LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

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 M\METHODS\8270-BM010919 .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 5.351 378 385 402 rBVY 5039923 7585783 5.43% 1.408%
2 6.934 647 654 672 rBVY 5346592 8813916 6.30% 1.637%
3 7.293 708 715 724 rBVY 5470998 8937933 6.39% 1.660%
4 7.757 788 794 802 rBVY 1525038 2447651 1.75% 0.454%
5 8.081 842 849 856 rBY 3977434 6517246 4 .66% 1.210%
6 8.928 985 993 1005 rBVY 3150888 5506273 3.94% 1.022%
7 10.551 1264 1269 1275 rVB 2115015 3365202 2.41% 0.625%
8 13.022 1683 1689 1697 rBVY 8035922 11939391 8.54% 2.217%
9 13.210 1716 1721 1730 rVB 924191 1431806 1.02% 0.266%
10 13.869 1827 1833 1837 rVB2 977470 1495182 1.07% 0.278%

11 14.292 1900 1905 1912 rBV 1306329 1753660 1.25% 0.326%
12 14.410 1919 1925 1931 rVB2 3376481 5058925 3.62% 0.939%
13 15.245 2063 2067 2072 rVB 1513595 1830629 1.31% 0.340%
14 15.904 2169 2179 2185 rBV 8154241 12135481 8.68% 2.253%
15 16.110 2209 2214 2222 rBV 1589728 2617492 1.87% 0.486%

16 16.904 2345 2349 2353 rBV 1446011 1739730 1.24% 0.323%
17 17.157 2386 2392 2396 rBV 4650615 6617726 4.73% 1.229%
18 17.198 2396 2399 2405 rVB 1489038 2113021 1.51% 0.392%
19 17.645 2470 2475 2480 rBV 1322159 1770143 1.27% 0.329%
20 17.827 2500 2506 2511 rVB 32311409 39427093 28.20% 7.321%

21 18.062 2538 2546 2558 rBV 7024517 11539128 8.25% 2.143%
22 18.339 2588 2593 2596 rBV 1323498 1758820 1.26% 0.327%
23 18.986 2695 2703 2705 rBV 87808774 127243798 91.00% 23.626%
24 19.021 2705 2709 2718 rVB2 93297719 139822738 100.00% 25.962%
25 19.092 2718 2721 2724 rVB2 1301256 1425800 1.02% 0.265%

26 19.139 2724 2729 2734 rVB 16616472 18150845 12.98% 3.370%
27 19.192 2734 2738 2740 rBV 2433023 3104159 2.22% 0.576%
28 19.221 2740 2743 2749 rVB 6047630 7761565 5.55% 1.441%
29 19.345 2756 2764 2775 rBV 10344611 14270749 10.21% 2.650%
30 19.509 2788 2792 2797 rBV 3317517 3958168 2.83% 0.735%

31 19.556 2797 2800 2802 rVV3 1336603 1493123 1.07% 0.277%
32 19.586 2802 2805 2814 rVB 1525145 2572352 1.84% 0.478%
33 19.798 2835 2841 2845 rBV 17010899 20901562 14.95% 3.881%
34 20.003 2873 2876 2879 rBV 2400302 2582706 1.85% 0.480%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.098 2888 2892 2895 rBV3 1050171 1829990 1.31% 0.340%

36 20.127 2895 2897 2904 rVB 2690236 2980556 2.13% 0.553%
37 20.239 2912 2916 2920 rBV 3047870 3470783 2.48% 0.644%
38 20.280 2920 2923 2930 rVV4 1979396 3358370 2.40% 0.624%
39 20.345 2930 2934 2938 rVB 1972996 2613419 1.87% 0.485%
40 20.551 2962 2969 2973 rVV5 1099645 2065845 1.48% 0.384%

41 20.592 2973 2976 2984 rVB 1295329 1440758 1.03% 0.268%
42 21.056 3052 3055 3060 rVB 1721918 1821045 1.30% 0.338%
43 21.192 3075 3078 3084 rVB 2445255 2705509 1.93% 0.502%
44 21.356 3100 3106 3110 rBV 6467257 9032917 6.46% 1.677%
45 21.939 3201 3205 3218 rVB2 2908389 4460170 3.19% 0.828%

46 22.633 3317 3323 3330 rBV 2841556 5363773 3.84% 0.996%
47 22.927 3370 3373 3381 rBV2 916796 1730886 1.24% 0.321%
48 23.644 3490 3495 3501 rVB2 3199375 6008879 4._30% 1.116%

Sum of corrected areas: 538572696
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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: BM018479.D

8e+07
6e+07
4e+07

2e+07

5.35 6.93 7.29 8.08 8.93

7.76 10.55

e L L

T T f
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018479.D

8e+07

6e+07

4e+07

2e+07
13.02 15.90
04

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018479.D

8e+07
6e+07
4e+07

2e+07

21.36
212061 2004 226393 2364

e e e ———————— e e

Time--> 21.00 2150 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 : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 unknown7.29 Concentration Rank 4

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

7.29 73.03 ng 8937930 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.293 min): BM018479.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 s | 700 7.20 7.40 7.60
0....'I"..:'. A '8.3...1,':.1.1.“", NN L2 s AL m/z 68.10 37.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AN LS A
7.00 7.20 7.40 7.60
31 m/z 134.00 32.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
700 7.20 7.40 7.60
5000 m/z 66.10 25.79%
33 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl T
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 16.24%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 3 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.29 6.93 ng 1753660 Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1905 (14.292 min): BM018479.D (-1900) (-) m/z 57.10 100.00%

43 Y
71
5000

99 14. OO 14.20 14.40 14.60
113127 145
o 169183 212 m/z 43.05 81.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
5|7
43

5000 LI B o B B B BRI
14. OO 14 20 14. 40 14 60

m/z 71.10 64 .49%

o 99113127141155169133 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57
43

n 14. 00 14.20 14.40 14.60
5000 85 m/z 41.10 49 .32%
29 99
oL14 Vol oy 113127141155169183197 226
,,,,,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane B e I e A
43 57 14.00 14.20 14.40 14.60

m/z 85.10 44 _40%

71
5000
85
‘ | %91}3127141155169 082
e MR L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.25 7.24 ng 1830630 Acenaphthene-d10 14.41
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 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 2068 (15.251 min): BM018479.D (-2063) (-) m/z 57.10 100.00%
43 5
71
5000
99 " 15.00 15.20 15.40 15.60
113127141 : : : :
) S 157172 197 228 m/z 43.10 81.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
43 5f7
71
5000 L B SIS I B
85 mmmmmmmm
29 m/z 71.10 69.92%
0 . L4 %9113127141155169183 226
m/z--> ﬁo Jo 60 éo 160 150 110 160 180 200 220 240 2éo 2éo
Abundance #55010: Tetradecane
4357
71 R PN S B B
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 45.38%
29
0 \‘ LA A 991%3127141155169 1?8
m/z--> ﬁo Jo éo éo 160 150 110 1é0 180 200 220 240 2éo 2éo
Abundance #45544: Tridecane L B B L L B B
43 57 15.00 15.20 15.40 15.60
m/z 41.10 45 .08%
71
5000
85
29
ol 15 N ‘L Lo %9113127141155 184
m/z--> ﬁo Jo éo éo 160 150 110 1éo 180 200 220 240 2éo 2éo 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.11 7.91 ng 2617490 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2214 (16.110 min): BM018479.D (-2209) (-) m/z 57.10 100.00%
g7
o /\«fu«J\__A_Aj\s&“~\~ﬁ,hv\A,
RN BN B
3 113 15.80 16.00 16.20 16.40
ol MR L9 197 219 240 281 m/z 43.10 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane
g7
85
5000 R AR UL IR AN BN
4 15. 80 16. 00 16 20 16.40
m/z 71.10 67.27%
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300 320
Abundance #99476: Nonadecane
15160 16100 16,20 1640
5000 4 m/z 85.10 46.71%

113 141 169 197

%

04

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

Abundance #55007: Tetradecane e A e e e
57 15.80 16.00 16.20 16.40

m/z 41.10 44 .90%
5000 85
4
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 15. 80 16. OO 16 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 119.16 ng 39427100 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
Abundance Scan 2506 (17.827 min): BM018479.D (-2500) (-) m/z 74.10 100.00%
74
5000 43
" 17.60 17.80 18.00 18.20
o} m/z 87.05 76 .19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100711: Hexadecanoic acid, methyl ester
74
5000 U B SO SN SR
43 17.60 17.80 18.00 18.20
m/z 43.10 35.97%
143
NN l‘ [yl 87 12071 171 190 227 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74
17.60 17.80 18.00 18.20
5000 43 m/z 41.10 29.26%
0 1| } MJ .h mgz 117\1‘}3 185 2?7 270
m/z--> 50 100 150 200 250 300 350 400
Abundance #142779: 9-Octadecenoic acid, 12-(acetyloxy)-, methyl este...
74 17.60 17.80 18.00 18.20
m/z 55.10 29.13%
5000
43
\ 143 997
o4 LUL%tos | 163185 ZTo00210 316 s
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.06 34.87 ng 11539100 Phenanthrene-d10 17.16
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2546 (18.062 min): BM018479.D (-2538) (-) m/z 73.00 100.00%
73
5000 129
97 171 o 256
194 ‘ 17.80 18.00 18.20 18.40
0 .*"?12. | Bot | 237 | 284 330 3% 77 43.10 93.11%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.80 18.00 18.20 18.40
‘ ‘ 157 213 m/z 60.00 84.12%
185
A P T P - R
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73
43 L I S SULL I
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 80.85%
185
H 228
0 |15| l‘. HII\ JI\ m J'J ML ull .HI?.?‘.{ A \Iz:ll-ll “. —
m/z--> 50 150 200 250 300 350
Abundance #65562: Tridecanoic acid
43 | B 17.80 18.00 18.20 18.40
m/z 55.10 74 .26%
5000
‘ 129 - 214
0..{..|".Hh... .‘1|5‘2. .{.‘1.9,5.{...,....,....,.
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.99 384.55 ng 127244000 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 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 2704 (18.992 min): BM018479.D (-2695) (-) m/z 67.10 100.00%
5000 /L\_
T 00 20 06T Moy | 50 B 800 DI D
o Lok . ,.'l...,....,... m/z 81.10 89.29%
m/z--> 100 150 200 250 300 350
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
67

41
95
5000 LA B L L L L L LI L L LB
18 60 18. 80 19. OO 19 20 19. 40
123 m/z 55.10 64.57%
150 294
0 Ay W t8 228 28
m/z--> 100 150 200 250 300 350
Abundance #114381 10,13-Octadecadienoic acid, methyl ester
95 18.60 18.80 19.00 19.20 19.40
5000 m/z 95.10 62 .55%
294
123
150 263
o HHI. ‘IIM‘IM‘L by \IL i }78196 |22|O|23I8| .J‘ SN S

m/z--> 100 150 200 250 300 350
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)- R A RERES R
67 18.60 18.80 19.00 19.20 19.40
m/z 41.10 54 _73%

5000 95
\ “ 123 149 47g 262 294
0 il 1 H al Li L H\L e L
= L T T R I AR AR AR

m/z--> 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\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.02 422.57 ng 139823000 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2709 (19.021 min): BM018479.D (-2705) (-) m/z 55.10 100.00%

5000

-

18.80 19.00 19.20 19.40
m/z 69.10 75.52%

0 296316336 358

m/z--> 50 100 150 200 250 300 350 400
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

%

5000
18.80 19.00 19.20 19.40

m/z 74.10 70.56%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #115441: 15-Octadecenoic acid, methyl ester
55
L AERREEERETss o
18.80 19.00 19.20 19.40
5000 87 m/z 83.10 64.93%
264
i { ‘111 138, 180,, . 222
ARERTI ke N S
m/z--> 50 100 150 200 250 300 350 400
Abundance #115446: 16-Octadecenoic acid, methyl ester
55 18.80 19.00 19.20 19.40
m/z 41.10 62.22%
5000
29 l 264
138 180 222
L L oo | e
m/z--> 50 O 200 250 300 350 400 18.80 19.00 19.20 19.40

8270-BM010919.M Thu Jan 10 16:43:29 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.14 54 .86 ng 18150800 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 2729 (19.139 min): BM018479.D (-2724) (-) m/z 74.10 100.00%
74
5000 43 /jk
- 1‘1‘3 100 19180 10100 10,20 19140
298 - - - -
o ALl | 278 227 | 826386 475 | ns7 87.05  76.98%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #116664: Octadecanoic acid, methyl ester
74
5000 43 AR AR RAEAABARES
18.80 19.00 19.20 19.40
101 43 0 255 - m/z 43.10 41.60%
ST 1 B A G
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74
18.80 19.00 19.20 19.40
5000 m/z 55.10 31.03%
28
143 255 298
0 lh L]w-?ll ‘ { \171\1?9l227\ { u
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #83690: Methyl tetradecanoate
74 18.80 19.00 19.20 19.40
m/z 41.10 29.92%
5000
43
143
199 242
eI B O it
m/z-> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40

8270-BM010919.M Thu Jan 10 16:43:29 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 11 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 31.60 ng 14270700 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 2763 (19.339 min): BM018479.D (-2756) (-) m/z 43.10 100.00%

7

5000

i

19.00 19.20 19.40 19.60
m/z 73.00 94.59%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid

-

5000
19.00 19.20 19.40 19.60

m/z 41.10 80.03%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid
73
43
19.00 19.20 19.40 19.60
5000 129 m/z 60.00 78.66%
185
V v 97 228
LT o
m/z--> 50 100 150 200 250 300 350 400
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 19.00 19.20 19.40 19.60
m/z 55.10 77.98%
73
5000 o84
129
97
185 213 241
o .J,..V.M..n PRI GO O
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60

8270-BM010919.M Thu Jan 10 16:43:30 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 12 9,15-Octadecadienoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.51 8.76 ng 3958170 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 95
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 94
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 86
4 7-Hexadecvne 222 C16H30 074685-28-2 86
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 81
Abundance Scan 2792 (19.509 min): BM018479.D (-2788) (-) m/z 67.10 100.00%
67
95
5000 41
Jll 150 175, 06220 263 ZT“ o5 371 401422 19.20 19.40 19.60 19.80
0 bbby 3995 S | 385 71 401422 m/z 81.10 72.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4 97
5000 95
19.20 19.40 19.60 19.80
- m/z 95.10 52.99%
. L[ a0 o 3
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #114391: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67

19.20 19.40 19.60 19.80
m/z 41.10 43.15%

5000

41
15
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #114380: 11,14-Octadecadienoic acid, methyl ester
67 19.20 19.40 19.60 19.80
a1 m/z 79.10 41.61%
95
5000
294
123 263
ﬂ 190178 220
0 . T T e e
m/z--> 50 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BM010919.M Thu Jan 10 16:43:30 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 13 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.00 5.72 ng 2582710 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 74
2 Bicvclol6.1.01non-1-ene 122 C9H14 002570-06-1 70
3 5.7-Dodecadien-1-o0l (5E.72) 182 C12H220 1000222-02-4 70
4 Cvclooctene. 4-ethenvl- 136 C10H16 001124-45-4 58
5 1-Propanone, 1-(4-cycloocten-1-yl)- 166 C11H180 054703-58-1 50
Abundance Scan 2875 (19.998 min): BM018479.D (-2873) (-) m/z 67.05 100.00%
41
5000 95
121
75 235 19.60 19.80 20.00 20.20 20.40
o L '|l. oI 120 264280312 342 402429 581 10 73.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #41337: Bicyclo[10.1.0]tridec-1-ene
an e
5000 95 LA
19.60 19.80 20.00 20.20 20.40
121 m/z 79.10 72.57%
. i \ 149 178
mz-> 80 100 1%0 20 280 o o 4d0
Abundance #9705: Bicyclo[6.1.0]non-1-ene
79
107 1960 19.80 20.00 20.20 20.40
5000 m/z 41.10 63.30%
53
m/z--> 50 100 150 200 250 300 350 400
Abundance #44061: 5,7-Dodecadien-1-ol (5E,7Z) LSS BLELLELE BN LR N
67 19.60 19.80 20.00 20.20 20.40
m/z 55.10 56.79%
5000 164
95
‘ ’ 123
0"'I""I|""'I""I""""I""""I"" TTTTT T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 19,60 19.80 20.00 20.20 20.40

8270-BM010919.M Thu Jan 10 16:43:32 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 14 11-Eicosenoic acid, methyl ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.13 6.60 ng 2980560 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 60
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 46
3 l1-Hexadecene. 16-bromo- 302 C16H31Br 118625-56-2 43
4 7Z-10-Tetradecen-1-ol acetate 254 C16H3002 1000130-99-3 42
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 41
Abundance Scan 2898 (20.133 min): BM018479.D (-2895) (-) m/z 55.10 100.00%

83

5000
111

i 15150 20100 20120 200
324 : : : :
of 856383 430 472 m/z 69.10 74.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129957: 11-Eicosenoic acid, methyl ester

139 167 208 250

5000

19. 80 20 00 20. 20 20 40
m/z 83.10 64 .74%

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115457: 9-Octadecenoic acid, methyl ester, (E)-
5
i A
19.80 20.00 20.20 20.40
5000 m/z 41.10 57.80%
29
ofrri;
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #118561: 1-Hexadecene, 16-bromo- e EREmEmEE T
55 19.80 20.00 20.20 20.40
83 m/z 43.10 57 .65%
5000
i e 18 304
ol L L | ooz e Y
m/z--> 0 50 100 150 200 250 300 350 400 450 19. 80 20 00 20. 20 20.40

8270-BM010919.M Thu Jan 10 16:43:32 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 15 Eicosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.24 7.68 ng 3470780 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 96
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 87
Abundance Scan 2916 (20.239 min): BM018479.D (-2912) (-) m/z 74.10 100.00%
74

5000
283
185 216241 326 20.00 20.20 20.40 20.60
o 358 401429 470 m/z 87.10 78 .57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130938: Eicosanoic acid, methyl ester
YA

5000
20.00 20.20 20.40 20.60

m/z 43.10 46.70%

143
171 199 227 255283 326

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108886: Hexadecanoic acid, 15-methyl-, methyl ester
74
s B R
20.00 20.20 20.40 20.60
5000 m/z 55.10 35.43%
43
143 284
I o —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108874: Heptadecanoic acid, methy! ester R RRREE EE s
74 20.00 20.20 20.40 20.60
m/z 41.10 30.19%
5000
43
143
97 241 284
0 ..J,“.i.t.n o | Moo tr R —
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60

8270-BM010919.M Thu Jan 10 16:43:33 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 16 Ethanol, 2-(9,12-octadecadi... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.28 7.44 ng 3358370 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(9.12-octadecadienvlo... 310 C20H3802 017367-08-7 83
2 1-Propanone. 1-(4-cvcloocten-1-vI)- 166 C11H180 054703-58-1 70
3 (RY-(-)-14-Methyl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 53
4 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 51
5 9,12-Tetradecadien-1-ol, acetate... 252 C16H2802 031654-77-0 51

Abundance Scan 2923 (20.280 min): BM018479.D (-2920) (-) m/z 55.10 100.00%

5000

20.00 20.20 20.40 20.60
m/z 81.10 80.58%

0 234759 292 3p5351 402 432 470

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123039: Ethanol, 2-(9,12-octadecadienyloxy)-, (Z,2)-

5000 LA L L L L L L LB
20.00 20.20 20.40 20.60
m/z 67.10 74.46%
o 177 214 2% 279 310
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33184: 1-Propanone, 1-(4-cycloocten-1-yl)-
7
e
a1 136 20.00 20.20 20.40 20.60
5000 93 m/z 79.05 72.34%
; 166
o -
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol R R
55 81 20.00 20.20 20.40 20.60
m/z 41.10 70.47%
5000 109
135 166 105 223 252

o L e e S

T T T T
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60

8270-BM010919.M Thu Jan 10 16:43:33 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 17 unknown20.34 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.34 5.79 ng 2613420 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 9.10.16-trihy... 304 C16H3205 006949-98-0 37
2 2-Amino-3-hvdroxv-5-nitropvridine 155 C5H5N303 1000289-29-0 35
3 Hexadecanoic acid. 9.10.16-trihv... 304 C16H3205 000533-87-9 35
4 Thiazolidine. 2-(2-furv)- 155 C7HINOS 051859-60-0 35
5 9-Oxabicyclo[3.3.1]nona-2-ene, 6... 198 C10H1402S 039869-51-7 32
Abundance Scan 2933 (20.339 min): BM018479.D (-2930) (-) m/z 155.10 100.00%
1%5
67
5000] 41 109
l 187
20.00 20.20 20.40 20.60
221
o ¥ i?@., - J. 27l2a4268292315341 373 430 470 “n7, 67.10  59.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119628: Hexadecanoic acid, 9,10,16-trinydroxy-
1455
95
5000 131 IUNABMUVAERUARARU AR
55 20.00 20.20 20.40 20.60
m/z 55.10 51.63%
ol 29 85 238 269
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26619: 2-Amino-3-hydroxy-5-nitropyridine
155
4 20.00 20.20 20.40 20.60 |
5000 m/z 81.10 43.86%
109
27 81
0'Whhkh!“H'J'W'"'I""I""I”"I""I""I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119629: Hexadecanoic acid, 9,10,16-trinydroxy-, (R*,S*)-(... R e EEAER R
155 20.00 20.20 20.40 20.60
m/z 68.10 42 .98%
5000 95
131
55
Oﬁgﬂ#mhh“AL'“luﬂgi""l"'%""l"'%""I"' IUNABSUVAERUARARUARES
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60

8270-BM010919.M Thu Jan 10 16:43:34 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 18 Docosanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.19 5.99 ng 2705510 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 83
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 81

Abundance Scan 3078 (21.192 min): BM018479.D (-3075) (-) m/z 74.05 100.00%
5000
e e e
199,255,311 354 20.80 21.00 21.20 21.40 21.60
o 171777 2279° 283 382 421 460 490 m/z 87.05 81.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142870: Docosanoic acid, methyl ester
74
5000
20.80 21.00 21.20 21.40 21.60
m/z 43.10 49 _.57%
0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108874: Heptadecanoic acid, methyl ester
74
20.80 21.00 21.20 21.40 21.60
5000 m/z 55.10 30.83%
43
143
101 185,,,241 284
0 'J”ILLﬁ'W"LI"'“F}?'“”'J'I'”'I""I”"I'"'I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116666: Octadecanoic acid, methy! ester BT
74 20.80 21.00 21.20 21.40 21.60
m/z 57.10 30.57%
5000
43
143 208
101 199 255
ot NLLﬁ'ﬂ'” L"|"1?1"'{|"2'2'7"{""'l R N SN B W LN IR AR R B
mz-> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 19 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.94 9.88 ng 4460170 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 81
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 60
3 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 47
4 Tetracosane. l-bromo- 416 C24H49Br 006946-24-3 43
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 42
Abundance Scan 3205 (21.939 min): BM018479.D (-3201) (-) m/z 57.10 100.00%
g7
5000
264 21'60 21.80 22.00 22.20
183 221 309
0 339 373400429 478504 535 m/z 43.10 87 290
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123096: Docosane
5000 L B SURSR DU SRR

21 60 21. 80 22. OO 22.20
m/z 71.10 69.11%

113
141 183211239067 310

04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-

21.60 21.80 22.00 22.20
m/z 55.10 63.63%

5000

29
ol 141 183711 253282 ,Av\wavxw,w}\\Aﬂxvf~v~wj\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107664: Octadecane, 2,6-dimethy!l- R B e
57 21 60 21. 80 22. OO 22 20

m/z 41.10 57.27%

5000
85
113

| 14116819 539267

L e M S

m/z--> 50 100 150 200 250 300 350 400 450 500 21 60 21. 80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018479.D

Aca On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample : K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 20 N,N-Dimethyloctylamine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.63 17.85 ng 5363770 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
4 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 64
5 Propylhexedrine, propionyl 211 C13H25N0 1000123-85-9 64
Abundance Scan 3323 (22.633 min): BM018479.D (-3317) (-) m/z 58.10 100.00%

58
5000

22. 40 22. 60 22. 80 23. 00

86 222 267 366
OL e .1.2.9.,..1.8?,.... S0 S AL7ads AL 549 | "m/z 55.10  7.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27829: N,N-Dimethyloctylamine
58
5000 LA B L L L L I

22. 40 22. 60 22. 80 23. OO
m/z 72.10 7.54%

0 29 | g 128%°
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19735: 3-(Dimethylamino)propyl isothiocyanate
58

22 40 22.60 22.80 23.00
5000 m/z 41.10 6.81%

101
30
0 ‘J‘JLAJ ‘ 144 \A—‘JUAVW/\/\I
L L L B L B L

m/z--> (I) 50 100 150 200 250 300 350 400 450 500 550
Abundance #135060: Tetradonium Bromide Al EREEEEET S
58 22.40 22.60 22.80 23.00

m/z 157.10 6.81%

B iv
15 94 135 241

M T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM010919\
Data File : BM018479.D

Acq On : 09 Jan 2019 18:54

Operator : JU/SJ

Sample - K1008-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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 .29 7.29 73.0 ng 8937930 1 7.76 2447650 20.0
Pentadecane 14.29 6.9 ng 1753660 3 14.41 5058930 20.0
Hexadecane 15.25 7.2 ng 1830630 3 14.41 5058930 20.0
Heptadecane 16.11 7.9 ng 2617490 4 17.16 6617730 20.0
Hexadecanoic acid... 17.83 119.2 ng 39427100 4 17.16 6617730 20.0
n-Hexadecanoic acid 18.06 34.9 ng 11539100 4 17.16 6617730 20.0
9,12-Octadecadien... 18.99 384.6 ng 127244000 4 17.16 6617730 20.0
9-Octadecenoic ac... 19.02 422.6 ng 139823000 4 17.16 6617730 20.0
Octadecanoic acid... 19.14 54_.9 ng 18150800 4 17.16 6617730 20.0
Octadecanoic acid 19.34 31.6 ng 14270700 5 21.36 9032920 20.0
9,15-Octadecadien... 19.51 8.8 ng 3958170 5 21.36 9032920 20.0
Bicyclo[10.1.0]tr... 20.00 5.7 ng 2582710 5 21.36 9032920 20.0
11-Eicosenoic aci... 20.13 6.6 ng 2980560 5 21.36 9032920 20.0
Eicosanoic acid, ... 20.24 7.7 ng 3470780 5 21.36 9032920 20.0
Ethanol, 2-(9,12-... 20.28 7.4 ng 3358370 5 21.36 9032920 20.0
unknown20.34 20.34 5.8 ng 2613420 5 21.36 9032920 20.0
Docosanoic acid, ... 21.19 6.0 ng 2705510 5 21.36 9032920 20.0
Docosane 21.94 9.9 ng 4460170 5 21.36 9032920 20.0
N,N-Dimethyloctyl... 22.63 17.9 ng 5363770 6 23.64 6008880 20.0
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