LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 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-BF120818.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.040 322 332 337 rBV 76825 110112 1.16% 0.157%
2 4.993 486 494 503 rvB2 180156 267782 2.81% 0.383%
3 5.410 560 565 568 rBY 4466708 3951040 41.47% 5.644%
4 6.422 733 737 746 rBV2 3242125 3125783 32.81% 4 .465%
5 6.569 757 762 765 rBVY 7643741 7374715 77.41% 10.535%
6 6.622 769 771 777 rVB 170160 159365 1.67% 0.228%
7 6.792 797 800 804 rBVY 2172950 1938397 20.35% 2.769%
8 6.957 823 828 831 rBY 7007398 6733136 70.67% 9.619%
9 7.357 890 896 899 rBVY 6139365 6053795 63.54% 8.648%
10 7.981 999 1002 1010 rBV 133334 138324 1.45% 0.198%

11 8.075 1015 1018 1022 rBV 2827767 2482380 26.06% 3.546%
12 9.157 1197 1202 1205 rBV 10394716 9527190 100.00% 13.610%
13 9.833 1313 1317 1327 rBV 3029453 2902344 30.46% 4.146%
14 10.622 1446 1451 1454 rBV 5452223 5312211 55.76% 7.589%
15 10.986 1510 1513 1517 rBV 203934 182082 1.91% 0.260%

16 11.316 1565 1569 1572 rBV 2865043 2454679 25.76% 3.507%
17 11.851 1656 1660 1670 rBV 2128656 2319194 24 .34% 3.313%
18 12.557 1775 1780 1790 rBV2 251149 424225 4._.45% 0.606%
19 12.639 1790 1794 1801 rBV 1451591 1409370 14.79%% 2.013%
20 12.904 1834 1839 1843 rBV 7448422 7610207 79.88% 10.872%

21 13.468 1933 1935 1941 rVB2 125590 128919 1.35% 0.184%
22 13.810 1990 1993 2000 rBV 739489 792256 8.32% 1.132%
23 13.951 2013 2017 2022 rVB 2249824 2016963 21.17% 2.881%
24 14.810 2160 2163 2168 rVB 333572 340310 3.57% 0.486%
25 15.068 2204 2207 2210 rVB 97816 101756 1.07% 0.145%

26 15.392 2257 2262 2267 rVB 1532491 1866245 19.59% 2.666%
27 15.862 2339 2342 2347 rVB2 85940 120710 1.27% 0.172%
28 16.092 2378 2381 2392 rVB2 77908 157687 1.66% 0.225%

Sum of corrected areas: 70001177
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On - 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120818.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 8

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

4.99 2.76 ng 267782 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 56
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 494 (4.993 min): BF111298.D (-486) (-) m/z 43.00 100.00%
43.0
5000 59.1
| 730 a1 1°|1-° 460 480 500 520 540
R e o o e e R m/z 59.10 46 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LS IS R R
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.00 15.83%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43.0
460 480 500 520 540
5000 m/z 58.10 14.01%
58.0
15‘.0 27.0 | 72.0 109,0
ot e e e e e
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4092: Formamide, N,N-diethyl-
30.0 460 4.80 5.00 520 5.40
58.0 1010 m/z 41.00  7.67%
5000 44.0 86.0
72.0
15.0 ‘ |
VI IR I UL I IV UL IS L S AR SR RS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 76.09 ng 7374720 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 762 (6.569 min): BF111298.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
w0 || % 1o | 630 Sh ok Gho 7D
0 S — S R S— S m/z 68.05 40.65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR RS AR SRR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 34 .63%

31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R L R o
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 26.35%
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl ol e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.96%
5000 98.0
7
R I S S (U 1 SO
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 18.90 ng 2319190 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 1660 (11.851 min): BF111298.D (-1656) (-) m/z 43.05 100.00%
430 | 730
5000
129.1
97.0 N R B
| 157.1 1852 2132 555 1 256.3 11.60 11.80 12.00 12.20
oI B : m/z 73.00 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LS SR BRI UL B

1 I
11.60 11.80 12.00 12.20

83.0 ;
1570 1g50 2130 256.0 m/z 60.00 90.61%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
e e AR RRR
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 79.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e R E  EERE s
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.05 71.82%
5000 129.0
0.1.5.'?....,.... e
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\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Oleic Acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.46 ng 424225 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 98
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 95
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 95
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 94

Abundance Scan 1781 (12.563 min): BF111298.D (-1775) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.05 72.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55.0

83.0

:

5000

12.|20 12.I40 12.I60 12.I8O
264.0 m/z 43.10 62.74%

165.0 1930 222.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-
55.0
83.0 LA o o o s e e

12.20 12.40 12.60 12.80
m/z 69.05 57.88%

5000
264.0
165.0 193.0 222.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid B A B I

12.20 12.40 12.60 12.80
m/z 83.10 55.27%

5000

111.0

:

137.0 165.0 193.0 222.0
B
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\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 13.98 ng 1409370 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1794 (12.639 min): BF111298.D (-1790) (-) m/z 43.05 100.00%
43.0 73.0
5000 129.1
ol 185.2 241.2 HESRNAN SUNLN RN BN
157.1 o132 ' 284.3 12.40 12.60 12.80 13.00
Ol : m/z 73.00 86.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0 U BN SUNRN UL B
12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.10 82.90%
207.0 ' '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
43.0 USSR SUNILE BRI SR
12.40 12.60 12.80 13.00
5000 m/z 60.00 77 .91%
0l15.0 \,\, i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 12.40 12.60 12.80 13.00
m/z 55.05 72 .19%
5000
O}QRL'W' USSR SUNILE BRI SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.81 7.86 ng 792256 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91

Abundance Scan 1993 (13.810 min): BF111298.D (-1990) (-) m/z 57.10 100.00%
57.1
97.1
5000
fzs ! 13.40 13.60 13.80 14.00 14.20
ol L f3LI8LL 2273 2662 3002 3560 sy 43.10  92.66%
m/z--> 50 100 150 200 250 300 350
Abundance #115904: 1-Nonadecene
57. .0
5000 AR SRR BRI SURSLRA B
29.0 15,0 13140 1360 13.80 14.00 14.20
266.0 m/z 55.10 90.26%
oL f5f0981021002380
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55,0 83.0
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 79.51%
oL 27l i | ‘ ‘ \ M J139°16101960 238.0266.0294.0
m/z--> 50 150 200 250 300 350
Abundance #177132. 1-Heneicosy! formate T
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 97.10 69.10%
5000
125.0
o JL‘ANLPW@@”M 266.0294-9322.0 e
m/z--> 50 100 150 200 250 300 350 13140 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111298.D

Aca On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample : J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.65 ng 340310 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 64
4 Trideca-1.7.11-triene-1.1-dicarb... 270 C18H26N2 1000161-46-0 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2163 (14.810 min): BF111298.D (-2160) (-) m/z 69.10 100.00%
69.1
5000 l
41.1
LSRR SRS BASUIRE SUNIUN B
09. 11 14.40 14.60 14.80 15.00 15.20
oLt iy -lfl 4 d .17”. (21712511 2851 82393%41 | "m/z 81.10 50.98%
m/z--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
69.0
5000 A PR BRI SRR B
410 14.40 14.60 14.80 15.00 15.20
' m/z 41.10 29.27%
oL | . ‘h :l | A72020302810 2730 %410
m/z--> 50 100 150 200 250 300 350
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 13.58%
41.0
137.0
0 ...,h‘&!l‘ﬂo?g.‘ 0080
m/z--> 50 100 150 200 250 300 350
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ... L B e e
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.05 11.63%
T M}LM—‘
07.0135.0
oLl .,L‘,Jﬂ hwh PO 200 220 ot e Ao
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111298.D

Acq On : 12 Dec 2018 1:33

Operator : JU/SJ

Sample - J6214-39

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.99 2.8 ng 267782 1 6.80 1938400 20.0
unknown6 .57 6.57 76.1 ng 7374720 1 6.80 1938400 20.0
n-Hexadecanoic acid 11.85 18.9 ng 2319190 4 11.32 2454680 20.0
Oleic Acid 12.56 3.5 ng 424225 4 11.32 2454680 20.0
Octadecanoic acid 12.64 14.0 ng 1409370 5 13.95 2016960 20.0
1-Nonadecene 13.81 7.9 ng 792256 5 13.95 2016960 20.0
Squalene 14.81 3.6 ng 340310 6 15.39 1866250 20.0
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