LSC Area Percent Report

Data Path :

Data File : BF121559.D

Aca On : 14 Sep 2020 14:29
Operator : JU/CG

Sample - L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 3.369 207 218 228 rvV
2 5.981 622 662 663 rBv2
3 6.681 778 781 784 rVvV
4 6.745 785 792 795 rvV
5 7.028 832 840 842 rvVv
6 7.063 842 846 859 rvB2
7 7.369 890 898 901 rBV
8 7.469 901 915 918 rBV
9 7.610 920 939 940 rBV
10 8.045 1010 1013 1017 rBV

8270-BF091020.M Tue Sep 15 14:55:

p

peak
heiaht
2152093
8010563
1968631
1991425
6487303

3554027
3182588
2340154
1173647
2592474

3554917
1000546
2888634
5935379
9728929

3827912
4330211
14849467
6358548
2635412

1595233
8436964
1912812
5292673

990987

4201520
5028070
3906098
4534693
6485892

4287424
6515774
2118147
2580162

59 2020

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr. corr.
area % max.
4713926 3.00%
89595376 56.99%
1695468 1.08%
3119848 1.98%
7231969 4.60%
5749094 3.66%
2976464 1.89%
3408524 2.17%
3988583 2.54%
3718646 2.37%
11679757 7.43%
2791805 1.78%
5548528 3.53%
23502398 14.95%
32046126 20.38%
10784927 6.86%
11150782 7.09%
157216810 100.00%
7531446 4_.79%
4151368 2.64%
2598984 1.65%
50032286 31.82%
2258157 1.44%
4841891 3.08%
1987534 1.26%
6445534 4_.10%
10991577 6.99%
5399386 3.43%
6412465 4.08%
7490100 4.76%
4435694 2.82%
7891843 5.02%
1961208 1.25%
2792848 1.78%

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

% of

total

0.758%
14 .405%
0.273%
0.502%
1.163%

0.924%
0.479%
0.548%
0.641%
0.598%

1.878%
0.449%
0.892%
3.779%
5.152%

1.734%
1.793%
25.277%
1.211%
0.667%

0.418%
8.044%
0.363%
0.778%
0.320%

1.036%
1.767%
0.868%
1.031%
1.204%

0.713%
1.269%
0.315%
0.449%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 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\HPCHEM1I\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.610 1955 1959 1964 rVV 6474309 7411128 4.71% 1.192%

36 13.845 1994 1999 2002 rBV 5026496 4925376 3.13% 0.792%
37 13.921 2006 2012 2014 rBV 1443617 2324313 1.48% 0.374%
38 13.951 2014 2017 2020 rVV 6009918 6127864 3.90% 0.985%
39 14.227 2060 2064 2067 rBV2 1617724 1705591 1.08% 0.274%
40 14.427 2095 2098 2101 rVV 2730342 3687059 2.35% 0.593%

41 14.468 2101 2105 2108 rVV 3973752 4627341 2.94% 0.744%
42 14.539 2108 2117 2121 rVB3 8798892 19857079 12.63% 3.193%
43 14.615 2126 2130 2136 rVB2 1392123 2484115 1.58% 0.399%
44 14.874 2170 2174 2181 rVB 1668973 2109628 1.34% 0.339%
45 15.115 2209 2215 2216 rBV3 1265703 2131990 1.36% 0.343%

46 15.168 2221 2224 2229 rVV 1737063 2883370 1.83% 0.464%
47 15.551 2282 2289 2299 rVB 2885470 7302805 4._.65% 1.174%
48 15.998 2358 2365 2383 rVB2 2438889 5458871 3.47% 0.878%
49 16.351 2417 2425 2433 rVB 5587163 11763769 7.48% 1.891%
50 16.998 2524 2535 2548 rBV 3498104 12355100 7.86% 1.986%

51 17.580 2625 2634 2661 rVB 3506157 11328081 7.21% 1.821%
52 18.115 2715 2725 2737 rBV 1485492 5344746 3.40% 0.859%

Sum of corrected areas: 621969578
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF121559.D
1.5e+07
1e+07
5
5000000
3.37
OL’.‘—.".|....|....|....|....,....,....,....,....,....,....,..
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF121559.D

1.5e+07

11.27

1e+07

5000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF121559.D

1.5e+07

1e+07 14.54

5000000

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethanol, 2-butoxy- Concentration Rank 3

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

5.98 247.78 ng 89595400 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 50
3 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 32
4 Propane. 1l-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 27
5 n-Butyl ether 130 C8H180 000142-96-1 25

Abundance Scan 662 (5.981 min): BF121559.D (-622) (-) m/z 57.10 100.00%
57
5000 45 ///f/~——4//ﬂﬂ’/J44’
5 | 560 580 6.00 620 640
Ol el 84wl 190 118 1811 45 05 44.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8821: Ethanol, 2-butoxy- K
57
5000 L L UL UL R
45 560 580 6.00 6.20 6.40
29 87 m/z 41.05 41.18%
o 18 L, | 64 | 100 118
mz-> 10 % 30 4 50 6 70 8 9 100 110 130 130
Abundance
57
560 580 6.00 620 6.40
5000 m/z 87.10 23.97%
41 69
87
ol 15 29 76 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12483: 1-Butene, 4-butoxy- R e e R R
57 5.60 5.80 6.00 6.20 6.40
m/z 56.15 10.12%
5000
41
‘ 87
O'W'”'P'”I”"U'“I“h“'”'I”'W'LLP'“I'”'P'”%?E'P'”I A NARRE SRR AN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.03 20.00 ng 7231970 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 78
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
4 Carbonic acid. butvl heptvl ester 216 C12H2403 1000314-63-4 50
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50
Abundance Scan 840 (7.028 min): BF121559.D (-832) (-) m/z 57.10 100.00%
7

5000

6.60 6.80 7.00 7.20 7.40
m/z 41.10 38.13%

L)

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_r
6.60 6.80 7.00 7.20 7.40
m/z 43.05 31.59%

o 9 115 108 150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13670: 1-Hexanol, 2-ethyl-

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
42
6.60 6.80 7.00 7.20 7.40
5000 m/z 55.05 29.50%
29
71 g3
o 98 M2 o8 143
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
5 57 6.60 6.80 7.00 7.20 7.40
m/z 56.05 21.51%
5000 0 83
112
I AT
P ~SONT N Y T S U™ SN [y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Sulfurous acid, butyl octad... Concentration Rank 6

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

9.75 59.43 ng 32046100 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 56
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 50
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 50
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 50
5 1-Octadecene 252 C18H36 000112-88-9 43

Abundance Scan 1303 (9.751 min): BF121559.D (-1293) (-) m/z 57.10 100.00%
57
5000 JM
41 83 AR SR U AR
111 252 9.40 9.60 9.80 10.00
140 196
Obrerrrreetlei ,.'.l'..,"[-..'.|,....,....;....,1.‘??.,....,...2.15?... e || M7z 41,10 24.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57
5000 AR AR RN AR
85 9.40 9.60 9.80 10.00
4 m/z 83.10 23.34%
m/z--> ﬁb&m@mmmmmmmmmmm
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
9.40 9.60 9.80 10.00
5000 m/z 97.10 21.11%

85
41

11127 155 183 210 239 273201

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86142: Ethanol, 2-(dodecyloxy)-

5[7 9.40 9.60 9.80 10.00

m/z 69.10 20.65%
5000 85
4
140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.40 9. 60 9. 80 10 00

8270-BF091020.M Tue Sep 15 14:56:03 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.09 1209.83 ng 157217000 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 80
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 53
3 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 49
4 Octane. 3-methvl- 128 C9H20 002216-33-3 47
5 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 47
Abundance Scan 1531 (11.092 min): BF121559.D (-1485) (-) m/z 57.10 100.00%
g7
5000
41 ﬂ\
8 o7 140 1080 11.00 11.20 1140
111125 ) ) ) )
o 197171 136213 237 255 m/z 41.10 32.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 LRI S UL I RS
1080 11.00 11.20 11.40
a1 a3 m/z 56.25 21.30%
o2 97111125140 157477 196 213 255 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
1080 11.00 11.20 1140
5000 m/z 55.10 18.34%
41 83
97
. 27 111125140 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6716 1-Hexene, 5,5—dimethy|— LA L L L L N B
57 10.80 11.00 11.20 11.40
m/z 83.10 17.91%
N ﬂ
‘ 71 112
0 III""‘I"''I"H''I""‘I""I""IIIII RSN B B D rrryrTrTTTTT T TT T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1080 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.27 57.96 ng 7531450 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 50
2 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 50
3 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 50
4 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 49
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 47
Abundance Scan 1561 (11.269 min): BF121559.D (-1560) (-) m/z 57.10 100.00%

5000

-

11.00 11.20 11.40 11.60
m/z 56.10 23.74%

96
o 212 237 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95991: 1-Decanol, 2-hexyl-

3

5000
11.00 11.20 11.40 11.60

111 m/z 41.10 21.99%
125139154 196 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
B A AR RE
11.00 11.20 11.40 11.60
5000 m/z 97.10 17.74%
41
83 g7
27 119 140 168
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51680: Dodecane, 1-fluoro- N EamE o
57 11.00 11.20 11.40 11.60
m/z 55.10 12.72%
5000 ﬂL
o ! h |, | 11125140 150 188
e e P e e e e e e e B LA B o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Trichloroacetic acid, tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.33 31.95 ng 4151370 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 72
2 Cvclopropane. 1-(2-methvlbutvylD)-... 168 C12H24 064723-36-0 64
3 1-Eicosanol 298 C20H420 000629-96-9 53
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 53
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 53

Abundance Scan 1571 (11.327 min): BF121559.D (-1566) (-) m/z 57.10 100.00%

5000 83

IN
[6)]
~

11.00 11.20 11.40 11.60
m/z 43.10 51.21%

196
0 A 171 213 241256 281 310
ey gk o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43

83

:

5000

11,00 11.20 11.40 11.60
m/z 83.10 48.32%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R ARBER
83 11.00 11.20 11.40 11.60
5000 41 m/z 69.10 39.59%
111 140
0 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143255: 1-Eicosanol WS
11.00 11.20 11.40 11.60
m/z 71.10 38.32%
0 112 140 168 196 224 252 280295
- IIIIIIIIIIIIIIIIIII

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl12.03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.03 385.01 ng 50032300 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecvilcvclobutanone 238 C16H300 035493-46-0 43
2 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 25
3 2-Sec-Butvilcvclohexanone 154 C10H180 1000342-30-8 25
4 3H-Pvrazol-3-one. 1.2-dihvdro-5-... 98 C4H6N20 004344-87-0 22
5 Propan-2-ol, 1-[1-(2,3-dihydrobe... 321 C18H27NO4 1000294-01-0 22
Abundance Scan 1690 (12.027 min): BF121559.D (-1665) (-) m/z 98.10 100.00%

5000 4

3

11.80 12.00 12.20 12.40

200

154168 227241256 284

o m/z 84.10 69.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92523: 2-Dodecylcyclobutanone
9B
5000 LA L L L L L LB
n% g 11.80 12.00 12.20 12.40
69 112 m/z 55.10 56.57%
0 126140 166 194210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
98
R REERE R E S R
11.80 12.00 12.20 12.40
5000 m/z 183.20 51.19%
41 55 o9
o 21 112 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26715: 2-Sec-Butylcyclohexanone
98 11.80 12.00 12.20 12.40
m/z 43.10 47 .12%
5000 a >
27 83
6 125
0 139154
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF091020.M Tue Sep 15 14:56:08 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Dodecanoic acid, 2-butoxyet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.24 37.26 ng 4841890 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-butoxvethvl e... 300 C18H3603 000109-37-5 72
2 1.3.2-Dioxaborinane. 2-ethvl-5.5... 142 C7H15B02 057186-59-1 27
3 Sulfurous acid. hexvl heptvl ester 264 C13H2803S 1000309-12-9 27
4 trans-1-Methoxv-3-methvl-1-butene 100 C6H120 1000139-44-0 27
5 Hexan-2-yl isobutyl carbonate 202 C11H2203 1000372-75-5 27
Abundance Scan 1726 (12.239 min): BF121559.D (-1724) (-) m/z 57.10 100.00%
57

85

5000

3

100

183 IIIIIIIIIIIIIIIIIIIIIII
201 227 12.00 12.20 12.40 12.60

255271 m/z 56.10 87.01%

117

143 160

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144856: Dodecanoic acid, 2-butoxyethyl ester
57
85

3

5000 41 LIRS
12. 00 12 20 12. 40 12 60
m/z 85.10 T4.47%
ol 86200 228245 273 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
e e
12.00 12.20 12.40 12.60
5000 m/z 41.10 42.82%
41 98
27 71 113108142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113722: Sulfurous acid, hexyl heptyl ester b RRREE EE s
57 12.00 12.20 12.40 12.60
85 m/z 43.10 32.92%
5000
o 2 ‘ h {41001 137151167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12 20 12. 40 12 60

8270-BF091020.M Tue Sep 15 14:56:10 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl2.45 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.45 49.60 ng 6445530 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 43
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 43
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 38
4 Tridecane. 5-propvl- 226 C16H34 055045-11-9 38
5 Cyclopropane, 1-(2-methylbutyl)-... 168 C12H24 064723-36-0 38

Abundance Scan 1762 (12.451 min): BF121559.D (-1757) (-) m/z 57.10 100.00%

5000

T 153 "0 a0 200 780
140157 201 222 : : ' '
o 241 265283 326 m/z 43.10 32.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95993: 1-Decanol, 2-hexyl-

5000 4

12.20 12.40 12.60 12.80
m/z 70.10 29.13%

139155 180196 224

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
L B
12.20 12.40 12.60 12.80
5000 m/z 71.10 28.57%
41
85 112
0 25 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #19173: Nonane, 4-methyl- L  BREEEEE B
57 12.20 12.40 12.60 12.80
m/z 55.10 27 .33%
5000
4
98
0 23| ‘ 79 | 126142
qnnpuq””.”q””.”.””.u.””p”q”u.”.unpn.uupu. s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80

8270-BF091020.M Tue Sep 15 14:56:11 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 6-Octadecenoic acid, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 84 .58 ng 10991600 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 94
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 91

Abundance Scan 1792 (12.627 min): BF121559.D (-1784) (-) m/z 55.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 69.10 68.78%

138 26

o 165180 207222 246 4 282298

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129348: 6-Octadecenoic acid, (2)-

83

12.I4O 12.I60 12.I80 13.IOO
m/z 41.10 64.63%

5000

14 137152

180 507222 946

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 UL UL DU ISR B
12.40 12.60 12.80 13.00
5000 I m/z 83.10 53.70%

123 264

0 138 165180 07222 246 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129347: cis-13-Octadecenoic acid R maEEE S S
12.40 12.60 12.80 13.00

m/z 97.10 41_.79%

5000

125 45 264

180 207222 246 282
R e EEEms e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF091020.M Tue Sep 15 14:56:12 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1i-Propyl 16-methyl-heptadec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.66 41_.55 ng 5399390 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 i-Propvl 16-methvl-heptadecanoate 326 C21H4202 1000336-66-3 64
2 lIsopropvl stearate 326 C21H4202 000112-10-7 47
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 35
4 Octadecanoic acid 284 C18H3602 000057-11-4 27
5 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 25
Abundance Scan 1798 (12.663 min): BF121559.D (-1795) (-) m/z 43.10 100.00%
43
5000 o 102

12.40 12.60 12.80 13.00
m/z 57.10 52.06%

85
0|||||| ||||||||||'||||||||I||'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166230: i-Propyl 16-methyl-heptadecanoate
57 102 284

12.I4O 12!60 12.I80 13.I00
m/z 102.10  48.44%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43
60 102
28 12.40 12.60 12.80 13.00
5000 4 m/z 60.00 39.74%
85 129 267
27 185
157 213 241 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72684: n-Capric acid isopropy! ester e e
12.40 12.60 12.80 13.00
m/z 71.10 37.45%

5000

a3 102 159 155173

199
R REEmE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00

8270-BF091020.M Tue Sep 15 14:56:13 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.70 49.35 ng 6412470 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 58
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Octadecanoic acid 284 C18H3602 000057-11-4 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1804 (12.698 min): BF121559.D (-1801) (-) m/z 73.05 100.00%

73
5000

12.40 12.60 12.80 13.00
o’ m/z 60.00 71.61%

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43 73

5000 R e e  EAmas maa
12. 40 12. 60 12. 80 1300

m/z 55.10 48.78%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 | 78
R R R
12.40 12.60 12.80 13.00
5000 129 m/z 41.10 42 .13%
171
27 97
0 58 113 152 186 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid R R R
4 73 12.40 12.60 12.80 13.00
m/z 57.10 32.27%
5000 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

8270-BF091020.M Tue Sep 15 14:56:14 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Benzoic acid, pentadecyl ester Concentration Rank 17

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

12.89 24 .45 ng 7490100 Chrysene-di12 13.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 74

2 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 74

3 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 74

4 Benzoic acid. hexadecyl ester 346 C23H3802 1000340-22-9 68

5 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 59
Abundance Scan 1837 (12.892 min): BF121559.D (-1832) (-) m/z 123.10 100.00%

1051‘3
5000 43 77
0 140 168185 13 241 267500 anc 12.60 12.80 13.00 13.20

O %WW‘WW m/z 105.05 78.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
12.60 12.80 13.00 13.20
& m/z 43.10 35.61%
182
0 @..,ll...-h h|llt RN SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
123
AR EEREE T
105 12.60 12.80 13.00 13.20
5000 m/z 77.05 35.00%
43 77
ol26 140 163182 210 332
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159931: Benzoic acid, tetradecy! ester
123 12.60 12.80 13.00 13.20
m/z 55.10 26.04%
105
5000
55 77
ol 20 gy, | 140 168 19 318
,””p”.”“.”.””Pu.”“.”.“”.”.””.“.””.”q””.“q” AR EmREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 60 12. 80 13. 00 13 20

8270-BF091020.M Tue Sep 15 14:56:15 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzoic acid, tridecyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.26 25.76 ng 7891840 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 87
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 87
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 87
5 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 80
Abundance Scan 1900 (13.262 min): BF121559.D (-1893) (-) m/z 123.10 100.00%
123
105
5000 57
7
182 13.00 13.20 13.40 13.60
o34 ,II. J Lll.]l, b ot THE 220241265 297 345 | 7 105.00 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
13.00 13.20 13.40 13.60
m/z 57.10 34 .92%
oL ll..h i.L.x T O " S
m/z--> 100 150 200 250 300 350
Abundance
123
13.00 13.20 13.40 13.60
5000 105 m/z 77.00 28.06%
55 77
0 29 154 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester
123 13.00 13.20 13.40 13.60
m/z 55.10 20.10%
5000 105
55 77
oLz gLl 1 154 178196 224 252 374
m/z--> 50 100 150 200 250 300 350 13.00 13.20 1340 13.60

8270-BF091020.M Tue Sep 15 14:56:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Benzoic acid, tetradecyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.61 24.19 ng 7411130 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 90
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
Abundance Scan 1959 (13.610 min): BF121559.D (-1955) (-) m/z 123.05 100.00%
123
105
5000
77
55 ‘
196 13.20 13.40 13.60 13.80 14.00
o3l ,'I|. JLh L1, ) 145 168 196 ao6246268287 318 <75 105 05 70.24%
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecy! ester
123
105
5000
13.20 13.40 13.60 13.80 14.00
55 77 m/z 77.05 30.40%
L2yl il | 140168 196 318
m/z--> 50 100 150 200 250 300 350
Abundance
123
105 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.10 21.34%
77
43
o 154 182 304
m/z--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester A EEE TS
123 13.20 13.40 13.60 13.80 14.00
m/z 43.10 19.98%
5000 105
55 77
oL2 L 4 JLL I 1, | 154 178196 224 252 374
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00

8270-BF091020.M Tue Sep 15 14:56:17 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknownl2.54 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.54 64.81 ng 19857100 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 38
2 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 35
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 35
4 Fumaric acid. 2-decvl hexadecvl ... 480 C30H5604 1000348-59-7 27
5 Azacyclotridecan-2-one 197 C12H23NO 000947-04-6 25
Abundance Scan 2117 (14.539 min): BF121559.D (-2108) (-) m/z 57.10 100.00%
57
- J\—/A/\[lJm/\_‘
Tz | 1 1450 1440 1460 140
o LA | se0, [ 20 om 00732 388 a5 wwr % e G 1y
m/z--> 50 100 150 200 250 300 350 400
Abundance #156543: Isobutyl tetradecyl carbonate
57
14.20 14.40 14.60 14.80
83 " m/z 83.10 18.85%
0 %9 |j h l |,139 168 196
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 97.10 17.31%
ol 22 P 11240 1y 213 g
mz-> 50 100 150 200 250 300 350 400
Abundance #19162: Octane, 4-ethyl- A A e e
57 14.20 14.40 14.60 14.80
m/z 84.10 16.97%
5000
29
85 112
Oy '”lj'}ﬁg""l""l""l N A SR N BN B SRR
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF091020.M Tue Sep 15 14:56:19 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.55 20.00 ng 7302810 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 78
2 Tridecane 184 C13H28 000629-50-5 38
3 Ditetradecvl ether 410 C28H580 005412-98-6 30
4 6.6-Dimethvl-1.3-heptadien-5-o0l 140 C9H160 081912-03-0 27
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 27
Abundance Scan 2289 (15.551 min): BF121559.D (-2282) (-) m/z 57.10 100.00%
57
5000 183
83 |, 140 15.20 15.40 15.60 15.80
112 241 : . . .
ol LN A2, [ 61 | 213 241 273207 337360 396 425 | 17 Tig3 o0 36.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000
15.20 15.40 15.60 15.80
a3 m/z 71.10 15.88%
I O e e £ -
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 43.10 15.41%
29
0 112 141 184
mz-> 50 100 150 200 250 300 350 400
Abundance #215905: Ditetradecy! ether R B .
57 15.20 15.40 15.60 15.80
m/z 83.10 14 .99%
83
5000 197
111
29 H 141 168
ol AL LI, ) 227 269 ses
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 1-Hexadecanethiol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.35 32.22 ng 11763800 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 90
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 74
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 74
5 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 70
Abundance Scan 2425 (16.351 min): BF121559.D (-2417) (-) m/z 57.10 100.00%
57
5000 83 111 A/\\J\/\\”f\
257
139 NSNS DL B
224 16.00 16.20 16.40 16.60
196
o, 171 284 323 367391 419 462 m/z 43.10 68 74%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #109270: 1-Hexadecanethiol
55 83
000 111 16.00 16,20 16.40 16.60
224 m/z 71.10 63.42%
1 1 i140 168 196 258
0||| ||||“|'l ||| — AT —
miz--> 0 éo 160 150 260 2éo 360 3%0 460 4éo
Abundance
57
16.00 16,20 16.40 16.60
5000 m/z 55.10 50.64%
29 85
111
o 139 196 224
miz--> 0 éo 160 1éo 260 2éo 360 3%0 460 4éo
Abundance #119526: 1-Dodecanol, 2-hexyl- B
57 16.00 16.20 16.40 16.60
m/z 69.10 45 _.35%
5000 85
111
29
o g b J“139 167 196 224 252
miz--> 0 5'0 1(')0 1éo 2(')0 25'30 3(')0 351;0 4(')0 4éo 16 00 16. 20 16. 40 16 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Dodecane, 1,1"-oxybis- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.00 33.84 ng 12355100 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1.1"-oxvbis- 354 C24H500 004542-57-8 52
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 50
3 Dodecane. 2.2.11.11-tetramethvl- 226 C16H34 127204-12-0 47
4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 47
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 43
Abundance Scan 2535 (16.998 min): BF121559.D (-2524) (-) m/z 57.10 100.00%
57
5000 J\\___/
LRI IR SRR SN I
113 140 196 16.60 16.80 17.00 17.20 17.40
okl 1' Wy 169 790210241265 307 341 435 | hnyz 71.10  14.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186971: Dodecane, 1,1'-oxybis-
57
5000 R LR DR R B
1660 16/80 17.00 17.20 1740
0
29 lﬂﬂﬂJJAO m/z 55.10 12.12%
ol 199 241 311 353
m/z--> 50 150 200 250 300 350 400 '
Abundance
57
o 16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 11.78%
197
113
141
o 29 169 225
mz-> 50 100 150 200 250 300 350 400
Abundance #83053: Dodecane, 2,2,11,11-tetramethyl- A B o
57 16.60 16.80 17.00 17.20 17.40
m/z 69.10 11.69%
- \—\/\//\U
o 2? 8 113 141 168 211
m/z--> 50 1(')0 150 200 250 300 350 400 ' 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091420\
Data File : BF121559.D

Aca On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1-Dodecanol, 2-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.58 31.02 ng 11328100 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 70
2 2-Hexvldecvl isobutvrate 312 C20H4002 1000368-55-3 64
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 62
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 62
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 58
Abundance Scan 2634 (17.580 min): BF121559.D (-2625) (-) m/z 57.10 100.00%
57
5000 /\v~\._.//"”/\\\\N\_m__w_J/
85 111
17.20 17.40 17.60 17.80
ol 309 351 395419 447 n/z  43.10 59 69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119526: 1-Dodecanol, 2-hexyl-
57
5000 85 R B DU SUGIE B
111 17,20 17.40 17.60 17.80
29 m/z 71.10 56.34%
oLl l 130,167 196 224 252
m/z--> §0 160 150 200 2%0 300 350 400 450
Abundance
43 71
17.20 17.40 17.60 17.80
5000 111 m/z 55.10 41 .25%
139 224
o 168 196 251 2094
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95993: 1-Decanol, 2-hexyl- e EARRs RS
57 17.20 17.40 17.60 17.80
m/z 85.10 39.06%
5000 85
29 111
0 \‘\ ih 1l JL l “13s91168 196 224
m/z--> 50 100 150 200 250 300 350 400 450 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091420\
Data File : BF121559.D

Acq On : 14 Sep 2020 14:29

Operator : JU/CG

Sample : L3977-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethanol, 2-butoxy- 5.98 247.8 ng 89595400 1 6.90 7231970 20.0
1-Hexanol, 2-ethyl- 7.03 20.0 ng 7231970 1 6.90 7231970 20.0
Sulfurous acid, b... 9.75 59.4 ng 32046100 3 9.89 10784900 20.0
1-Octanol, 5,7,7-... 11.09 1209.8 ng 157217000 4 11.49 2598980 20.0
1-Decanol, 2-hexyl- 11.27 58.0 ng 7531450 4 11.49 2598980 20.0
Trichloroacetic a... 11.33 31.9 ng 4151370 4 11.49 2598980 20.0
unknownl12.03 12.03 385.0 ng 50032300 4 11.49 2598980 20.0
Dodecanoic acid, ... 12.24 37.3 ng 4841890 4 11.49 2598980 20.0
unknownl12 .45 12.45 49.6 ng 6445530 4 11.49 2598980 20.0
6-Octadecenoic ac... 12.63 84.6 ng 10991600 4 11.49 2598980 20.0
i-Propyl 16-methy... 12.66 41.5 ng 5399390 4 11.49 2598980 20.0
Pentadecanoic acid 12.70 49.4 ng 6412470 4 11.49 2598980 20.0
Benzoic acid, pen... 12.89 24 _4 ng 7490100 5 13.99 6127860 20.0
Benzoic acid, tri... 13.26 25.8 ng 7891840 5 13.99 6127860 20.0
Benzoic acid, tet... 13.61 24 .2 ng 7411130 5 13.99 6127860 20.0
unknownl12 .54 14.54 64.8 ng 19857100 5 13.99 6127860 20.0
Tridecane 15.55 20.0 ng 7302810 6 15.44 7302810 20.0
1-Hexadecanethiol 16.35 32.2 ng 11763800 6 15.44 7302810 20.0
Dodecane, 1,1"-ox... 17.00 33.8 ng 12355100 6 15.44 7302810 20.0
1-Dodecanol, 2-he... 17.58 31.0 ng 11328100 6 15.44 7302810 20.0
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