LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 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 M\METHODS\8270-BM111218 .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 5.210 371 378 391 rBVY 1598125 2328134 15.21% 3.421%
2 6.769 636 643 659 rBY 1466206 2489878 16.27% 3.659%
3 7.122 696 703 715 rBVY 1632577 2591077 16.93% 3.808%
4 7.581 771 781 788 rBVY 1039610 1653412 10.80% 2.430%
5 7.892 827 834 845 rVB 1236192 2001805 13.08% 2.942%
6 8.734 970 977 994 rBV 812098 1477352 9.65% 2.171%
7 10.351 1245 1252 1268 rVB 1202348 2120402 13.86% 3.116%
8 12.839 1668 1675 1687 rBVY 1900789 2896559 18.93% 4_.257%
9 13.698 1816 1821 1828 rBV 146438 266831 1.74% 0.392%
10 14.227 1905 1911 1919 rBV2 1513706 2315410 15.13% 3.403%

11 15.727 2160 2166 2175 rBV 1167160 1840596 12.03% 2.705%
12 16.986 2374 2380 2385 rBV 1597122 2264255 14.80% 3.327%
13 17.668 2490 2496 2502 rBV 3522853 4267382 27.89%% 6.271%
14 17.892 2529 2534 2543 rBV 390845 608128 3.97% 0.894%
15 18.821 2686 2692 2695 rBV 12370985 15303067 100.00% 22.489%

16 18.856 2695 2698 2708 rVB2 9010911 11542075 75.42% 16.962%
17 18.986 2715 2720 2725 rBV 1810239 2085289 13.63% 3.064%
18 19.039 2725 2729 2731 rBV 563185 714159 4.67% 1.050%
19 19.062 2731 2733 2740 rVB3 388354 591071 3.86% 0.869%
20 19.186 2751 2754 2764 rVB2 198583 275374 1.80% 0.405%

21 19.356 2780 2783 2787 rVB2 129935 159994 1.05% 0.235%
22 19.421 2790 2794 2801 rVB 103819 166804 1.09% 0.245%
23 19.627 2825 2829 2835 rVB 2135119 2658719 17.37% 3.907%
24 20.092 2905 2908 2912 rBV 155334 202739 1.32% 0.298%
25 21.045 3068 3070 3074 rBV 147830 160206 1.05% 0.235%

26 21.192 3090 3095 3100 rBV 2038290 2558559 16.72% 3.760%
27 23.374 3461 3466 3473 rVB2 1394189 2507782 16.39% 3.685%

Sum of corrected areas: 68047059
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM017908.D
1.2e+07

1le+07
8000000
6000000
4000000

2000000 .
521 677 112 789 673 1035

. | \ ) )

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM017908.D
1.2e+07 1882

1le+07
8000000
6000000
4000000 17.67

12.84
2000000 16.99
14.23 15.73

13.70 J Jl 171(89 20.09

O B B A B B e I I - RS

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM017908.D

1.2e+07

1e+07

8000000

6000000

4000000

21.19 23.37

2000000
21.0

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.12 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.12 31.34 ng 2591080 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
Abundance Scan 703 (7.122 min): BM017908.D (-696) (-) m/z 131.95 100.00%
131.9
5000 68.1 A
400 540 o oB0 7h0 720 740
0 : B E e m/z 68.10 38.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR AR AR RS

6.80 7.00 7.20 7.40
m/z 134.00 32.16%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
s e A
74.0 6.80 7.00 7.20 7.40
5000 ggo 1160 m/z 66.10 25.07%
b M o L | a0 amo
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine e ey
132.0 6.80 7.00 7.20 7.40
m/z 69.10 16.60%
5000
70.
1m0, w0 | ||
e
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecanoic acid, 14-meth... Concentration Rank 3

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

17.67 37.69 ng 4267380 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 89

5 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 83
Abundance Scan 2496 (17.668 min): BM017908.D (-2490) (-) m/z 74.05 100.00%
74.0
5000
43.0
143.1 2272 T T T rrrr TTrrr[rrrr LB
|| jor 185.2 (% 2703 551 17.40 17.60 17.80 18.00
0 ol L O m/z 87.10 73.06%
m/z--> 50 100 150 200 250 300 350
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 L L L B B
17.40 17.60 17.80 18.00
m/z 43.05 30.79%
. || oro 1430 450 2070 2700
: e A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83693: Methyl tetradecanoate
74.0
R AR EE e e e
17.40 17.60 17.80 18.00
5000 m/z 55.10 25.90%
43.0
. ‘ ‘“ || joro 439 1990 2420
e S
m/z--> 50 100 150 200 250 300 350
Abundance #100704: Hexadecanoic acid, methyl ester TP T T
74.0 17.40 17.60 17.80 18.00
m/z 41.10 24 .59%
5000 43.0
| M | ‘ 101.0 185.0 2270
(R T Y N A RN N — SNSPS VY N ——
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8
R.T. EstConc Area Relative to ISTD R.T.
17.89 5.37 ng 608128 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2534 (17.892 min): BM017908.D (-2529) (-) m/z 73.10 100.00%
431 731
5000 1291
97.1 213.2
1571 1851 2562 oo 17.60 17.80 18.00 18.20
o} ’ m/z 43.10 82.99Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 T T -A*- T T
17.60 17.80 18.00 18.20
213.0 m/z 60.00 77.02%
157.0 185.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid

73.0
43.0 17.60 17.80 18.00 18.20
m/z 41.05 67.99%
5000 129.0
185.0 228.0
97.0
d Ll AL 157.0

O L AR B M A PR SR -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid P T

43.0 73.0 17.60 17.80 18.00 18.20
‘ m/z 57.10 64.21%
5000
129.0
214.0
W

o ..‘,‘.‘...“ - “l‘...“,‘...a,....,.... N R ARRER

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.82 135.17 ng 15303100 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 2692 (18.821 min): BM017908.D (-2686) (-) m/z 67.10 100.00%
67.1
95.1
s000] 410
23.1150.1 18.60 18.80 19.00 19.20
178.1 263.3 294.3 : : : :
ol o 270 2202 TR 3419 | nzz 81.10  87.24%
m/z--> 50 100 150 200 250 300 350
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 95.0 R UL SULRE SULBUSE UL

18.60 18.I8O 19.00 19.20
m/z 55.10 59.84%

12301490 175 9 262.0 294.0
o’ e e e
m/z--> 50 100 150 200 250 300 350
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0
95.0 18.60 18.80 19.00 19.20
5000 m/z 95.10 58.87%
23.0150.0 294.0
0 .d Jdl .quﬁJ“uW B0 a0 A
m/z--> 50 100 150 200 250 300 350
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- I A EEEEE R e e
410 67.0 18.60 18.80 19.00 19.20
m/z 41.05 49 _55%
5000 95.0
294.0
L mosnme o o
oAy e e e
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.86 101.95 ng 11542100 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2699 (18.862 min): BM017908.D (-2695) (-) m/z 55.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 41.10 83.68%

0 296.3 326.1 356.2

m/z--> 50 100 150 200 250 300 350
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

5000
18.60 18.80 19.00 19.20

11.0 m/z 79.10 76.72%
137.0 180.0 222.0 264.0

| 10 296.0
ol et e A
m/z--> 50 100 150 200 250 300 350
Abundance #115447: 11-Octadecenoic acid, methyl ester
55.0
LN B m e e
83.0 18.60 18.80 19.00 19.20
: m/z 69.10 71.66%
5000 264.0
29.0 10.0
‘ H h ‘ 1380 1800 2220 2960
m/z--> 50 100 150 200 250 300 350
Abundance #115442: 12-Octadecenoic acid, methyl ester
55.0 18.60 18.80 19.00 19.20
m/z 74.10 65.88%
5000 3.0
29.0 264.0
11.0
‘ | h ‘ \f 80 1800 PP | e
ol bl by o g e m—
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.99 18.42 ng 2085290 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 87
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 86
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 2721 (18.992 min): BM017908.D (-2715) (-) m/z 74.05 100.00%
74.0
5000
i 143.1
. 255.3 LN AU SR B
199.2 208.3 18.60 18.80 19.00 19.20 19.40
ol e 3922 3693 "m/z 87.05  75.10%
m/z--> 50 100 150 200 250 300 350
Abundance #116666: Octadecanoic acid, methyl ester
74.0
5000 LN AR SR B
43.0 18.60 18.80 19.00 19.20 19.40
143.0 m/z 43.10 31.79%
\ 199.0 _ 255.0 2980
Jiso ) Il g0 | mdf®%00 T
UL AL LR UL UL LY UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
18.60 18.80 19.00 19.20 19.40
5000 m/z 55.10 26 .30%
28.0
‘ 143.0 o550 2980
199.0
oL \,’ { .“ J A .{,‘1.7.1'9‘. 2270, .l- o -“. S
m/z--> 50 100 150 200 250 300 350
Abundance #116687: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 18.60 18.80 19.00 19.20 19.40
m/z 41.05 23.76%
5000 298.0
43.0
143.0
11.0 199.0 255.0
01.5‘4.0“. J I' I \“ ILLILI\ JIJ\IH\\;HI’ I \JI'7|1'IOLI ‘I |\2‘|27|\0|\ I{' \{I —
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.04 6.31 ng 714159 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 8-Dodecen-1-ol. (2)- 184 C12H240 040642-40-8 89
3 Bicvclol2.2.2loctane. 2-methvl- 124 C9H16 000766-53-0 83
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 83
5 7-Hexadecyne 222 C16H30 074685-28-2 72
Abundance Scan 2729 (19.039 min): BM017908.D (-2725) (-) m/z 67.05 100.00%
67.0
95.0
5000
39/0 23.1 202.1
1511 280.3 18.80 19.00 19.20 19.40
o ;'[-1 i opre | 2350 7780903372 87331 581,10 84.83Y%
m/z--> 50 100 150 200 250 300 350
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 RN RN SN RUUA A
18.80 19.00 19.20 19.40
200 m/z 95.05 56.53%
) 23.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #45450: 8-Dodecen-1-ol, (2)-
55.0
'~ 18:80 19.00 19.20 19.40
m/z 55.10 51.51%
5000 5.0 0
27,0
oL ,I.II,J‘.L,L,\I e L
m/z--> 50 100 150 200 250 300 350
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl-
67.0 95.0 18.80 19.00 19.20 19.40
124.0 m/z 41.05 50.46%
5000
39.0
0 Li""‘\l"" L UL SRR SR B
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenoic acid, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.06 5.22 ng 591071 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 Cvclopentadecane 210 C15H30 000295-48-7 74
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 72
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 70
5 4-Undecene, 4-methyl-, (2)- 168 C12H24 074630-57-2 58

Abundance Scan 2733 (19.062 min): BM017908.D (-2731) (-) m/z 55.10 100.00%

54.1

5000
999.0 330.2356.2 18.80 19.00 19.20 19.40
o m/z 69.10 84 .32%
m/z--> 50 100 150 200 250 300 350
Abundance #107527: 9-Octadecenoic acid, (E)-
55.0

5000
18.80 19.00 19.20 19.40
m/z 41.10 78.21%
180.0 222.0
04
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55.0
830 18.80 19.00 19.20 19.40
5000 m/z 83.10 66.68%
29.0 111.0
LT e s
o M ALy
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43.0 18.80 19.00 19.20 19.40
83.0 m/z 97.10 55.71%
5000
111.0
| J || 390 18202100
0 ——
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120518\
Data File : BM017908.D

Aca On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.15 ng 275374 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2755 (19.192 min): BM017908.D (-2751) (-) m/z 73.10 100.00%
5000
18:80 19.00 19,20 19.40 19.60
0 m/z 43.05 71.10%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
5000 129.0
18.80 19.00 19.20 19.40 19.60
1850 541 2840 m/z 60.05 64.22%
157.0 213.0
0! .“.‘Il'..l..l.'.'.. SRS
m/z--> 150 200 250 300
Abundance #65562: Tridecanoic acid
430 | 730
18.80 19.00 19.20 19.40 19.60
5000 m/z 57.10 60.65%
‘ 129.0 110 2140
o) |“| “Iw.’JJl ‘:”m:ulql%.‘?“: \I | |H" / I\I i W —
m/z--> 50 100 150 200 250 300
Abundance #75071: Tetradecanoic acid
73.0 18.80 19.00 19.20 19.40 19.60
43.0 m/z 129.05 55.08%
5000 129.0
‘ 185.0 228.0
99.0
ol— “. {.Jl".‘ ‘. Iuml.?\l\ IM‘\IJ\I .‘1|57..9.‘ .{. — “. ; —
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120518\
Data File : BM017908.D

Acq On : 04 Dec 2018 18:34

Operator : JU/SJ

Sample : J5762-07 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .12 7.12 31.3 ng 2591080 1 7.58 1653410 20.0
Pentadecanoic aci... 17.67 37.7 ng 4267380 4 16.99 2264260 20.0
n-Hexadecanoic acid 17.89 5.4 ng 608128 4 16.99 2264260 20.0
9,12-Octadecadien... 18.82 135.2 ng 15303100 4 16.99 2264260 20.0
9-Octadecenoic ac... 18.86 102.0 ng 11542100 4 16.99 2264260 20.0
Octadecanoic acid... 18.99 18.4 ng 2085290 4 16.99 2264260 20.0
9,12-Octadecadien... 19.04 6.3 ng 714159 4 16.99 2264260 20.0
9-Octadecenoic ac... 19.06 5.2 ng 591071 4 16.99 2264260 20.0
Octadecanoic acid 19.19 2.1 ng 275374 5 21.19 2558560 20.0
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