LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102480.D

Aca On - 26 Jan 2018 20:29 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i J1289-13 335&135540
ALS Vial : 19 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-BF012218.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 4.934 479 484 492 rBV 90999 143859 2.95% 0.377%
2 5.340 548 553 556 rBY 4124085 4367083 89.52% 11.459%
3 6.375 723 729 740 rBY 3888998 4878583 100.00% 12.801%
4 6.498 745 750 753 rBVY 4505353 4384551 89.87% 11.505%
5 6.722 784 788 795 rBVY 1215800 1011937 20.74% 2.655%
6 6.875 810 814 818 rBVY 3258957 3140584 64.37% 8.241%
7 7.292 880 885 888 rBY 2729393 2651342 54.35% 6.957%
8 7.386 898 901 910 rVB 51236 63517 1.30% 0.167%
9 8.004 1002 1006 1012 rBV 1565855 1314315 26.94% 3.449%
10 9.080 1184 1189 1192 rBVY 4195404 3659457 75.01% 9.602%

11 9.475 1252 1256 1264 rVB 479887 419871 8.61% 1.102%
12 9.757 1300 1304 1307 rBV 1483763 1279547 26.23% 3.357%
13 9.786 1307 1309 1316 rVB 140106 137668 2.82% 0.361%
14 10.469 1422 1425 1430 rBV 110336 101451 2.08% 0.266%
15 10.551 1435 1439 1447 rBV 2048401 1983129 40.65% 5.203%

16 11.245 1553 1557 1562 rBV 1193807 1058953 21.71% 2.779%
17 12.645 1792 1795 1799 rBV2 130576 101609 2.08% 0.267%
18 12.721 1806 1808 1815 rVB3 62138 62451 1.28% 0.164%
19 12.833 1822 1827 1830 rBV 2547891 2555823 52.39%% 6.706%
20 13.051 1858 1864 1868 rBV2 158499 226837 4._.65% 0.595%

21 13.351 1912 1915 1918 rVB 74086 65495 1.34% 0.172%
22 13.392 1918 1922 1925 rBV2 54241 72961 1.50% 0.191%
23 13.721 1974 1978 1985 rBV 608818 731028 14.98% 1.918%
24 13.774 1985 1987 1991 rVB2 63169 64059 1.31% 0.168%
25 13.886 2002 2006 2012 rBV 942473 878133 18.00% 2.304%
26 14.039 2030 2032 2035 rBV2 66004 71445 1.46% 0.187%
27 14.162 2051 2053 2057 rBV3 55684 50699 1.04% 0.133%

28 14.357 2081 2086 2092 rBV2 566505 890140 18.25% 2.336%
29 14.404 2092 2094 2099 rVB 124854 107014 2.19% 0.281%
30 14.962 2186 2189 2192 rBV 274859 272583 5.59% 0.715%

31 14.998 2192 2195 2200 rVV3 156270 241741 4._.96% 0.634%
32 15.039 2200 2202 2207 rVB 153301 174023 3.57% 0.457%
33 15.321 2245 2250 2258 rBV 519843 710185 14.56% 1.863%
34 15.733 2317 2320 2326 rVB 174685 239447 4.91% 0.628%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 38111520
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BF012618\

BF102480.D

26 Jan 2018 20:29

SJ/JuU

J1289-13

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102480.D

5.34 50

6.37

6.87

7.29

6.72

4.93

0
Time-->

5.50

I
5.00

Abundance

4000000

3000000

2000000

8.00

1000000

TIC: BF102480.D

12.83

10.55

9.76

13.05 13:59

.79 10.

0
Time-->

13.00

13.50

12.00

12.50

11.50

10.50 11.00

9.50 10.00

Abundance

4000000

3000000

2000000

13.

10000003

TIC: BF102480.D

89

0
Time-->

14.00

19.00

18.50

18.00

17.50

17.00

16.00

16.50

15.00

15.50

14.50
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 10

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

4.93 2.84 ng 143859 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (4.928 min): BF102480.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.60 4.80 5.00 5.20
oSN 14 1 FOUERSEMY RSB AP M m/z 59.00 64.34Y%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SN SR LS UL L
59.0 460 480 500 520
m/z 101.10 18.19%
31.0 ‘ g0 1010
e s R A R R UL R S RS RSN SRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 5.00 520
5000 m/z 58.00 15.12%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.32%
5000
15.0
58.0
27.0
0"'%Q'W“l”l'JWP"ﬁw'”I”"P"W'”'I”"P"W"”I' IS SSRDESAE RE RR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.50 Concentration Rank 1

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

6.50 86.66 ng 4384550 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 750 (6.498 min): BF102480.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IR LR L S
40.0 540 | ‘ 6.20 6.40 6.60 6.80
Ob ettt ,w-.'.l?}-?’. dgso o m/z 68.05 39.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i ek ek ok
410 70 o m/z 134.00 33.94%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 o oho ok
5000 9go 1160 m/z 66.00 24 . 77%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R EEE e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.87%
5000 104.0
39.0 52.0 78.0
ol 0 J oo | wmzo |
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 : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.64 2.31 ng 101609 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 47
4 Butvl 4.8.12-trimethyvl-tridecanoate 312 C20H4002 1000336-63-2 38
5 Tetradecane, 2,2-dimethyl- 226 Cl16H34 059222-86-5 35
Abundance Scan 1794 (12.639 min): BF102480.D (-1792) (-) m/z 56.00 100.00%
56.0
10001289 2392 D0 12,60 1230 1300
0 m/z 57.05 54 _.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LR B BRI UL B
29.0 nmnmnmmm
630 129 m/z 43.00 43 .43%
0 “ 1 h “ \‘H\ H\ - 157.0 1850 2130 | 2. 02810 312.0
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
" 12140 1260 12.80 13.00
5000 m/z 41.10 40.42%
200 257.0
129.0 .
. 83.0 157.0 185.0 213.0 283.0 312.0
R B R R R LA R LN LA LRSS RN LA RS RARRS KRR LRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl- b RRREE EE s
56.0 12.40 12.60 12.80 13.00
m/z 55.00 36.43%
5000
290 85.0
0 A ‘ ‘ 129.0
m/z--> ﬁo Jo eb 80 160 150 140 160 180 200 220 240 2éo 2éo 360 ' 12. 40 12 60 12. 80 13. oo
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.05 5.17 ng 226837 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1864 (13.051 min): BF102480.D (-1858) (-) m/z 57.10 100.00%
57.1
5000
7.0 " 12/80 13.00 13.20 13.40
154.1
0 ....,...}.I,'.'I."..,...1?7,.2.2??,0....,....,....,....,....,.. m/z 43.10 68.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
5000 LI BRI BUSLLN SULLILN U
12.80 13.00 13. 20 13.40
F m/z 71.05 60.47%
0 18.0 } ‘ | H L 141.0183.0225.0 281.0323.0 379.0 421.0463.0 506.0
miz--> 0 55 100 1%0 260 250 360 350 400 4éo 560
Abundance
57.0
" 12/80 13.00 13.20 13.40
5000 m/z 85.05 43.70%
99.0
o 141.0183.0225.0 267 0 3380
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo 560
Abundance #223852: Hentriacontane T T
57.0 12.80 13.00 13.20 13.40
m/z 41.00 30.79%
5000
9.0
. | | 141018302250267.0309035L0 _ 437.0
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 351;0 4(')0 4&'30 5(')0 12|80 13 00 13. 20 13'40

8270-BF012218 .M Mon Jan 29 09:57:36 2018 Page: 7



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.72 16.65 ng 731028 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 1978 (13.721 min): BF102480.D (-1974) (-) m/z 57.05 100.00%
57.0
97.1
5000
IR PN N SRR
39.1 13.40 13.60 13.80 14.00
ol i l,“ pLorle2l 2808 o m/z 43.10 80.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 RN A B
13.40 13.60 13.80 14.00
m/z 55.10 69.91%
o bl P 20 a0 aso
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 RN N B
13.40 13.60 13.80 14.00
5000 m/z 83.10 60.46%
0 131.0 2990 2100 2520 2970 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecy! ester T T T T T T T
57.0 13.40 13.60 13.80 14.00
9.0 m/z 97.10 56.76%
5000 ML%
oLl 1 | | \F?'e 1820 2520 2970 398.0
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.36 20.27 ng 890140 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2087 (14.362 min): BF102480.D (-2081) (-) m/z 57.10 100.00%
711 971
5000 M l ‘ l /JJQ\M\,
UL NI B B
39.1 14.00 14.20 14.40 14.60
Ot A1 .‘.I, » . jo 1822 223126012931 3901 971 m/z 43.10 90.53%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
58.0
5000 LR SRR B IR B
14.00 14.20 14.40 14.60
m/z 83.10  89.03%
oLl \\ H A “\ 1399 1820 2200 2800
m/z-> 0 5 100 150 200 250 300 350 400
Abundance
55.0
97.0 14,00 14.20 14.40 14.60
5000 m/z 55.05 89.01%
0l14.0 139.0 181.0 308.0 mﬁJ\j\MJwvvwAkwﬂm~w~wku~
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R AR EEEEE T
57.0 14.00 14.20 14.40 14.60
m/z 97.10 85.81%
97.0
5000
o 1 ‘ | | 190 2380 2430 434.0
m/z-> 0 5'0 1(')0 1&'30 200 2éo 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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-Tetradecanone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14 .40 2.44 ng 107014 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tetradecanone 212 C14H280 002345-27-9 59
2 2-Tridecanone 198 C13H260 000593-08-8 50
3 2-Nonadecanone 282 C19H380 000629-66-3 45
4 2-Pentadecanone 226 C15H300 002345-28-0 45
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 43
Abundance Scan 2093 (14.398 min): BF102480.D (-2092) (-) m/z 59.05 100.00%
59.0
5000
6.1 1271 165.1 202.1 236.1 280.1 313.2 376.2 14.00 14.20 14.40 14.60 14.80
ok : m/z 58.00 80.40%
m/z--> 50 100 150 200 250 300 350
Abundance #71306: 2-Tetradecanone
58.0
5000 LRI DAL IR BN BN
14.00 14.20 14.40 14.60 14.80
29.0 m/z 43.10 79.42%
0 h‘ | “H alb wh“ge\ho ;24:01560 21\20
m/z--> §0 160 1%0 260 250 360 3%0
Abundance
58.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 71.10 31.59%
29.0 96.0 140.0,44 7198.0
‘T T T T T
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #129460: 2-Nonadecanone e o
58.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 22 .58%
- JJ\M
0 Z%O“ H ﬁi \lﬁﬁ.‘o“}z?'o 180.0 222.0 28?'0
m/z--> 50 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 14.'00 14.'20 14.'40 14.|60 14.I80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.96 7.68 ng 272583 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2189 (14.962 min): BF102480.D (-2186) (-) m/z 57.10 100.00%
51.1
0.1 14180 14580 15,00 1520
141.2 : . : .
o ALy 20 s 2een swoom0z o 7RO RSR
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Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 U DN DAL L DU
mmmmmmmm
m/z 43.10 56.12%
‘ -0 239.0
oL d b iy 0 1830 269.0 308.0 352.0
m/z--> §0 100 1%0 200 250 300 350 400
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 44 .68%
99.0
o270 141.0 1830 2250 267.0 309.0 352.0
m/z--> §0 160 150 200 250 360 3%0 400
Abundance #202662: Heptacosane R AR EEEEE T
57.0 14.60 14.80 15.00 15.20
m/z 55.10 20.11%
5000 WA/V\’\‘/\VJJ/\AWM\/\H
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8270-BF012218 .M Mon Jan 29 09:57:44 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
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 Tricosyl heptafluorobutyrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.00 6.81 ng 241741 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 87
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 87
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 87
4 2-Thiopheneacetic acid. oct-3-en... 252 C14H2002S 1000299-38-6 80
5 1-Octadecene 252 C18H36 000112-88-9 80
Abundance Scan 2195 (14.998 min): BF102480.D (-2192) (-) m/z 97.10 100.00%
55.1 91.1
5000
213.1 3221 383.3 14.60 14.80 15.00 15.20 15.40
oA A e m/z 83.10 84.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238204: Tricosyl heptafluorobutyrate
57.0
5000 AR SR BRI I B
11.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 83.72%
ol “W | 3690 222.0265.0 322.0367.0 518.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
57.0
14.60 14.80 15.00 15.20 15.40
m/ 57.10 82 .99Y%
5000 110 z (
0 153. 0196 0 264.0 334.0377.0420. 0465 0 566.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosyl trifluoroacetate e o
57.0 14.60 14.80 15.00 15.20 15.40
m/z 43.10 75.23%
5000 11.0
o l 153.0196.0 250.0292.0 364 0409 0 460.0
m/z--> 55 100 150 200 250 300 350 400 4%0 500 550 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 11 2-Heptacosanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.90 ng 174023 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 93
2 2-Hexadecanone 240 C16H320 018787-63-8 53
3 trans-2.3-Epoxvnonane 142 C9H180 056820-01-0 50
4 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 47
5 2-Tridecanone 198 C13H260 000593-08-8 47
Abundance Scan 2202 (15.039 min): BF102480.D (-2200) (-) m/z 59.00 100.00%
59.0
5000 T
e 071 050 1 14.80 15.00 15.20 15.40
175.1 : : : :
ol i, SA200 D) 2942 | %522 3943 n/z 58.00 92.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209553: 2-Heptacosanone
59.0
5000 M-n------n
14.80 15.00 15.20 15.40
96.0 394.0 m/z 43.05 84 .53%
o ‘ i ‘h 1270 169020502360 2020 340 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
58.0
' 14.80 15.00 15.20 15.40
5000 m/z 71.10 50.03%
27,0 960,,,, 1820 2400 ’/JL’/W
o e :
m/z--> 50 100 150 200 250 300 350 400
Abundance #19979: trans-2,3-Epoxynonane b RREmE EE e
43.0 14.80 15.00 15.20 15.40
m/z 57.10 30.48%
5000 86.0
M“ 126.0
0! I ‘.‘.“..‘|....|.... — : R EE AR EREEE e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102480.D

Aca On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample : J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tridecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.73 6.74 ng 239447 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 93
2 Docosane 310 C22H46 000629-97-0 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tricosane 324 C23H48 000638-67-5 86
5 2-methyltetracosane 352 C25H52 1000376-72-6 86
Abundance Scan 2319 (15.727 min): BF102480.D (-2317) (-) m/z 57.10 100.00%
57.1
5000
991 15.40 15.60 15.80 16.00
155.1 : - : :
ol b bl g o 2L 21522460 28313152 932 4172 i TS0 63, o0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 L UL SRR BN U
15.40 15.60 15.80 16.00
m/z 43.10 52.46%
990 169.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 43.53%
99.0
0l26:0 141.0 183. o 225.0 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane R B R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 19.63%
5000
99.0
026‘10‘ Ly 1410 1830 225.0 267.0 3380
m/z--> 50 100 1éo 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF012618\
Data File : BF102480.D

Acq On : 26 Jan 2018 20:29

Operator : SJ/JU

Sample - J1289-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 .93 2.8 ng 143859 1 6.72 1011940 20.0
unknown6 .50 6.50 86.7 ng 4384550 1 6.72 1011940 20.0
Hexadecanoic acid... 12.64 2.3 ng 101609 5 13.89 878133 20.0
Hexatriacontane 13.05 5.2 ng 226837 5 13.89 878133 20.0
Heptadecyl heptaf... 13.72 16.6 ng 731028 5 13.89 878133 20.0
Cycloeicosane 14.36 20.3 ng 890140 5 13.89 878133 20.0
2-Tetradecanone 14.40 2.4 ng 107014 5 13.89 878133 20.0
Heptadecane, 9-oc... 14.96 7.7 ng 272583 6 15.32 710185 20.0
Tricosyl heptaflu... 15.00 6.8 ng 241741 6 15.32 710185 20.0
2-Heptacosanone 15.04 4.9 ng 174023 6 15.32 710185 20.0
Tridecane, 3-methyl- 15.73 6.7 ng 239447 6 15.32 710185 20.0
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