LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO030718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 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 M\METHODS\8270-BM020718.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 4.687 286 289 298 rVB2 61212 95047 1.77% 0.219%
2 5.134 359 365 385 rVB 2398313 3568336 66.58% 8.205%
3 6.710 626 633 651 rBY 2095804 3607032 67.30% 8.294%
4 7.045 683 690 703 rBVY 2561261 3935628 73.43% 9.049%
5 7.498 761 767 775 rBV 467655 777337 14.50% 1.787%
6 7.816 814 821 832 rBVY 1911769 3084279 57 .55% 7.092%
7 8.669 958 966 982 rBY 1261264 2432293 45.38% 5.593%
8 10.275 1232 1239 1253 rBV 443071 902361 16.84% 2.075%
9 12.769 1656 1663 1681 rBY 2847904 4586707 85.58% 10.546%
10 13.651 1807 1813 1824 rVB 68737 149731 2.79% 0.344%
11 14.063 1877 1883 1887 rBvV3 40603 61542 1.15% 0.142%
12 14.168 1892 1901 1914 rVV3 584323 998875 18.64% 2.297%
13 15.021 2041 2046 2051 rBvV3 58381 73639 1.37% 0.169%
14 15.680 2149 2158 2174 rBV 1818633 3125865 58.32% 7.187%
15 15.892 2189 2194 2203 rBvV3 54760 96600 1.80% 0.222%

16 16.933 2365 2371 2382 rBV2 635122 1055927 19.70% 2.428%
17 17.604 2480 2485 2493 rBV 837339 977395 18.24% 2.247%
18 17.833 2519 2524 2532 rBV2 119167 223183 4.16% 0.513%
19 18.756 2675 2681 2683 rBV 1871927 2153226 40.17% 4_.951%
20 18.786 2683 2686 2690 rVv2 2255552 2773966 51.76% 6.378%

21 18.821 2690 2692 2699 rVB2 180602 216194 4_.03% 0.497%
22 18.921 2705 2709 2716 rVB 405900 472516 8.82% 1.086%
23 19.009 2721 2724 2735 rVB 41785 97875 1.83% 0.225%
24 19.392 2785 2789 2792 rBV 60660 68384 1.28% 0.157%
25 19.580 2815 2821 2830 rBV 4435303 5359691 100.00% 12.323%

26 20.850 3034 3037 3042 rBV3 153763 192338 3.59% 0.442%
27 21.150 3083 3088 3100 rBV2 913480 1311909 24.48% 3.016%
28 23.327 3452 3458 3466 rBV 568936 1094067 20.41% 2.516%

Sum of corrected areas: 43491943

8270-BM020718.M Wed Mar 07 15:04:19 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM014514.D

4000000

3000000

513 7.05

6.71
2000000 7.82

8.67
1000000
7.50 10.27

ag0 ||
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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: BM014514.D

1958
4000000

3000000 12.77

18.79

2000000

1000000

04
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM014514.D
4000000
3000000
2000000
21.15
1000000 23.33
20.85 AP ettt gttt N
r-r—— T
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.69 2.45 ng 95047 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 290 (4.693 min): BM014514.D (-286) (-) m/z 43.00 100.00%
43
5000 59

4.40 4.60 4.80 5.00

128 145 267

0 m/z 59.05 50.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ---|----|----"|----|---/“-
59 4.40 4.60 4.80 5.00
m/z 101.00 23.32%
15 101
I
O e e e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 59
R N I S B
440 4.60 4.80 5.00
5000 101 m/z 39.05 12.62%
0 75 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3975: Thiocyanic acid, propyl ester
43 440 4.60 4.80 5.00
m/z 58.00 12_.36%
27 101
5000
59
on.wﬂhqm”ﬂ.Zﬁﬁgnm.”,””,”..”...”..”..”.P.”“.“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.05 Concentration Rank 1

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

7.05 101.26 ng 3935630 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 25

Abundance Scan 691 (7.051 min): BM014514.D (-683) (-) m/z 132.00 100.00%
132

5000

Jl

207 680 700 720 740
0 e rraat— || m/z 68.05  45.72%

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-

132

5000 67 llll|||||||||||||||||||
6.80 7.00 7.20 7.40

m/z 66.10 36.62%

44 103
. e 1
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
69

104 6.80 7.00 7.20 7.40

5000 m/z 134.00 32.39%
31 51
79
o o e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine e EARANmmmm T
132 6.80 7.00 7.20 7.40

m/z 69.10 23.48%

97
5000
70
31
44 60 ‘
0 ‘ PR \86 L 116 I
L B L B I

m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.60 18.51 ng 977395 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 2484 (17.598 min): BM014514.D (-2480) (-) m/z 74.00 100.00%
74
5000 43
s M i 100 2T g 17120 17140 1760 1780 15100
ol sl e L L e m/z 87.10 66.69%
m/z--> 50 100 150 200 250 300 350
Abundance #100708: Hexadecanoic acid, methyl ester
74
5000 LRI BN BSUI SO B
43 17.20 17.40 17.60 17.80 18.00
s m/z 43.05 46.93%
0 1\5 \“ \L ‘\‘\ “\‘ \‘\9\7\ 115\ ‘ 167185 2%7\ 27\0
m/z--> 50 100 150 200 250 300 350
Abundance
74
17.20 17.40 17.60 17.80 18.00
5000 43 270 m/z 41.10 39.60%
143 297
o 9115 163 18505
m/z--> 50 100 150 200 250 300 350
Abundance #142779: 9-Octadecenoic acid, 12-(acetyloxy)-, methyl este...
74 17.20 17.40 17.60 17.80 18.00
m/z 54.95 35.81%
5000
55
143
oL LU 1s | 169185 2T oi90m0 a6 as
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.83 4.23 ng 223183 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2524 (17.833 min): BM014514.D (-2519) (-) m/z 73.00 100.00%
55 73
41
5000
97 129 213
171 e BRBL A i
115 | 143157 185199 227 256 17.60 17.80 18.00 18.20
(o} m/z 55.00 89 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
129 17.60 17.80 18.00 18.20
s 213 m/z 60.00 81.17%
185
0 - Il‘ll . i \‘I ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3||| . ” . |‘| Illggll . 2|2|7|2|49| . I‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.60 17.80 18.00 18.20
5000 29 m/z 43.00 78 .45%
129
143
87 101115 157, 186
Oy T e %ﬂ:.”...” [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid P T ,/.\‘.Tﬁ BEEEE R
3 60 73 17.60 17.80 18.00 18.20
m/z 41.10 74 .32%
5000 29 129
185 208
04 | H\H N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.76 40.78 ng 2153230 Phenanthrene-d10 16.93
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 (Z.2)-... 294 C19H3402 000112-63-0 97
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 95
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 83
Abundance Scan 2682 (18.762 min): BM014514.D (-2675) (-) m/z 67.10 100.00%

| j\«\
95
5000
121 150 263 18.40 18,60 18.80 19.00
178 294
ol ol i 07196, 220 T¢ B 3% | hn/7z 81.10  83.79%
m/z--> 50 100 150 200 250 300 350
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
5000 95 DL SRR SRR B B

18.40 18.60 18.80 19.00
m/z 55.05  71.09%

128,149 178 262 294
o ‘.“‘.“,‘.‘.“‘.“‘.}.”...,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance
67

41 95 18.40 18.60 18.80 19.00

5000 m/z 41.10 65.92%
123 294
. 15 150 178196 220733 263
L o L A e e e L A e e
m/z--> 50 100 150 200 250 300 350
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- S Emmmm e e
41 6/7 18 40 18 60 18. 80 19. OO

m/z 95.10 54 .34%

5000 95
294
. 1ﬁ3‘|1?0 178 220 263

T
m/z--> 50 1 150 200 250 300 350 18 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.79 52.54 ng 2773970 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 98
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 97
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
Abundance Scan 2687 (18.792 min): BM014514.D (-2683) (-) m/z 55.10 100.00%
5000
mzmo 264 18.40 18.60 18.80 19.00 19.20
o i .20:? .l. 246 | 26 sm 4110 81.94%
m/z--> 100 150 250 300 350
Abundance #115441: 15- Octadecen0|c acid, methyl ester
5000 NSRRI LR SRR I
18.40 18.60 18.80 19.00 19.20
264 m/z 69.05 64.96%
04 ‘ ‘HH \ \\12\\\? HM\]-?ZI ‘\I18019|9 zle ?4|6 |h‘| . ?96 —
m/z--> 200 250 300 350
Abundance
55
by 18.40 18.60 18.80 19.00 19.20
5000 m/z 74.10 55.06%
29 97 264
o 123 152 18044 22 o6 296
m/z--> 50 100 150 200 250 300 350
Abundance #115445: 14-Octadecenoic acid, methyl ester EEaa e R R Ea
18.40 18.60 18.80 19.00 19.20
m/z 43.10 51.20%
5000
264
o WL 125 352 190100 222 56 | 296
m/z--> 200 250 300 350 18,40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl18.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.82 4.09 ng 216194 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Suberic acid monomethvl ester 188 C9H1604 003946-32-5 35
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 25
3 7-Nonenoic acid. methvl ester 170 C10H1802 020731-22-0 22
4 7-Octvnoic acid. methyl ester 154 C9H1402 018458-50-9 14
5 Ricinoleic acid 298 C18H3403 000141-22-0 12
Abundance Scan 2692 (18.821 min): BM014514.D (-2690) (-) m/z 74.00 100.00%
7
5000 3
‘ "' 18/60 18.80 19.00 19.20
Obrrrprrrrtbr A m/z 55.10 76.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48369: Suberic acid monomethy! ester
74
138
97
5000 43
18.60 18.80 19.00 19.20
% 157 m/z 68.00 59.06%
0 ||‘| M\ '|" Hh \‘ , ‘H: ||||:|l“|||||||||||| |]|-?|2:!-|8|9|  EARaamsamEaLE LRSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
2 " 18.60 18.80 19.00 19.20
5000 97 m/z 69.00 58.38%
29 123 264
. 138 165180 %22 0 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35850: 7-Nonenoic acid, methyl ester S Rmmma
55 74 mmmmmmmw
m/z 43.10 49 .34%
5000 96
29 138
123 170
o} JdﬂLﬁmﬁ+JFﬁﬁquﬁﬂTwaTWFWﬁquﬂTqr R e R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 60 18 80 19. OO 19. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid, methyl e... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.92 8.95 ng 472516 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 94
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80

Abundance Scan 2709 (18.921 min): BM014514.D (-2705) (-) m/z 74.10 100.00%
7%
5000 43
o7 199 255 18.60 18.80 19.00 19.20
298 - - - -
- gz | o T8 or L 2B s e on 69 85%
m/z--> 50 100 150 200 250 300 350
Abundance #116664: Octadecanoic acid, methyl ester
74
5000 43
18.60 18.80 19.00 19.20
143 m/z 43.05 46 .38%
‘ 97 ‘ 199 255 298 0
o) |2$| wl\ I‘\‘I \‘;\ Iw‘u\l ‘Ll‘ ]:1|5L : ‘|1|71|‘| ‘ : |22|7|‘ I“I T— Ll T
m/z--> 50 100 150 200 250 300 350
Abundance
74
18,60 18.80 19.00 19.20
5000 o 208 m/z 41.10 38.71%
o7 143
199
0 29 125 171 219237255
m/z--> " 'sp 100 150 200 250 300 350
Abundance #92263: Pentadecanoic acid, methyl ester e R N
74 18.60 18.80 19.00 19.20
m/z 55.10 38.46%
5000
43 143 256
18 3
101
oldt .H,“‘. L‘\.J". l 2P .‘ : \|1?1|‘1|9|5|\ L |“' N — SRS K. N/ G VOO
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO30718\
Data File : BM014514.D

Aca On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample : J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.85 2.93 ng 192338 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 1-Eicosene 280 C20H40 003452-07-1 83
Abundance Scan 3037 (20.850 min): BM014514.D (-3034) (-) m/z 57.10 100.00%
a7
83
5000
222 g 281 411 341 4o 20,60 20.80 21.00 21.20
o e 2 "m/z 69.05 99.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 LR SRR BRI SULBULN SR
29 11 20.60 20.80 21.00 21.20
m/z 43.05 95.62%
Oﬁwmmmm
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20,60 20.80 21.00 21.20
5000 m/z 55.05 93.61%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #98169: 1-Nonadecene S RREmsma S
83 20.60 20.80 21.00 21.20
m/z 41.05 83.50%
5000 n
29
266
. i ‘L 167 196 238
miz--> ""s'o'"160""1éo'"'zc')o""zsd"ééd"ééd"héd"' 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30718\
Data File : BM014514.D

Acq On : 07 Mar 2018 00:48

Operator : SJ/JU

Sample - J1699-77

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM020718_.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]
2-Pentanone, 4-hy... 4.69 2.5 ng 95047 1 7.50 777337 20.0
unknown? .05 7.05 101.3 ng 3935630 1 7.50 777337 20.0
Hexadecanoic acid... 17.60 18.5 ng 977395 4 16.93 1055930 20.0
n-Hexadecanoic acid 17.83 4.2 ng 223183 4 16.93 1055930 20.0
9,12-Octadecadien... 18.76 40.8 ng 2153230 4 16.93 1055930 20.0
15-Octadecenoic a... 18.79 52.5 ng 2773970 4 16.93 1055930 20.0
unknownl18.82 18.82 4.1 ng 216194 4 16.93 1055930 20.0
Octadecanoic acid... 18.92 8.9 ng 472516 4 16.93 1055930 20.0
3-Eicosene, (E)- 20.85 2.9 ng 192338 5 21.15 1311910 20.0
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