LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample : 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 2.234 21 25 38 rvB 74111 117435 2.23% 0.269%
2 5.157 517 522 536 rVB 633930 1031166 19.57% 2.360%
3 5.545 581 588 591 rBVY 4148827 4989530 94.68% 11.422%
4 6.545 751 758 761 rBVY 3981190 5209006 98.85% 11.924%
5 6.687 777 782 785 rBVY 4383992 5079354 96.39% 11.627%
6 6.916 817 821 824 rVB 1190184 945592 17.94% 2.165%
7 7.075 843 848 851 rBVY 3999680 3718263 70.56% 8.511%
8 7.481 911 917 920 rBVY 3043975 3252367 61.72% 7 .445%
9 8.198 1034 1039 1042 rBVY 1444634 1283671 24.36% 2.938%
10 9.275 1216 1222 1225 rBvV 5180180 5269640 100.00% 12.063%

11 9.657 1284 1287 1291 rBV 582360 530062 10.06% 1.213%
12 9.816 1311 1314 1316 rBV2 72698 69445 1.32% 0.159%
13 9.863 1319 1322 1326 rVB2 100871 114256 2.17% 0.262%
14 9.951 1332 1337 1340 rBV2 1601206 1412164 26.80% 3.233%
15 10.357 1403 1406 1411 rBV3 149193 215345 4._.09% 0.493%

16 10.745 1467 1472 1475 rBV 2596209 2620616 49.73% 5.999%
17 10.857 1487 1491 1494 rBV 181420 244863 4._.65% 0.561%
18 11.439 1586 1590 1593 rBV 1497332 1303918 24.74% 2.985%
19 11.463 1593 1594 1599 rVB 196997 113572 2.16% 0.260%
20 12.651 1793 1796 1802 rVB 159279 137663 2.61% 0.315%

21 12.880 1833 1835 1838 rVB 115954 89632 1.70% 0.205%
22 13.027 1855 1860 1863 rVB 3699765 3678832 69.81% 8.421%
23 13.451 1929 1932 1935 rBV 182047 159047 3.02% 0.364%
24 13.480 1935 1937 1943 rVB3 78432 91841 1.74% 0.210%
25 13.904 2006 2009 2014 rBV 204341 186613 3.54% 0.427%

26 14.074 2034 2038 2041 rBV 918024 866012 16.43% 1.982%
27 14.539 2114 2117 2123 rVB4 57153 71482 1.36% 0.164%
28 15.568 2287 2292 2304 rVB 655222 883919 16.77% 2.023%

Sum of corrected areas: 43685306
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF098807.D
5000000
6.69

5.55 6.55 7.07

4000000

7.48
3000000

2000000

6.92

1000000
5.16

R

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: BF098807.D
5000000 9|27

4000000 13.03

3000000 10.75

2000000 11.44

1000000

6
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098807.D

5000000

4000000
3000000

2000000

14.07
1000000 15.57

13.90

ol

T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.23 2.48 ng 117435 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 24 (2.228 min): BF098807.D (-21) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.1
2.20 2.30 2.40 2.50 2.60
et e b e || M7z 43.05  41.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A IUNRIN IO AR AR IR I
430 2.20 2.30 2.40 2.50 2.60
55 0 87.0 m/z 55.05 28.59%
29.0 ‘
”'P'”I”““'”'&'”I”'W'”'&l”l”'W'”'P'”I”'W'
m/z--> 10 20 30 70 80 90 100 110 120
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
0
5000 550 m/z 87.10 26 .46%
43.0
27.0
o e e 839, 980 1180
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
55.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.88%
5000
43.0
\%%0 NN 1 , 830 970 115.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 21.81 ng 1031170 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF098807.D (-517) (-) m/z 43.00 100.00%
43.0
59.0
5000
o0 250 sbo 520 sk
el G900 881 |l ee 00 57.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2h0 5o sho s
0
150 a0 1010 m/z 101.00 20.23%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.35%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e e A
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 107.43 ng 5079350 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 783 (6.692 min): BF098807.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 PEASEBENSRBE SRR A
401 540 6.40 6.60 6.80 7.00
e e 880 L3070 WL h7z 68.05  35.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 HRDNUMRRBE R N
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 34.12%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.25%
41.0 97.0
53.0
79.0 117.0
wwmmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 14.02%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5 4-Fluorobenzoic acid, 5-pen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.36 3.05 ng 215345 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 52
2 1-Butanone. 1-bicvclol4.1.0lhept... 166 C11H180 054764-62-4 50
3 Diallvidivinvisilane 164 C10H16Si 119901-88-1 50
4 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 49
5 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 49
Abundance Scan 1407 (10.363 min): BF098807.D (-1403) (-) m/z 123.10 100.00%
128.1
5000 55.0 81.0
207.2 it
05. 151.1 169.0 223.3 10.00 10.20 10.40 10.60
: m/z 55.00 42 .00%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester
128.0
5000 AU BJGLRR SRS B
41.0 10.00 10.20 10,40 10.60
69.0 m/z 69.10 39.79%
AT e g =
AL “1\ ,H\M b 1820 | 227.0
m/z-> 20 40 100 120 140 160 180 200 220
Abundance
123.0
10.00 10.20 10.40 10.60
5000 m/z 81.00 36.84%
770
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33581: Diallyldivinylsilane T
128.0 10.00 10.20 10.40 10.60
95.0 m/z 41.10 34.74%
5000 55.0
mz-> 20 100 120 140 160 180 200 220 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.76 ng 244863 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 80
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80

Abundance Scan 1492 (10.863 min): BF098807.D (-1487) (-) m/z 57.10 100.00%

571.1

5000

10.60 10.80 11.00 11.20
m/z 71.10  73.35%

219.2 244.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LN L L L LB L

10.60 10.80 11.00 11.20
85.0 m/z 43.10 50.47%

29.0
L] M80 0 1ss0

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

57.0

10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 29._.50%

113.0

141.0  183.0 211.0 239.0 267.0 296.0

mmmrwwwwwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71408: Dodecane, 2,6,11-trimethyl- e  RRRaS Bam

430 | 419 10.60 10.80 11.00 11.20
m/z 41.05 20.30%
5000

‘ [ “ ! M \1410 169.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11. 00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.67 ng 159047 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 60
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 30
3 1.2.3.6-Tetrahvdropvridine. 4-T4... 175 C11H13NO 090684-15-4 25
4 1.2-Naphthalenedione. 6-hvdroxv-... 244 C15H1603 007715-96-0 25
5 Benzene, 1,4-dimethyl-2,5-bis(1-... 190 C14H22 010375-96-9 22
Abundance Scan 1932 (13.451 min): BF098807.D (-1929) (-) m/z 175.05 100.00%
176.1
2011 271.2
5000
40 691
91,0 1150 1451 ‘ 2291 13.20 13.40 13.60 13.80
ol bl bbb TmZz 2712200 70.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271.0
175.0
5000 2010 550 1340 1510 1350,
m/z 201.10 64.93%
]BOMO wDMﬁlﬁol%O ‘ 2mo
..|....|M...‘l|..‘..|‘..‘.‘.| i I\IHI‘ HH IMM .“.‘.‘M .“...‘ ”” ”” T - .‘...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201.0 271.0
13.20 13.40 13.60 13.80
5000 m/z 189.05 37.37%
115.0
9.0 63.0 89.0 1430 1730 "3
mﬁmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41932: 1,2,3,6-Tetrahydropyridine, 4-[4-hydroxyphenyl]- B R R
175.0 13.20 13.40 13.60 13.80
m/z 69.10 28.62%
5000 146.0
440 820 1070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "iézb'iéio'iéeb'iééd'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl3.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.12 ng 91841 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 30
2 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 25
3 4-Methoxv-naphthalene-1-carboxvl... 202 C12H1003 1000317-85-4 22
4 Pvrimidine-2.4(3H.5H)-dione. 6-m... 242 C11H18N202S 105916-31-2 22
5 Ethanone, 1-(2"-fluoro[l,1"-biph... 214 C14H11FO 000345-55-1 11
Abundance Scan 1937 (13.480 min): BF098807.D (-1935) (-) m/z 202.10 100.00%
1

5000

43.1 LB B o e

308.2 13.20 13.40 13.60 13.80
m/z 199.10 78.49%

83.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84135: n-Heptanoic acid,methyl(tetramethylene)silyl ester
115.0 199.0
43.0
87.0
5000 LA L L L L L L LB
143.0 1710 13.20 13.40 13.60 13.80
m/z 213.10 71.32%
228.0
P, uhuh”u”m,ﬁ”m.ﬁph..”..”w”.w””
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
145.0 202.0
95.0
13.20 13.40 13.60 13.80
5000 67.0 m/z 159.10 53.98%
119.0 169.0

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

Abundance #62559: 4-Methoxy-naphthalene-1-carboxylic acid B e e

202.0 13.20 13.40 13.60 13.80

m/z 284.15 48.42%
5000
70 131.0 159.0
51.0 103. O‘ ‘ | \

SRt Y B N | | [SNENSERENE N L E—

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098807.D

Aca On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample = 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 4.31 ng 186613 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
Abundance Scan 2008 (13.898 min): BF098807.D (-2006) (-) m/z 43.00 100.00%
43.0 .0
5000 “ﬁ““4”¢~WK~AA~Ak~A»V¢HfJNUM~¢
150.1 204.1 234.0 2821 13.60 13.80 14.00 14.20
S 1ol m/z 55.10 99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 R BN U
13.60 13.80 14.00 14.20
29.0 m/z 57.10 99.12%
Lok 154.0 196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 97.0
69.0 R AU BN U
13.60 13.80 14.00 14.20
5000 m/z 83.05 97 .91%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
mmmmﬁm‘wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)- LN LA BN LU LU
13.60 13.80 14.00 14.20
m/z 69.05 85.39%
o \L\\L\f—
139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\
Data File : BF098807.D

Acq On : 26 Sep 2017 2:46

Operator : SJ/JU

Sample - 15395-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.23 2.5 ng 117435 1 6.92 945592 20.0
2-Pentanone, 4-hy... 5.16 21.8 ng 1031170 1 6.92 945592 20.0
unknown6 .69 6.69 107.4 ng 5079350 1 6.92 945592 20.0
4-Fluorobenzoic a... 10.36 3.0 ng 215345 3 9.95 1412160 20.0
Dodecane, 2,7,10-... 10.86 3.8 ng 244863 4 11.44 1303920 20.0
2-Phenanthrenol, ... 13.45 3.7 ng 159047 5 14.07 866012 20.0
unknownl13.48 13.48 2.1 ng 91841 5 14.07 866012 20.0
Trifluoroacetoxy ... 13.90 4.3 ng 186613 5 14.07 866012 20.0
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