LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

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-BF010918.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 4.922 477 482 492 rVB 163226 232852 7.18% 0.838%
2 5.334 547 552 555 rBY 3216328 3206953 98.88% 11.536%
3 6.363 721 727 736 rBVY 3020865 3243440 100.00% 11.667%
4 6.492 744 749 752 rBV 3402646 3241234 99.93% 11.659%
5 6.716 784 787 791 rBV 927742 788904 24.32% 2.838%
6 6.875 810 814 817 rBV 2923669 2511262 77 .43% 9.033%
7 7.287 878 884 887 rBVY 2139457 2035388 62.75% 7.321%
8 7.469 912 915 919 rVB 44292 35977 1.11% 0.129%
9 7.998 1001 1005 1009 rBV 1147123 1003608 30.94% 3.610%
10 9.081 1183 1189 1192 rBVY 3263094 3119821 96.19% 11.222%

11 9.469 1252 1255 1258 rBV 294502 256764 7.92% 0.924%
12 9.686 1283 1292 1295 rBV 127194 104025 3.21% 0.374%
13 9.751 1299 1303 1307 rVB 1087714 966861 29.81% 3.478%
14 10.186 1373 1377 1380 rVB 128479 116436 3.59% 0.419%
15 10.404 1409 1414 1416 rBV 35428 41948 1.29% 0.151%

16 10.539 1431 1437 1441 rBV 1628022 1622134 50.01% 5.835%
17 10.657 1454 1457 1462 rBV 115097 109893 3.39% 0.395%
18 11.104 1530 1533 1536 rBvV 41198 34487 1.06% 0.124%
19 11.233 1552 1555 1559 rBvV 878683 797375 24 .58% 2.868%
20 12.645 1791 1795 1798 rBV 143533 114863 3.54% 0.413%

21 12.821 1821 1825 1828 rBV 2228881 1964439 60.57% 7.066%
22 13.351 1911 1915 1917 rBV 84262 76727 2.37% 0.276%
23 13.716 1973 1977 1985 rBV 403836 393934 12.15% 1.417%
24 13.868 1999 2003 2007 rBV 789425 703852 21.70% 2.532%
25 14.345 2079 2084 2090 rBV3 62458 107309 3.31% 0.386%

26 14.639 2129 2134 2137 rBv4 30110 42902 1.32% 0.154%

27 15.292 2240 2245 2258 rVB 642172 803537 24.77% 2.890%

28 15.774 2323 2327 2334 rVB2 57250 87242 2.69% 0.314%

29 16.198 2396 2399 2403 rBv4 20717 36279 1.12% 0.130%
Sum of corrected areas: 27800446
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011918\

BF102247.D

20 Jan 2018 5:06

SJ/Ju

J1113-11

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102247.D
5.33

6.36 6.87

7.29

6.72

4.92

| 747

0
Time-->

5.00

7.50

Abundance

3000000

2500000

2000000

1500000

8.00

1000000

500000

0

TIC: BF102247.D

12.82

10.54

9.75
11.23

10.19 12.6

910 4q 10.66 13.35

A
T

11.1

T
Time--> 8.00

11.50

10.00 10.50 11.00

8.50

12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

5000008. 72

TIC: BF102247.D

13.87

15.29

14.34 14.64 15.77 16.20

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 5.90 ng 232852 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF102247.D (-477) (-) m/z 43.00 100.00%
43
59
5000
1o 460 4.80 500 520
83 : - : :
o...,....,....,....-,'.'...?1..~.'|.,....,....,.~...,...:,|....,. m/z 59.00 60.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I L
59 460 480 500 520
m/z 101.00 17.67%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 520
5000 41 m/z 57.95 14.73%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R e e L
50 4.60 4.80 5.00 5.20
m/z 41.05 9.18%
5000 43
31
0 ]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 82.17 ng 3241230 1,4-Dichlorobenzene-d4 6.72
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102247.D (-744) (-) m/z 132.00 100.00%
5000 68
40 | %6 J 620 640 6.60 6.80
54 : : : :
o ol J7 87 Lsus L Tw/z 68.10  37.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR AR SRR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.42%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.52%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 14.78%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | | A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Heptadecane Concentration Rank 11

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

9.69 2.15 ng 104025 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 9-methvlheptadecane 254 C18H38 026741-18-4 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1293 (9.692 min): BF102247.D (-1283) (-) m/z 57.05 100.00%
43
1 g5
5000
99 113 9.40 9.60 9.80 10.00
0 m/z 43.05 80.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 7
85
5000
9.40 9.60 9.80 10.00
29 99 m/z 71.05 59.80%
113127
s ||y | 141155160 183197 211 240
m/z--> 20 40 60 éo 160 150 110 1éo 180 200 220 240
Abundance
57
71
43 85 9.40 9.60 9.80 10.00
5000 m/z 85.10 52.18%
140
29 99
. 197 168 196 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894: Decane, 2,3,5-trimethyl-
57 9.40 9.60 9.80 10.00
43 m/z 41.00 30.54%
71
5000 85
29 141
. Lol % T e
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.76 ng 109893 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1458 (10.663 min): BF102247.D (-1454) (-) m/z 57.10 100.00%
57
5000 85
4 o MM o S
13 p 183 10.40 10.60 10.80 11.00
o m/z 43.10 70.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LN LN UL SN B
10,40 10.60 10.80 11.00
4 m/z 71.05 70.29%
0 L ‘ Ll d 141156 183 211 239 267 296
m/z--> 20 40 eb 80 160 120 150 160 180 200 220 240 260 280 300
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 38.81%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57 10.40 10.60 10.80 11.00
m/z 41.05 24 _50%
5000 85
4
oL26 | | | M e e 197212 240
m/z--> 20 45 60 80 160 120 140 1éo 1éo 200 220 240 260 280 300 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.65 3.26 ng 114863 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 43
5 5-Methyl-5-hexen-3-o0l 114 C7H140 067760-89-8 35

Abundance Scan 1796 (12.651 min): BF102247.D (-1791) (-) m/z 56.00 100.00%
5000
239
157 185 213 12.40 12.60 12.80 13.00
01 m/z 57.05 59.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 257 m/z 257.20 40.84%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
" 12:40 12.60 12.80 13.00
5000 m/z 43.00 37.57%
29 73
o 97113 157 185 213 239757 L app
R s R R RN LA L S S RS LA LA RAASN LRSS LS R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester L B o S e
57 12.40 12.60 12.80 13.00
m/z 41.00 34 .38%
257
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12'40 12 60 12. 80 13. 00

8270-BF010918.M Mon Jan 22 14:58:32 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Butyl myristate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.35 2.18 ng 76727 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 72
2 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 32
3 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 30
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1915 (13.351 min): BF102247.D (-1911) (-) m/z 56.00 100.00%

96
5000

13.00 13.20 13.40 13.60

01 m/z 57.10 63.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000
41 229 13.00 13.20 13.40 13.60
73 129 211 m/z 43.00 40.19%
7101 185 284
ol 143 171 255
SRR RRREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 AR AR SRR RARRE B
13.00 13.20 13.40 13.60
5000 m/z 41.00 36.66%
73
0 95 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6583: Cyclopentanone, 2,2-dimethyl- e e s B e
56 13 00 13. 20 13. 40 13 60

m/z 55.05 32 .34%

5000 41
27 112
| Lt L R
| il

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF010918.M Mon Jan 22 14:58:33 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 11.19 ng 393934 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 99
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1978 (13.721 min): BF102247.D (-1973) (-) m/z 57.05 100.00%
87 g3
5000 4 11
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
139 165 103 13.40 13.60 13.80 14.00
o} m/z 43.05 89.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane
55
83
I

5000

29 13 40 13. 60 13. 80 14. OO
m/z 55.00 87.42%
o n 126 153168 196 224 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 M) i
13.40 13.60 13.80 14.00
5000 m/z 83.10 80.51%
111
27 i

o 126 153 182 210

mﬁmﬁmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester

i

13.40 13.60 13.80 14.00
m/z 69.05 65.81%

5000

B

154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Dodecanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.05 ng 107309 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 52
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 43
3 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 43
4 1-Tricosene 322 C23H46 018835-32-0 43
5 1-Docosene 308 C22H44 001599-67-3 43
Abundance Scan 2083 (14.339 min): BF102247.D (-2079) (-) m/z 57.10 100.00%
129
85 397
5000
ogl I 1157 127 le 267 1400 14.20 14.40 14.60
o Ll = 'm/z 43.00 76.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 83 N UL UL UL UL
14.00 14.20 14.40 14.60
- e m/z 129.00  76.30%
0 ....,....,..}?9,+67.%9?.%2?.2?% .
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 g3
1400 14.20 14.40 14.60
5000 111 m/z 71.05 69 .33%
29
140 168 196 241 342
O T i o e e e e S A o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester L B e o e e e
57 83 14.00 14.20 14.40 14.60
m/z 55.05 63.47%
5000 11
29
ol Al 1139 168 104 22470 27 360
m/z--> 50 100 1%0 200 250 360 350 400 14.00 14.20 14.40 1460

8270-BF010918.M Mon Jan 22 14:58:35 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102247.D

Aca On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample : J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octadecyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.17 ng 87242 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
Abundance Scan 2326 (15.768 min): BF102247.D (-2323) (-) m/z 43.05 100.00%
43
5000 111
139 169 LA B e e e e
|| 208 239 1540 15.60 15.80 16.00
ol—d, My m/z 57.10 97.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 AR SR SR UL B
1540 15.60 15.80 16.00
29 125 m/z 83.10 96.29%
0 \‘ \“ i “‘ H‘ ‘\ \ ‘\ ) 154 182 224 252 297 348
m/z--> 50 200 250 300 350 400 450
Abundance
57
o1 B DA BRI BRI SO
15.40 15.60 15.80 16.00
5000 m/z 97.10 84 .05%
125
29
o 153 182 224 252 297 398
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester B e o N EEmes
57 15.40 15.60 15.80 16.00
97 m/z 55.00 71.34%
5000
125
29
oL d Al l L 1010622252 a7 448
m/z--> 50 100 150 200 250 300 350 400 450 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102247.D

Acq On : 20 Jan 2018 5:06

Operator : SJ/JU

Sample - J1113-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4.92 5.9 ng 232852 1 6.72 788904 20.0
unknown6 .49 6.49 82.2 ng 3241230 1 6.72 788904 20.0
Heptadecane 9.69 2.1 ng 104025 3 9.75 966861 20.0
Heptadecane, 2,6,... 10.66 2.8 ng 109893 4 11.23 797375 20.0
Hexadecanoic acid... 12.65 3.3 ng 114863 5 13.87 703852 20.0
Butyl myristate 13.35 2.2 ng 76727 5 13.87 703852 20.0
Cycloeicosane 13.72 11.2 ng 393934 5 13.87 703852 20.0
1-Dodecanol, 2-oc... 14.34 3.0 ng 107309 5 13.87 703852 20.0
Octadecyl trifluo... 15.77 2.2 ng 87242 6 15.29 803537 20.0
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