LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 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-BM021119.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 5.298 369 376 384 rBVY 2249941 4230573 1.24% 0.371%
2 7.245 698 707 719 rVB 4033846 8336469 2.45% 0.732%
3 7.839 789 808 817 rVV8 47175422 339875888 100.00% 29.839%
4 8.028 833 840 855 rVB 4109625 6985676 2.06% 0.613%
5 8.498 880 920 926 rBVY 2403925 15670466 4.61% 1.376%
6 8.875 974 984 993 rBV2 5462770 13071591 3.85% 1.148%
7 9.422 1004 1077 1078 rBV 9628005 108513210 31.93% 9.527%
8 10.216 1166 1212 1213 rBV 8040237 65201237 19.18% 5.724%
9 11.998 1508 1515 1523 rVB 2196469 3580861 1.05% 0.314%
10 12.810 1618 1653 1657 rBVY 11478788 69543726 20.46% 6.106%

11 12.969 1673 1680 1684 rBV 9883161 14917789 4_.39% 1.310%
12 13.033 1684 1691 1701 rVB 4004377 8241151 2.42% 0.724%
13 13.663 1792 1798 1803 rBV 5098336 6243456 1.84% 0.548%
14 14.351 1908 1915 1922 rBV3 2586767 4378049 1.29% 0.384%
15 15.851 2164 2170 2177 rVB 8950486 12517065 3.68% 1.099%

16 16.262 2230 2240 2244 rBV 3299878 4951170 1.46% 0.435%
17 16.310 2244 2248 2253 rVV 7383262 10668906 3.14% 0.937%
18 16.357 2253 2256 2268 rVB 4197004 6601104 1.94% 0.580%
19 16.574 2279 2293 2301 rBV 24298422 65962138 19.41% 5.791%
20 17.104 2377 2383 2391 rBV 3130887 4312948 1.27% 0.379%

21 18.027 2530 2540 2544 rBV 23771208 45989748 13.53% 4.038%
22 18.127 2544 2557 2570 rVB 26855786 74750280 21.99% 6.563%
23 18.921 2688 2692 2702 rVV 8047067 10681286 3.14% 0.938%
24 19.198 2726 2739 2746 rBV2 27916647 56227172 16.54% 4 _.936%
25 19.303 2752 2757 2768 rVB 9726533 14801072 4 _.35% 1.299%

26 19.521 2789 2794 2801 rVB 7166441 9315942 2.74% 0.818%
27 19.627 2806 2812 2819 rVB 4473213 5762506 1.70% 0.506%
28 19.739 2826 2831 2837 rBV 19288655 23745312 6.99% 2.085%
29 20.180 2901 2906 2910 rVB 5467172 5966582 1.76% 0.524%
30 20.374 2934 2939 2948 rBV 4679211 7198018 2.12% 0.632%

31 20.527 2961 2965 2978 rVB 4500603 5217024 1.53% 0.458%
32 20.692 2989 2993 2998 rVB 4684196 4939221 1.45% 0.434%
33 21.003 3041 3046 3051 rVB 5200742 5768021 1.70% 0.506%
34 21.174 3070 3075 3078 rBV 3709287 4255482 1.25% 0.374%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 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
Title

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.297 3091 3096 3101 rBV 4100100 5338027 1.57% 0.469%
36 21.580 3139 3144 3150 rBV 1653859 4641991 1.37% 0.408%
37 21.874 3188 3194 3200 rVB2 5686415 8175864 2.41% 0.718%
38 22.538 3302 3307 3314 rBV 2529714 4059357 1.19% 0.356%
39 22.897 3363 3368 3378 rVB 10751649 16118815 4.74% 1.415%
40 23.550 3473 3479 3488 rVB2 2070545 3839551 1.13% 0.337%

41 28.791 4353 4370 4391 rVB 11868368 48438291 14.25% 4._.253%

Sum of corrected areas: 1139033035
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018887.D
5e+07 7.84
4e+07
3e+07
2e+07
9
1e+07 10.22
8.87
7.25 8.03
5.30 L/L 8.50
0...,....,...4,....,..A.,..?.,....,...r??ﬂ..,.N..,..rf}....,.... /A Y R S
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM018887.D
5e+07
4e+07
3e+07 18.13 19.20
16.57 18.03
2e+07 1974
1e+07

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: BM018887.D

5e+07
4e+07
3e+07

2e+07

22.90 28.79

16407
€ 21.87

D.6921. 0
P 21.58 22.54 23.55

O T o o e T e T e o T T T e T e e 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\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

9.42 33.29 ng 108513000 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 37
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 32
4 Propanoic acid. 3-hvdroxy-2-meth... 118 C5H1003 042998-03-8 25
5 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 25

Abundance Scan 1077 (9.422 min): BM018887.D (-1004) (-) m/ 73.00 100.00%

3
5000
41

R RS ma e o)
101 900 920 9.40 9.60 9.80

ol Jﬂ,'ll. 10 SR - S S m/z 88.05 73.07%

m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
F(<]

5000 T e —
9.00 9.20 9.40 9.60 9.80

101 m/z 57.10 23.69%
0‘15 ,'”:‘...,'.ll.lz.g.,....,....,....,....
m/z--> 50 100 150 200 250 300 350
Abundance #68927: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88
%‘v—q—v“ﬂ

9.00 9.20 9.40 9.60 9.80

5000 m/z 41.10 23.11%
45
o | ‘7A \ 119 145 176
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 9.00 9.20 9.40 9.60 9.80

m/z 87.00 20.32%

5000 7
oL, .M JI,':!{ ];09 135155173 214 242 272 294313 355 L

m/z--> 50 100 150 200 250 300 350 9. OO 9.20 9. 40 9. 60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.81 317.69 ng 69543700 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 78
2 Heptanoic acid 130 C7H1402 000111-14-8 53
3 Hexanoic acid 116 C6H1202 000142-62-1 52
4 Pentanoic acid 102 C5H1002 000109-52-4 47
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
Abundance Scan 1653 (12.810 min): BM018887.D (-1618) (-) m/z 73.00 100.00%
5000 41
143 12.40 12.60 12.80 13.00 13.20
S — ] 157172 191 209 281 | "m/z 59.95 84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid
60
41
5000 DR SRR SRR A B
129 12.40 12.60 12.80 13.00 13.20
7 ‘ ‘ . m/z 41.10  39.55%
0 ...,.\.-..UJ..--! i 4l 1..‘.’1.” 143157| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12981: Heptanoic acid
60
12.40 12.60 12.80 13.00 13.20
5000 m/z 71.10 37.80%
87
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7849: Hexanoic acid R e
60 12.40 12.60 12.80 13.00 13.20
m/z 55.10 36.29%
5000
'
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknownl13.03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.03 37.65 ng 8241150 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. decy... 268 C17H3202 093479-48-2 27
2 Citric Acid 192 C6H807 000077-92-9 12
3 dl-lIsocitric acid lactone 174 C6H606 004702-32-3 12
4 1.2.4-Triazin-5(2H)-one. 3.4-dih... 129 C3H3N30S 000626-08-4 11
5 2,4-Dihydroxypyridine 111 C5H5NO2 000626-03-9 10
Abundance Scan 1690 (13.027 min): BM018887.D (-1684) (-) m/z 43.10 100.00%
129
111
5000 83
0
12.80 13.00 13.20 13.40
o | e oy 28827 Tn/z 129.00  99.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99353: Cyclohexanecarboxylic acid, decyl ester
129 f
- 83
5000
12.80 13.00 13.20 13.40
29 11 m/z 111.00 75.67%
o 185 213 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50684: Citric Acid
43 87 139
12.80 13.00 13.20 13.40
5000 11 m/z 55.10 67.08%
60 147
18
0 169 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38829: dI-Isocitric acid lactone
129 12.80 13.00 13.20 13.40
m/z 100.00 53.10%
101
5000 55 /\
83
m/z--> mmeommmmmmmmmnmmmmmmm nmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Hexanedioic acid, bis(l-met... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.66 28.52 ng 6243460 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(l-methvlet... 230 C12H2204 006938-94-9 91
2 Acetamide.N-(2.4-difluorophenvl)- 171 C8H7F2NO 000399-36-0 50
N-(3.4-Difluorophenvl)acetamide 171 C8H7F2NO 000458-11-7 47
4 Butanedioic acid. 2-methvl-3-oxo... 202 C9H1405 000759-65-9 47
5 Cyclohexanecarboxylic acid, prop... 170 C10H1802 006739-34-0 46
Abundance Scan 1798 (13.663 min): BM018887.D (-1792) (-) m/z 129.00 100.00%
29
5000 43
55 111
| \ NN "310 1360 1330 1400
ok O T 3 |.|.. i N '..,'=~...,..|..,?E.‘f.‘.2]°.2...,.2]39., m/z 43.10 47.74%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #76092: Hexaned|0|c acid, bis(1-methylethyl) ester
129
5000
43 111 171 13.40 13.60 13.80 14.00
%5 m/z 111.00 36.10%
o7 | | % 142
ok 28 il |h|6% ,lL.gl..:.,.'..H:...,..w. %§§-.----.-%3¥.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37121: Acetamide,N-(2,4-difluorophenyl)-
129
13.40 13.60 13.80 14.00
5000 m/z 55.05 31.77%
43 171
101
Obrr e B e W M8 M21es |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37120: N-(3,4-Difluorophenyl)acetamide
129 13.40 13.60 13.80 14.00
m/z 100.00 30.76%
43
5000
171
0 63 75 gg \\113 || 142155
m/z--> 20 45 eb 85 100 120 140 160 180 200 220 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 4-Propionyloxypentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.26 22.96 ng 4951170 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Propionvloxvpentadecane 284 C18H3602 1000245-63-2 53
2 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 53
3 2-Decanol. propanoate 214 C13H2602 055683-11-9 47
4 l1-Hentetracontanol 593 C41H840 040710-42-7 47
5 Nonahexacontanoic acid 999 C69H13802 040710-32-5 47
Abundance Scan 2240 (16.262 min): BM018887.D (-2230) (-) m/z 57.10 100.00%
57
5000
111 140 16.00 16.20 16.40 16.60
N .J'I..,l...,.... b2 170196213 237256 283 341 "n/z 69.10  16.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #108852: 4-Propionyloxypentadecane
57
5000
16.00 16.20 16.40 16.60
m/z 83.10 16.15%
. 3 83 111129 140 210 oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #100819: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethyloutyl)-
57
16.00 16.20 16.40 16.60
5000 m/z 41.10 15.92%
29 8 111 140 196213
o O LA - HE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65569: 2-Decanol, propanoate
57 16.00 16.20 16.40 16.60
m/z 71.10 14.02%
5000
o s1| | 75, 101 155140157 15
m/z--> ﬁ&eb%mmmmmmmmnmmmmm&mﬁo 16.00 16.20 16.40 16.60

8270-BM021119.M Thu Feb 21 12:40:41 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.36 30.61 ng 6601100 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 59
2 l-Hentetracontanol 593 C41H840 040710-42-7 53
3 Acetic acid. 3.7.11.15-tetrameth... 340 C22H4402 1000193-63-0 50
4 Ditetradecvl ether 410 C28H580 005412-98-6 50
5 17-Pentatriacontene 491 C35H70 006971-40-0 50
Abundance Scan 2257 (16.362 min): BM018887.D (-2253) (-) m/z 57.10 100.00%
57
5000
97 16.00 16.20 16.40 16.60
140
o,...Jl,.“.i,....,.1.7.1.2.1?..25?...,....,....,....,....,....,....,. m/z 83.10 17.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100819: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 UNNUN AU
16.00 16.20 16.40 16.60
m/z 69.10 17.41%
oL 27l 1Y 14004, 213 255
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97 16.00 16.20 16.40 16.60
5000 m/z 41.10 15.42%
18 39
oL L1k l {39 181 223 278 320 362 404 446 4g8518 572
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137355: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! ester
57 16.00 16.20 16.40 16.60
m/z 71.10 13.94%
5000 97
40
o 21 | 196 53g 280
mizs 0 8 100 150 20 3% 30 30 0 45 50 550 | | 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.57 305.88 ng 65962100 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Undecanoic acid 186 C11H2202 000112-37-8 45

Abundance Scan 2292 (16.568 min): BM018887.D (-2279) (-) m/z 73.00 100.00%

L

5000 43
16. 20 16. 40 16 60 16. 80
0! m/z 60.00 69.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75072: Tetradecanoic acid

5000

16.20 16.40 16.60 16.80
m/z 43.10 45.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56046: Dodecanoic acid
60
43
16.20 16.40 16.60 16.80
5000 129 m/z 57.10 44 . 38%
157
200
o\ 2 \IJM\ H...Ill..l..l..‘........HB.:?..{.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65566: Tridecanoic acid
73 16.20 16.40 16.60 16.80
m/z 55.10 42 .78%
43
5000
129
‘ Il 214
AT R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80

8270-BM021119.M Thu Feb 21 12:40:42 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.03 213.26 ng 45989700 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Eicosane 282 C20H42 000112-95-8 18
5 Dodecane 170 C12H26 000112-40-3 18

Abundance Scan 2541 (18.033 min): BM018887.D (-2530) (-) m/z 73.00 100.00%

7
5000 43
129
213

97 ‘ T T
171 256 1780 18,00 18.20 18.40
194
o b 5% | P98 | 239 | 281209 327345 | 757 505.00  68.18%

m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
43 73

5000 e e  ARE EE e
17. 80 18 00 18. 20 18. 40

129 256 m/z 43.10 51.51%

97 213
ol2 A | 157 185 % o
- T T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73

~17.80 18,00 18.20 1840
5000 129 m/z 57.10 50.22%

L

199 242
157
i I" \J‘IHL \\‘\ u\ | r {18¢) ‘ ‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid

73 17.80 18.00 18.20 18.40
m/z 55.10 46.78%

43
5000 129 —__j\t
171 214
--Ll,-u‘J Ml m A F5% \ \197

T —v—v—v—v—rv—v—v—q—v—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40

o

o

8270-BM021119.M Thu Feb 21 12:40:43 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Dodecanoyl chloride Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.13 346.63 ng 74750300 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 53
2 2-Dodecvlcvclobutanone 238 C16H300 035493-46-0 38
3 2-Oxecanone. 10-methvl-. (.+-.)- 170 C10H1802 061448-27-9 38
4 2-Oxecanone. 10-methvl-. (.+/-.)- 170 C10H1802 065371-24-6 27
5 N,N"-Dimethyl-5-pyrrolidinone-3-... 156 C7H12N202 089851-99-0 27

Abundance Scan 2558 (18.133 min): BM018887.D (-2544) (-) m/z 98.10 100.00%

5000

1

17. 80 18 00 18 20 18. 40
200
ol 228 255 287 3827 m/z 84.10 72.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67965: Dodecanoy! chloride

5000 e
17.80 18.00 18,20 18.40

m/z 183.20 52.20%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81211: 2-Dodecylcyclobutanone
98
R N S A BEEREEE
17.80 18.00 18.20 18.40
5000 m/z 55.10 38.32%
55
0 3& ﬂl 125 166 194210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35880: 2-Oxecanone, 10-methyl-, (.+-.)-
98 17.80 18.00 18.20 18.40
m/z 132.00 36.73%
55
5000
8
126 152
3 170
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 80 18 00 18 20 18.40

8270-BM021119.M Thu Feb 21 12:40:44 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknownl18.92 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.92 49.53 ng 10681300 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Diethvl hexane 142 C10H22 019398-77-7 38
2 Heptane. 3-ethvl-4-methvl- 142 C10H22 052896-91-0 38
3 Chloroacetic acid. 2-ethvlhexvl ... 206 C10H19CI02 005345-58-4 38
4 Dodecanoic acid. isooctvl ester 312 C20H4002 084713-06-4 38
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 35
Abundance Scan 2692 (18.921 min): BM018887.D (-2688) (-) m/z 70.10 100.00%
7
43
5000 112 183
157 201 18.60 18.80 19.00 19.20
139 : : : :
o By 3007, L | 222041 265084 36 T e2 10 o5 55u
m/z--> 50 100 150 200 250 300 350
Abundance #18437: 3,4-Diethyl hexane
43 7
5000 UL BN IR B
18.60 18.80 19.00 19.20
113 m/z 71.10 82 .56%
RECHI B I
m/z--> 50 100 150 200 250 300 350
Abundance #18482: Heptane, 3-ethyl-4-methyl-
43 70
18.60 18.80 19.00 19.20
5000 m/z 43.10 56.45%
‘ 113
0 15 {‘ /| 1 i | 142
m/z--> 50 100 150 200 250 300 350
Abundance #59715: Chloroacetic acid, 2-ethylhexyl ester e B B e e
57 18.60 18.80 19.00 19.20
m/z 112.10 49_.07%
5000
29 83
‘ } 112
Ol|{|‘“|‘LL'|‘J|“|‘|W‘|‘|||||||| ———T ———T T
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20

8270-BM021119.M Thu Feb 21 12:40:44 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Oleic Acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.20 260.74 ng 56227200 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 1-Dodecanol 186 C12H260 000112-53-8 74
3 Cvclopentane. decvl- 210 C15H30 001795-21-7 64
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 58
5 Chloroacetic acid, dodecyl ester 262 C14H27CIl02 006316-04-7 52
Abundance Scan 2739 (19.198 min): BM018887.D (-2726) (-) m/z 69.10 100.00%

41
5000
264
151 180onn 222 18 80 19.00 19.20 19.40 19.60

ol 200222243 297 325 355 401 mn/z 55.10 94 28%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107517: Oleic Acid
556
83

29 18.80 19.00 19.20 19.40 19.60
111 m/z 83.10 74 .56%

264
o 38 165185 222545 | 284
< I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #46860: 1-Dodecanol
55

18.80 19.00 19.20 19.40 19.60
5000 m/z 41.10 59.56%

29
111
I { ‘ | \ 11?0 168
o+ttt
m/z--> 50 100 150 200 250 300 350 400
Abundance :

#63055: Cyclopentane, decyl- I AN EEEEE RS e
4 69 18. 80 19. OO 19 20 19. 40 19 60

m/z 97.10 56.32%

5000 97
125 } \
210
0 18] ‘ ‘ J \{ J\ JL154 15\;2 |

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40 19.60

8270-BM021119.M Thu Feb 21 12:40:45 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.30 55.46 ng 14801100 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 25

Abundance Scan 2756 (19.298 min): BM018887.D (-2752) (-) m/z 73.00 100.00%

73
43
5000
129
97

185 241 O B FLALL i w ae  ee
19. 00 19. 20 19. 40 19 60

157
ol o157 L2, | oed | aas aon a0 %007 69 16%

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

5000
710100 19.20 19.40 19.60
m/z 43.10 61.18%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #83683: Pentadecanoic acid
43 73

19.00 19. 20 19. 40 19.60

5000 m/z 57.10 60.60%
129 242
97 ‘ 171 199
ob— .Uﬂ'h:“j}ﬂu.}fg:.*.k....u —
m/z--> 50 100 150 200 250 300 350 400
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester S e R
43 19. 00 19. 20 19. 40 19 60

m/z 55.10 54 .92%

73
5000 284
V 129
185 213 241
0 J Ml 1L IH L “ 157 | { i { L [ 311 372

m/z--> 50 150 200 250 300 350 400 19 00 19.20 19.40 19.60

8270-BM021119.M Thu Feb 21 12:40:45 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.52 34.90 ng 9315940 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 90
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 68
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 64
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 64
Abundance Scan 2794 (19.521 min): BM018887.D (-2789) (-) m/z 57.10 100.00%
57
5000
1l USRNSSR BN IR
139 19.20 19.40 19.60 19.80
o3 Al d l Ay 107 196219 252 280 333367 429 nyr 71.10  81.93%
m/z--> 50 150 200 250 300 350 400
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57
5000 AR A DU AR
19,20 19.40 19,60 19.80
31 m/z 43.10 58.71%
141 1p9 196 224 255 5gq
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 10.20 19.40 19.60 19.80
5000 m/z 69.10 58.61%
111
29 169 238
0 Mmmm
m/z--> 50 100 150 200 250 300 350 400
Abundance #98172: Z-5-Nonadecene
55 83 19.20 19.40 19.60 19.80
m/z 55.10 55.72%
5000 111
266
0 ‘ } L1?9“168189210 238
m/z--> 50 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BM021119.M Thu Feb 21 12:40:46 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 19

Peak Number 15 Benzoic acid, octyl ester

R.T. EstConc Area Relative to ISTD R.T.
20.18 22.36 ng 5966580 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. octvl ester 234 C15H2202 000094-50-8 80
2 2.6-Pvridinedicarboxvlic acid 167 C7H5NO4 000499-83-2 72
3 Benzoic acid. heptvl ester 220 C14H2002 007155-12-6 59
4 4-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-67-9 47
5 4-Fluorobenzoic acid, 2-tridecyl... 322 C20H31FO02 1000280-67-8 47

Abundance Scan 2906 (20.180 min): BM018887.D (-2901) (-) m/z 123.00 100.00%
13
5000 77
® 10.80 20.00 20.20 20.40
182 - : : :
oLl | A3, L 154 102207232256 281304 341 401429 | 17 "905700  78.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #78563: Benzoic acid, octyl ester
123
5000
77 19.80 20.00 20.20 20.40
56 m/z 77.00 37.47%
ol 29y [lioa] | 163 234
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #34064: 2,6-Pyridinedicarboxylic acid
123
" 19.80 20.00 20.20 20.40
5000 51 m/z 69.10 17 .99%
27”
0"MAI'ML‘EI"'}?Q"'I""I" LY NN SR SURL
m/z--> 50 100 150 200 250 300 350 400
Abundance #69300: Benzoic acid, heptyl ester R R R e TS
123 19.80 20.00 20.20 20.40
m/z 55.10 16.39%
5000 77
56 9
L2l 163 220
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4(')0 19.I8O 20.'00 20.'20 20.'40 '

8270-BM021119.M Thu Feb 21 12:40:46 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown20.37 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.37 26.97 ng 7198020 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Hvdroxystearic acid 300 C18H3603 000106-14-9 49
2 5-Methoxv-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 27
3 6-Bromohexanoic acid. octadecvl ... 446 C24H47Br02 1000281-92-1 25
4 1-Dodecene 168 C12H24 000112-41-4 18
5 Thiophene, 2-hexyl- 168 C10H16S 018794-77-9 18
Abundance Scan 2938 (20.368 min): BM018887.D (-2934) (-) m/z 55.10 100.00%
97 197
5000
129 161 20.00 20.20 20.40 20.60
ol i fiy | 241269 312330368 401429 489 77 67 10 62.06%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #117664: 12-Hydroxystearic acid
197
5000 97 BN DR AR

20,00 20.20 20.40 20.60
29 m/z 69.10 58.99%

129 168 264
o 22
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #54274: 5-Methoxy-2-nitrobenzoic acid
197
63 A B i
20.00 20.20 20.40 20.60
5000 95123 167 m/z 197.10 58.54%
0!
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #163943: 6-Bromohexanoic acid, octadecy! ester  EEAmE L e R R
43,6 20.00 20.20 20.40 20.60
m/z 73.00 49 _.50%
97
5000

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60

8270-BM021119.M Thu Feb 21 12:40:47 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown21.00 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.00 21.61 ng 5768020 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 49
2 1-Decene. 4-methvl- 154 C11H22 013151-29-6 38
3 Isooctvl mercaptoacetate 204 C10H2002S 025103-09-7 38
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 35
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 30

Abundance Scan 3045 (20.997 min): BM018887.D (-3041) (-) m/z 57.10 100.00%

5000

239 20.60 20.80 21.00 21.20 21.40

m/z 71.10 77 .47%

ol 157185 213 281 325 369 402429

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #73974: Decane, 5,6-dipropyl-

475

-

20.I60 20.I8O 21.IOO 21.I20 21.I40
m/z 70.05 72.02%

5000

ol 141 169 197 226

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #25833: 1-Decene, 4-methyl-

-

20.60 20.80 21.00 21.20 21.40

5000 m/z 43.10 55.40%
29
112
84
0 L 154
e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58148: Isooctyl mercaptoacetate AR A R e e

57 20.60 20.80 21.00 21.20 21.40

m/z 83.10 52 .36%

5000

145 204

’ T I T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40

8270-BM021119.M Thu Feb 21 12:40:47 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 dl-2-Ethylhexyl chloroformate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.87 30.63 ng 8175860 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di1-2-Ethvlhexvl chloroformate 192 C9H17Cl102 024468-13-1 58
2 Dichloroacetic acid. 2-ethvlhexv... 240 C10H18C1202 068144-72-9 47
3 3.4-Diethvl hexane 142 C10H22 019398-77-7 43
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 43
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 38

Abundance Scan 3193 (21.868 min): BM018887.D (-3188) (-) m/z 57.10 100.00%
57
- \/\/‘\J\'A/\Jw\
157 rTrTpTTTT T T T T T T T T T T
267 21.60 21.80 22.00 22.20
ol 185213241 | 294324 355 389417 462491 535 /7 71.10  91.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50874: dI-2-Ethylhexyl chloroformate
57 112
5000 L B UL RN SO
21.60 21.80 22.00 22.20
m/z 70.10 76 .66%
o ) 149 192
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81919: Dichloroacetic acid, 2-ethylhexy! ester
57
21.60 21.80 22.00 22.20
5000 m/z 43.10 59.63%
H 514 112
I U
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18437: 3,4-Diethyl hexane e
43 70 21.60 21.80 22.00 22.20
m/z 112.10 50.63%
5000
113
0 15 | 1 142
mz-> 0 55 160 1éo 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\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 12-Hydroxy-octadecanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.90 83.96 ng 16118800 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 58
2 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 53
3 Cvclohexane. 1.2-dimethvl- 112 C8H16 000583-57-3 22
4 Dichloroacetic acid. 2-ethvlhexv... 240 C10H18Cl1202 068144-72-9 22
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 22
Abundance Scan 3368 (22.897 min): BM018887.D (-3363) (-) m/z 71.10 100.00%
1 197
5000 43 112
143 265 22,60 22.80 23.00 23.20
ol 27 298327356 403430 475503 535 n/z 57.10 93.16%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158803: 12-Hydroxy-octadecanoic acid, octyl ester
55 197
5000 97 IR AR
22.60 22.80 23.00 23.20
- 208327 m/z 197.10 82.18%
ol 2 57 || 227 %% 394
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158444: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
1y 197 22,60 22.80 23.00 23.20
5000 m/z 55.05 78.03%
5
mz-> 0 50 100 1éo 200 2éo 360 3%0 400 450 500 550
Abundance #6563: Cyclohexane, 1,2-dimethyl-
55 g7 22.60 22.80 23.00 23.20
m/z 70.10 58.54%
5000
27 l
Ol“uJMLJ'ww'w"'w"“l'“'l'“'l“"l“"w"'w"w'

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018887.D

Aca On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.79 252.31 ng 48438300 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 89
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 80
3 1-Eicosene 280 C20H40 003452-07-1 78
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 70
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 52
Abundance Scan 4370 (28.791 min): BM018887.D (-4353) (-) m/z 57.10 100.00%

5000

T

28.40 28.60 28.80 29.00 29.20
m/z 71.10 79 .74%

o 297325 379 419447476 518549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106400: 3-Eicosene, (E)-

97

[4)]
~

5000 LA B L L L L L L L L
29 28. 40 28 60 28. 80 29. OO 29. 20
15 m/z 69.10 58.34%
0 | 153182210 252280
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
I EREmaEmmen S
28.40 28.60 28.80 29.00 29.20
5000 97 m/z 83.10 57.74%
29
125
196
oML ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106395: 1-Eicosene REEREEEEEETE S
43 28.40 28.60 28.80 29.00 29.20
m/z 43.10 54 _.00%
97
5000
o | J | 154182210 252280
R e e B i o e REmEE B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28. 40 28 60 28. 80 29. OO 29. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022019\
Data File : BM018887.D

Acq On : 20 Feb 2019 17:15

Operator : JU/SJ

Sample : K1520-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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]
Hexanoic acid, 2-... 9.42 33.3 ng 108513000 2 10.49 65201200 20.0
n-Decanoic acid 12.81 317.7 ng 69543700 3 14.35 4378050 20.0
unknown13.03 13.03 37.6 ng 8241150 3 14.35 4378050 20.0
Hexanedioic acid,... 13.66 28.5 ng 6243460 3 14.35 4378050 20.0
4-Propionyloxypen... 16.26 23.0 ng 4951170 4 17.10 4312950 20.0
1-Octanol, 5,7,7-... 16.36 30.6 ng 6601100 4 17.10 4312950 20.0
Tetradecanoic acid 16.57 305.9 ng 65962100 4 17.10 4312950 20.0
n-Hexadecanoic acid 18.03 213.3 ng 45989700 4 17.10 4312950 20.0
Dodecanoyl chloride 18.13 346.6 ng 74750300 4 17.10 4312950 20.0
unknown18.92 18.92 49.5 ng 10681300 4 17.10 4312950 20.0
Oleic Acid 19.20 260.7 ng 56227200 4 17.10 4312950 20.0
Octadecanoic acid 19.30 55.5 ng 14801100 5 21.30 5338030 20.0
Ethanol, 2-(hexad... 19.52 34.9 ng 9315940 5 21.30 5338030 20.0
Benzoic acid, oct... 20.18 22.4 ng 5966580 5 21.30 5338030 20.0
unknown20 .37 20.37 27.0 ng 7198020 5 21.30 5338030 20.0
unknown21 .00 21.00 21.6 ng 5768020 5 21.30 5338030 20.0
dl-2-Ethylhexyl c... 21.87 30.6 ng 8175860 5 21.30 5338030 20.0
12-Hydroxy-octade... 22.90 84.0 ng 16118800 6 23.55 3839550 20.0
3-Eicosene, (E)- 28.79 252.3 ng 48438300 6 23.55 3839550 20.0
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