A
59 480 500 520 540
m/z 101.10 23.75%
31 83 g 101
OFrr i e P e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59
480 5.00 520 540
5000 m/z 58.00 14 .20%
41
o 24\“ “m 50 | 73 g7 12
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L RARRE mEams
59 4.80 5.00 5.20 5.40
m/z 41.10 10.96%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 83.44 ng 3374990 1,4-Dichlorobenzene-d4 6.83
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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 769 (6.610 min): BF112439.D (-765) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTTT T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 .,....,...:ll!.‘.‘?,:.'..?.1:~.'.|,..':.,..f.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 39.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS L UL R
6.0 6.40 6.60 6.80 7.00
78 m/z 134.00 33.12%
31 54 51
0 'I""Il"'l!ll'!"l""I"'!I""I""I""I""I'"'I""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80 7.00

5000 67 m/z 66.10 26.22%
41 97
‘ 53 117
9 g9
bt M sl 5 80 ] aos |aza ]
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T REEEE b
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.43%
117
5000
2 91
P 0 T -
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexadecanoic acid, methyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.06 ng 168715 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1641 (11.739 min): BF112439.D (-1638) (-) m/z 74.10 100.00%
74
87
5000
43
143 LA SR U
r 1mm99| 171185199513%% 041 270 11.40 11.60 11.80 12.00
Ol ol b 357V | ASTUUBTRA1s | 2 20 L s 87.00  71.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 ey
43 11.40 11.60 11.80 12.00
7 143 m/z 43.05 34 .60%
s 3 o 6o B 18 150 140 180 1o 2k 350 246 353
Abundance #84485: Tridecanoic acid, methyl ester
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 25.69%

i

143
| | 10113512977 157171185199 228

0,.”.“.”,”v,.”np.”,m.w.”...” N
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119423. Pentadecanoic acid, 14-methyl-, methy! ester T
4 11.40 11.60 11.80 12.00
m/z 41.05 23.71%
87
5000 43
20 | %7 143
o DL L 10151201 sas10021527 201 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.87 4.00 ng 220781 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1663 (11.868 min): BF112439.D (-1661) (-) m/z 73.00 100.00%
43 3
60
5000
129
TM' 7 U5 1143157971185 55 11.60 11.80 12.00 12.20
0 m/z 43.05 85.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR B SIS BRI B
11.60 11.80 12.00 12.20
m/z 41.10 75.88%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11,60 11.80 12,00 12.20
5000 - 129 m/z 60.00 70 .96%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 61.14%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'wt' L AR SUNIN SR SR
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 11.30 ng 623370 Phenanthrene-d10 11.36
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. methyv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
Abundance Scan 1757 (12.421 min): BF112439.D (-1754) (-) m/z 67.05 100.00%
67 gy
41
5000
109 R § G
15016447 205220 12.20 12.40 12.60 12.80
0 m/z 81.10 80.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AN SRR U R
12.20 12.40 12.60 12.80
m/z 55.05 62.13%
o 149164178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a9
81
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 59.12%
0 ‘ ||| 12 180164178109506220034 263
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester R S S EEEE S L
67 g1 12.20 12.40 12.60 12.80
m/z 41.05 57 .58%
5000
T 150 263 24
. 164178192906220234
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 14-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.44 8.71 ng 480561 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 98
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 97
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 96
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94

Abundance Scan 1760 (12.439 min): BF112439.D (-1759) (-) m/z 55.10 100.00%

5000

.

12.20 12.40 12.60 12.80
0f m/z 41.10 76.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
_'_'_'_'—I_'_'_'_I—I_'_'_'_'—r'_'_'_'—l_'_'_r

5000
12.20 12.40 12.60 12.80
264 m/z 74.00 72.75%

296
o 278

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

11
138152 180 55,2255

41 12.20 12.40 12.60 12.80
5000 m/z 69.10 72 .30%

264
138152 180 5722254 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

0
55 12120 12140 1260 1280
m/z 83.05 56.94%

a1 | 74
5000
264
i 2 138152 180 50722295 278 296

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-BF012519.M Mon Feb 11 11:09:07 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.24 ng 289216 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 1996 (13.827 min): BF112439.D (-1992) (-) m/z 57.05 100.00%
57
41
5000
RN BRI SO B B
13.60 13.80 14.00 14.20
0 R et e o m/z 43.10 87.5%%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LI BN SULIL ML B

13.|60 13.|8O 14.'00 14.'20
125 m/z 83.10 70.10%

0 154 180196 224 9251 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

:

69

13.60 13.80 14.00 14.20
m/z 55.05 69.40%

5000

125

o 153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)- L T
57 13.60 13.80 14.00 14.20

m/z 69.05 64.41%

-

5000 4

:

168 196 907

127 959 258
eSS
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.06 ng 95618 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Tetracosane 338 C24H50 000646-31-1 81
3 Heneicosane 296 C21H44 000629-94-7 74
4 Octacosane 394 C28H58 000630-02-4 70
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 68

Abundance Scan 2049 (14.139 min): BF112439.D (-2047) (-) m/z 57.10 100.00%

57

5000
249 Trrrrr|yrrrryrrrrJyrrorr
148167 193 292 282302 323 13.80 14.00 14.20 14.40
0 m/z 71.10 80.52%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L L |
13.80 14.00 14.20 14.40
m/z 43.10 76.08%
29 113 149
oL L, j ﬂ Lo 141,169 197 225 253 205 323 367
e f L A e e e e B s e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
R e e
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 58.62%
29 113
0 l I | ‘Jl 141 ‘169 197 225 253 281 309 338
— ..,.... T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R A R e e e
57 13.80 14.00 14.20 14.40
m/z 41.10 34.86%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
N T B e e e ML S w B e e
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.73 ng 126710 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2102 (14.451 min): BF112439.D (-2098) (-) m/z 57.10 100.00%
57
85
5000
1 151168 219 253 324 14.20 14.40 14.60 14.80
ol 4," i, J] P, 1- fonQl B ZS, 2021 S8 SESHS  s771.10  80.59%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 L S B BULLIL B
mmmmmmmm
m/z 43.10 71.67%
29 113
oL 1) LM 1 197 225 253 o0
m/z--> §0 100 1%0 260 2éo 360
Abundance #129502: Nonadecane, 9-methyl-
57
a5 " 14.20 14.40 14.60 14.80
5000 m/z 85.10 57 .86%
140
113 168
oL |3t||1| ! ,UJI i .\ . 211 238 267 S
m/z--> 50 100 150 200 250 300
Abundance #117637: Nonadecane B
57 14.20 14.40 14.60 14.80
m/z 55.00 30.37%
85
5000
29
0 1| | nl Jl \J 1}3 ! 1‘.11 169 197 268
m/z--> §0 160 150 200 250 360 ' 14.20 1440 1460 1J80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 4.94 ng 227574 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 87
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2166 (14.827 min): BF112439.D (-2162) (-) m/z 69.05 100.00%
60
5000
41 P e A
9% 137 14.60 14.80 15.00 15.20
ol by 427 |y I75 203 233 260 289 321841 367 n770 81.10  51.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000 LI SR B I UL
a1 14.60 14.80 15.00 15.20
% o m/z 41.10 25 .50%
oldu il oyl gon 191 231 273209 sar3er
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
' 14:60 14.80 15.00 15.20
5000 m/z 68.05 12.63%
41
95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B AR B
69 14.60 14.80 15.00 15.20
m/z 137.10 12._.37%
5000
41
95 137
0,,,|,Ju|11§ | s e et
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112439.D

Aca On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample : K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-methylhexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.24 ng 102965 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 90
2 Docosane. 1l1-decvl- 451 C32H66 055401-55-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Triacontane 422 C30H62 000638-68-6 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 2347 (15.892 min): BF112439.D (-2343) (-) m/z 57.10 100.00%
g7
85
5000
113 " 1560 1580 16.00 1620
141 169190200229 251 275 309 341 15.60_15.80 16.00 16.20
ok y \ ||,~~.-‘ W A o L e Tw/z 71.10 66.30%
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57
85
5000 L B UL SULRLN UM
15,60 15.80 16.00 16.20
m/z 43.10 60.68%
L2 L ﬂ | J1?11169 197 225 253 281 309 337 365
m/z--> 50 100 150 200 250 300 3éo
Abundance #227195: Docosane, 11-decyl-
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 54 _.19%
113
oL38 || | |7 1t 169 197 225 253 280, %% 336 364 302
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane R e R RAEE
57 15.60 15.80 16.00 16.20
m/z 83.10 23.96%
85
5000
29
oL, ‘}\‘ ”113 141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF012519.M Mon Feb 11 11:09:13 2019

Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020719\
Data File : BF112439.D

Acq On : 7 Feb 2019 15:45

Operator : JU/SJ

Sample - K1389-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.12 3.4 ng 138853 1 6.83 809008 20.0
2-Pentanone, 4-hy... 5.06 3.8 ng 153222 1 6.83 809008 20.0
unknown6 .61 6.61 83.4 ng 3374990 1 6.83 809008 20.0
Hexadecanoic acid... 11.74 3.1 ng 168715 4 11.36 1103730 20.0
n-Hexadecanoic acid 11.87 4.0 ng 220781 4 11.36 1103730 20.0
9,12-Octadecadien... 12.42 11.3 ng 623370 4 11.36 1103730 20.0
14-Octadecenoic a... 12.44 8.7 ng 480561 4 11.36 1103730 20.0
Trifluoroacetoxy ... 13.83 6.2 ng 289216 5 14.00 926739 20.0
Hexacosane 14.14 2.1 ng 95618 5 14.00 926739 20.0
Heneicosane 14 .45 2.7 ng 126710 5 14.00 926739 20.0
Squalene 14.83 4.9 ng 227574 6 15.47 920443 20.0
2-methylhexacosane 15.89 2.2 ng 102965 6 15.47 920443 20.0
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