LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO011019\

Data File : BG039062.D

Aca On : 10 Jan 2019 21:17 Instrument :
Operator : JU/SJ BNA_G

Sample - K1086-01 ClientSampleld :
Misc - CF-1819-W

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG010919 .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 5.579 413 424 433 rVB 149358 260483 4 _.50% 1.140%
2 7.183 690 697 709 rVB2 90698 207030 3.58% 0.906%
3 7 .559 752 761 769 rBV 310749 574963 9.93% 2.517%
4 8.030 834 841 852 rVB 109741 202860 3.51% 0.888%
5 8.353 887 896 903 rBV 349174 627786 10.85% 2.748%

9.205 1033 1041 1051 rBV 258263 486997 8.41% 2.132%
10.844 1312 1320 1327 rBV 139712 256361 4._.43% 1.122%
13.100 1699 1704 1709 rBV4 75657 162384 2.81% 0.711%
13.165 1711 1715 1721 rVB 167965 260275 4 _50% 1.139%
13.288 1731 1736 1744 rVB 655208 1009713 17.45% 4._.420%

=
QO ~NO®

11 13.458 1755 1765 1771 rBvV2 312607 953257 16.47% 4.173%
12 14.075 1866 1870 1874 rBV2 522610 897123 15.50% 3.927%
13 14.122 1874 1878 1882 rVB 863032 1236018 21.36% 5.411%
14 14.399 1920 1925 1930 rBV5 834621 1851444 31.99% 8.105%
15 14.493 1936 1941 1945 rVB 1357064 2306560 39.85% 10.097%

16 14.545 1946 1950 1958 rBV3 739130 1890178 32.66% 8.274%
17 14.628 1959 1964 1967 rBv4 790466 1757985 30.38% 7.695%

18 15.186 2055 2059 2064 rVB3 1278111 2115704 36.56% 9.261%
19 15.474 2102 2108 2112 rBV3 2870339 5787489 100.00% 25.334%

Sum of corrected areas: 22844610
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample : K1086-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG039062.D
1.5e+07
1e+07
5000000
0 558 7.18 7.56 803835 9.20 1084
T I T e L e e L B e e  Emmm e RS
Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

1.5e+07

le+07

5000000

Time-->

Abundance TIC: BG039062.D

(O e L I o B e o o B B LA B e o S L LA o R B
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1.5e+07

le+07

5000000

Time-->

Abundance TIC: BG039062.D

O T T T e e e e e e e e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.56 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

7.56 56.69 ng 574963 1,4-Dichlorobenzene-d4 8.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35

2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17

3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 16

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 761 (7.559 min): BG039062.D (-752) (-) m/z 131.90 100.00%

32
5000 68
40 54 % J 720 7.40 7.60 7.80
e e 27 n/z 68.00 37.29%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR LI I IR

7.20 7.40 7.60 7.80
m/z 133.90  32.22%

31 51
.|.."-,:.|!.,.:.j?....,.|...,..-.,....,....,....,....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T
7.20 7.40 7.60 7.80
5000 67 m/z 66.00 28.15%
41 53 97 117
b2
S Y O 2 Y N
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine /f\. O mEE L ERRmmEme
132 7.20 7.40 7.60 7.80
m/z 69.00 17.19%
5000
33 44 o 105
60 ‘
O -
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.96 ng 260275 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 72
2 Decane. 2-methvl- 156 C11H24 006975-98-0 64
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 59
4 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50

Abundance Scan 1714 (13.159 min): BG039062.D (-1711) (-) m/z 57.00 100.00%

57

43 71
5000

é

85

99 113 127 159 173183 12.80 13.00 13.20 13.40
.,..”qh.Jq.uh.,”..,.”.,..”f44..“...“.9??341, m/z 71.00 57.77%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12672: Octane, 2-methyl-
43
5000 57 LA L L L L L L B

12.80 13.00 13.20 13.40
29 71 m/z 43.00 56.18%

85
H | | 99 113 128

m/z--> 20 40 60 80 100 120 140 160 180 200

-

Abundance #28432: Decane, 2-methyl-
L B e
12.80 13.00 13.20 13.40
5000 71 m/z 41.00 31.67%
‘ 8s 113
AL LT e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- e A BAERS
57 12.80 13.00 13.20 13.40
71 m/z 85.00 26.07%
5000 43
29 85
| ‘L L | 99 113127 1y 155 183 197
B e B e o e e | e AN BEEEE REaa
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 80 13. 00 13. 20 13 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.46 10.84 ng 953257 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Decane 142 C10H22 000124-18-5 72
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 72
4 Undecane 156 C11H24 001120-21-4 72
5 Tetradecane 198 C14H30 000629-59-4 70
Abundance Scan 1765 (13.458 min): BG039062.D (-1755) (-) m/z 57.00 100.00%
g7
5000 4
85
119 141 193 13.20 13.40 13.60 13.80
SN ,.'.|:.-,-'!‘..’.199...,.-...,..1.“?‘,3.?.7.3.... A e M7z 43.00  79.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48834: Tridecane
57
5000 41 85 LN BRI SIS SO B
13. 20 13 40 13. 60 13. 80
m/z 41.00 44 .07%
od | || g eer s 10
m/z--> 25 40 eb éo 160 150 150 1éo 180 200 250 250 2éo 2éo '
Abundance #19158: Decane
43
13.20 1340 13.60 13.80
5000 m/z 71.00 42 .30%
71
2
Ll Lo e
m/z--> 25 45 eb éo 160 120 150 1éo 1éo 260 250 250 2éo 2é0 '
Abundance #140553: 1-lodo-2-methylundecane R e R
57 13.20 13.40 13.60 13.80
m/z 55.00 35.72%
5000 4
85
Ll ‘ x‘ | 113128 154169 211 296
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 200 220 240 2éo 2éo ' 1320 1340 1360 1380

8270-BG010919.M Fri Jan 11 17:33:07 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl14.40 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.40 21.06 ng 1851440 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.7-Dimethvl-4-(1-methvlethvl)cv... 210 C15H30 000645-10-3 38
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 35
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
4 Bicvclol3.1.1Theptan-3-one. 2-(2... 208 C14H240 1000163-96-5 35

5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 30
Abundance Scan 1925 (14.399 min): BG039062.D (-1920) (-) m/z 55.00 100.00%
55 69
41
83 g5 109 193
5000 123
137 167
14.00 14.20 14.40 14.60 14.80
m/z 69.00 90.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69595: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55
41 97
83
111
5000 IIIIIIIIIIIIIIIIIII
29 14.00 14.20 14.40 14.60 14.80
167 m/z 41.00 80.42%
125
| Ly 138151 | 180
e e R o IR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
55 69
97 AR EEEEE B
14.00 14.20 14.40 14.60 14.80
5000 41 83 | 111 m/z 83.00 59.65%
29 125 167
...,.d..\h.sl,.hw.,.k.nh. WA S - E
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane AR EEEEE B
69 14.00 14.20 14.40 14.60 14.80
81 m/z 193.10 58.55%
5000 4 o5 109 137
152
s L w\» T/ Y g YN A W VU [V Y|P
m/z--> 20 4 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown4.49 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.49 26.24 ng 2306560 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 43
2 Cyclohexane. 1-(cvclohexvimethyl... 194 C14H26 054823-98-2 25

3 Cvclododecanone. 2-methvlene- 194 C13H220 003045-76-9 22
4 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
5 [1,1"-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 20
Abundance Scan 1941 (14.493 min): BG039062.D (-1936) (-) m/z 193.10 100.00%
193
55 g9 97
5000 a1
208 5oy 14.20 14.40 14.60 14.80
m/z 55.00 61.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 9 109 R R A R
55 83 137 14.20 14.40 14.60 14.80
151 m/z 69.00 57.94%
165 179 208
L e iam
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56519: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, trans-
55
97 .
41 14.20 14.40 14.60 14.80
5000 83 m/z 97.00 57.03%
67 o 194
| 1123 137149 166179 |
et i e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56377: Cyclododecanone, 2-methylene- T
a1 14.20 14.40 14.60 14.80
m/z 41.00 50.72%
55 67
5000
29 9 109
194
151
‘h HW bl B e N (N A
m/z--> 20 40 100 120 140 160 180 200 220 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.55 21.50 ng 1890180 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptadecane. 1-bromo- 318 C17H35Br 003508-00-7 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 68
4 Hexadecane 226 C16H34 000544-76-3 58
5 Dodecane 170 C12H26 000112-40-3 58

Abundance Scan 1951 (14.551 min): BG039062.D (-1946) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80

3
145 163179195212 232

(o} m/z 43.00 73 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71396: Pentadecane
57
85
5000 4 L L L L L
14.20 14.40 14.60 14.80
m/z 41.00 50.73%
19 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159577: Heptadecane, 1-bromo-
57
B e SRR
14.20 14.40 14.60 14.80
5000 m/z 55.00 44.79%
85 137
I 13 |, 163179 205221239 263 289 316
.”P”q”.P”q”upn.””.u.””.”.””.”.””.”.”“.”.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28441: Nonane, 3,7-dimethyl- R BE T
57 14.20 14.40 14.60 14.80
m/z 71.00 43.75%
5000
4 85
127
24 | | 117 156
T T A S P P T R e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BG010919.M Fri Jan 11 17:33:10 2019

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl4.63 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 20.00 ng 1757990 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 43
2 Propanamide. N-(4-methoxvphenvl)... 193 C11H15NO2 1000307-32-2 38
3 Butanamide. N-(4-methoxvphenvl)- 193 C11H15N02 1000306-91-5 38
4 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 35
5 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 35
Abundance Scan 1964 (14.628 min): BG039062.D (-1959) (-) m/z 123.00 100.00%
55 123
41 o7
193
5000 69 81 109
14.40 14.60 14.80 15.00
222 238 m/z 55.00 82.33%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67260: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
123
5000 LB BRI UL S U
95 14.40 14.60 14.80 15.00
75 208 m/z 41.00 68.32%
a2 I|5I6 Al || A 109 | 139 152 165 |
mz-> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance #55328: Propanamide, N-(4-methoxyphenyl)-2-methyl-
123
" 1440 14.60 14.80 15.00
5000 108 193 m/z 57.00 66.37%
43
27 65 80 95 l| 135 150 184 178 |
mz-> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance #55290: Butanamide, N-(4-methoxypheny!)- I BamEsEEE S S
123 14.40 14.60 14.80 15.00
m/z 97.00 61.58%
108
5000 193
27 ‘\ 65 80 95 | | 135149160 178 |
miz-> 20 40 eb 85 160 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl5.19 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 24 .07 ng 2115700 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 46
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 46
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 46
4 Undecane. 5-cvclohexvl- 238 C17H34 013151-80-9 43
5 Hexadecane 226 C16H34 000544-76-3 35
Abundance Scan 2060 (15.192 min): BG039062.D (-2055) (-) m/z 83.00 100.00%
133
5000 a1 JMJW
204 LRSI BUREUAM AR R B
028 14.80 15.00 15.20 15.40 15.60
Oyl m/z 133.00 93.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
97
5000 R UM SRR B B
14.80 15.00 15.20 15.40 15.60
m/z 55.00 78.47%
2Q l}?% 181 222 264 306 348 391432 504 549 650
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
o 14.80 15.00 15.20 15.40 15.60
5000 m/z 82.00 62.91%
39
20 } 181 225 281 341376415 460 532 577 678 V/vwbpb,ﬂ“,mw/\“ﬁ\/»j\)Av\p
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate A BT
57 14.80 15.00 15.20 15.40 15.60
m/z 97.00 44 _44%
97
5000
39
A 181 222 264 306 348 390 432 476 521 672
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011019\
Data File : BG039062.D

Aca On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.47 65.84 ng 5787490 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 42
2 3-Fluorobenzoic acid. 2.2.2-trif... 222 C9H6F402 1000325-53-8 38
3 4.4-Dimethoxv-2.5-cvclohexadien-... 154 C8H1003 000935-50-2 38
4 4-Fluorobenzoic acid. 2.2.2-trif... 222 C9H6F402 1000325-53-2 38
5 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 35
Abundance Scan 2107 (15.468 min): BG039062.D (-2102) (-) m/z 123.10 100.00%
13

-

5000 69 g1 95 109 207
41 9®
169
137 155 222 L e e e i e e e
184 236 250 15.20 15.40 15.60 15.80
(o} m/z 109.05 44 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79081: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)pro...
123
5000 LA L L L L L L LB
43 15.20 15.40 15.60 15.80

299 m/z 69.00 42 .63%

27 55 67 79 95107 . | 135 149 164 179

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

%

Abundance #79801: 3-Fluorobenzoic acid, 2,2, 2-trifluoroethyl ester
123
N EEE
292 15.20 15.40 15.60 15.80
5000 95 m/z 95.00 41 .14%
75
38 50 \ ‘ 203
R B B A REaREEE LSS a S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27434: 4,4-Dimethoxy-2,5-cyclohexadien-1-one N EEE
123 15.20 15.40 15.60 15.80
m/z 81.00 40.77%
5000
95
41
% | Sge | M| W
by \M 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011019\
Data File : BG039062.D

Acq On : 10 Jan 2019 21:17

Operator : JU/SJ

Sample - K1086-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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]
unknown? .56 7.56 56.7 ng 574963 1 8.03 202860 20.0
Octane, 2-methyl- 13.16 3.0 ng 260275 3 14.68 1757990 20.0
Tridecane 13.46 10.8 ng 953257 3 14.68 1757990 20.0
unknownl14 .40 14 .40 21.1 ng 1851440 3 14.68 1757990 20.0
unknown4 .49 14 .49 26.2 ng 2306560 3 14.68 1757990 20.0
Pentadecane 14.55 21.5 ng 1890180 3 14.68 1757990 20.0
unknownl4 .63 14.63 20.0 ng 1757990 3 14.68 1757990 20.0
unknown15.19 15.19 24.1 ng 2115700 3 14.68 1757990 20.0

3

unknownl15.47 15.47 65.8 ng 5787490 14.68 1757990 20.0
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