LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On > 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 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 F\METHODS\8270-BF110818 .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 2.252 23 28 36 rvB 239460 319783 17.72% 1.952%
2 5.187 523 527 539 rBV 36084 57374 3.18% 0.350%
3 5.569 587 592 604 rBY 1536199 1602810 88.82% 9.782%
4 6.569 758 762 779 rBVY 1553534 1804532 100.00% 11.013%
5 6.716 783 787 790 rBVY 1932688 1701727 94.30% 10.385%
6 6.945 822 826 832 rBV 567910 462921 25.65% 2.825%
7 7.104 848 853 866 rBY 1322627 1295621 71.80% 7.907%
8 7.510 917 922 936 rBVY 1118859 1035273 57.37% 6.318%
9 8.228 1040 1044 1056 rBV 616579 561918 31.14% 3.429%
10 9.298 1222 1226 1236 rBv 1901167 1588357 88.02% 9.694%

11 9.692 1289 1293 1301 rBV 195161 171141 9.48% 1.044%
12 9.986 1339 1343 1355 rVB 581329 522957 28.98% 3.192%
13 10.775 1474 1477 1485 rBV 691784 710886 39.39% 4 _.338%
14 11.480 1593 1597 1599 rBV 537069 453630 25.14% 2.768%

15 11.504 1599 1601 1605 rVB 117009 99822 5.53% 0.609%
16 11.980 1680 1682 1686 rBV 23583 24713 1.37% 0.151%
17 12.698 1800 1804 1809 rBV 241957 198404 10.99% 1.211%
18 12.774 1814 1817 1822 rBV5 11202 18852 1.04% 0.115%

19 12.927 1837 1843 1849 rVB 161417 176759 9.80% 1.079%
20 13.063 1861 1866 1869 rBV 1492906 1226247 67.95% 7.484%

21 13.257 1892 1899 1904 rBV2 25762 41958 2.33% 0.256%
22 13.492 1935 1939 1942 rBV4 19129 26318 1.46% 0.161%
23 13.527 1942 1945 1950 rVB 120501 99064 5.49% 0.605%
24 13.880 2002 2005 2008 rBV 19449 20911 1.16% 0.128%

25 13.939 2012 2015 2020 rBV3 128370 166981 9.25% 1.019%

26 14.133 2043 2048 2050 rBV2 501323 525686 29.13% 3.208%

27 14.157 2050 2052 2059 rVB 83468 73980 4._.10% 0.451%
28 14.563 2118 2121 2129 rBV6 35420 74653 4.14% 0.456%
29 14.874 2171 2174 2179 rVB 43754 47042 2.61% 0.287%

30 15.033 2197 2201 2205 rVB 247629 242543 13.44% 1.480%

31 15.204 2226 2230 2232 rBV 61394 90059 4._.99% 0.550%
32 15.227 2232 2234 2237 rVV 98764 108743 6.03% 0.664%
33 15.262 2237 2240 2247 rVV4 95543 158795 8.80% 0.969%
34 15.592 2293 2296 2298 rBV 35348 40737 2.26% 0.249%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On > 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 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

Method - Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110818.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.621 2299 2301 2303 rVvv 48196 50177 2.78% 0.306%
36 15.657 2303 2307 2312 rVB 224256 288728 16.00% 1.762%
37 15.839 2335 2338 2343 rVB5 22890 33521 1.86% 0.205%
38 16.080 2375 2379 2386 rVB 83646 124548 6.90% 0.760%
39 16.609 2465 2469 2473 rVB2 28806 44934 2.49% 0.274%
40 17.227 2570 2574 2583 rVB2 46419 92508 5.13% 0.565%

Sum of corrected areas: 16385613

8270-BF110818.M Mon Nov 12 15:45:42 2018 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

BF110627.D
9 Nov 2018 15:02
JussJ
J5813-08
14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF110627.D
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5.19

72

6.57
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7.51

6.95

0
Time-->
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T T T T L B B |

T
5.00

Abundance

1500000

1000000

500000

TIC: BF110627.D

10.77
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11.
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48
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0
Time-->

10.00
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50

12.00

12.50
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1500000

1000000

500000

TIC: BF110627.D

14.13

15.03

15.66

0

13.53

1349

13.9414 16
13.

14.56 14.87

15

15.84 16.08

16.61

17.23

Time-->

T
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14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.25 13.82 ng 319783 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 28 (2.252 min): BF110627.D (-23) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60 2.70
Rt N N N N — m/z 43.05 41.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.10 28.64%
29.0
0 L AN ,
R S SO SUILIL SULELL SURILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g5 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 26.10%
29.0
15\'0 H\ ‘ | ‘ i \‘ | , 97.0
G S R A S RS AR RS RS S RAARN SERR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.10 13.49%
5000 56.0
43.0
27.0
o 130 ||, M“\ | l, 830 980 1150
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 2.48 ng 57374 1,4-Dichlorobenzene-d4 6.95
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 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Butane 58 C4H10 000106-97-8 7
5 Propylamine 59 C3HO9N 000107-10-8 7

Abundance Scan 528 (5.193 min): BF110627.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I||llI|IIII|IIII|III/I\‘|II
| 480 500 520 5.40 5.60
ok i e e e m/z 59.00 52.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR UL R I
480 500 520 5.40 5.60
59.0 m/z 101.00 20.27%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 58.00 14 .82%
101.0
o 180 30 || 580 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e P e
43.0 480 500 520 5.40 5.60
m/z 41.00 8.91%
5000
58.0
Ol e e e e e e e e
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 73.52 ng 1701730 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 788 (6.722 min): BF110627.D (-783) (-) m/z 131.95 100.00%
131.9
5000
68.1
96.0 AR SR LR
400 540 6.40 6.60 6.80 7.00
Obr e b el L8O L W80l Tm/z 68.10  32.99%
m/z--> 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 N
5000 BRSNS AR

6.40 6.60 6.80 7.00
m/z 134.00 32.73%

31.0 51.0
0 [T _.7po .
RN BRI B L B R R A BAERREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R ERT
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.49%
41.0 97.0
‘ 79.0 117.0
0 H\wwwo\u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 K L
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12_.79%
117.0
5000
39.0 910
270 " 510 650 77.0 ‘ 105.0 ‘ |
SN N P R N S Ny OO R SRS S | S —
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.94 6.35 ng 166981 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 92
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 87
Abundance Scan 2015 (13.939 min): BF110627.D (-2012) (-) m/z 57.05 100.00%
57.0
5000 N.J‘N//L‘
220 13.60 13.80 14.00 14.20
153.1187.0 : : : :
0 A — m/z 43.10 92.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
58.0
97.0
5000 AL SRR SRR SRR
13.60 13.80 14.00 14.20
m/z 55.00 75.42%
oLz 1 1320 110 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 AU S SRR
13.60 13.80 14.00 14.20
5000 m/z 83.10 70.27%
o150 | i {1290 177,02100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester A B e
57.0 13.60 13.80 14.00 14.20
m/z 69.10 62.22%
97.0
N /ﬁwaNNwwqukvﬁ\vv~mnﬂfq~nrfﬁh
169.0
o ll | 1370 ] 224.0 269.0 4200
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.84 ng 74653 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Pentacosane 352 C25H52 000629-99-2 80
3 Octacosane 394 C28H58 000630-02-4 74
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 2121 (14.563 min): BF110627.D (-2118) (-) m/z 57.00 100.00%

213

5000
1781 22532281 14.20 14.40 14.60 14.80
0 m/z 43.10 71.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L B
14.20 14.40 14.60 14.80
99.0 m/z 71.10 64 .52%
ol L LI |y 1410 1830 2250 267.0 309.0 351.0 393.0 436.0
B e T e T e e e e AN S TR
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
O s S e o S
14.20 14.40 14.60 14.80
5000 m/z 85.05 38.84%
0
o Ly 1410 1830 2250 267.0 309.0 352.0
T o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R AR EEEEE T
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .80%
5000
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
Rt T e S = T e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.03 16.80 ng 242543 Perylene-d12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 90
5 Pentadecanal- 226 C15H300 002765-11-9 87

Abundance Scan 2200 (15.027 min): BF110627.D (-2197) (-) m/z 57.05 100.00%

5000

£

109.1 e
1381 1560  207.0 2311 254.1 14.80 15.00 15.20 15.40

0 m/z 43.10 81.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104155: 16-Heptadecenal
57.0 820
5000 LA L L L L L L L LB
14.80 15.00 15.20 15.40
110.0 m/z 82.05 69.55%
BN T 1 O S -1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117606: Octadecanal
43.0 82.0
P T T T T T T T
14.80 15.00 15.20 15.40
5000 m/z 55.00 63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117617: Oxirane, hexadecyl- R mEEEE RS S
43.0 82.0 14.80 15.00 15.20 15.40
m/z 96.10 54 _23%
5000
109.0
o 1380 1660  208.0928 0 250.0270.0
A IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.26 11.00 ng 158795 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 83

Abundance Scan 2240 (15.262 min): BF110627.D (-2237) (-) m/z 83.10 100.00%

5000 111

F

250.1 15.00 15.20 15.40 15.60
m/z 57.10 99.52%

138.1

181.1 215.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0

%

15.00 15.20 15.40 15.60
m/z 43.10 92.63%

5000

167.0 195.0222.0 250.0 280.0 308.0 336.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
550 83.0
R
15.00 15.20 15.40 15.60
5000 m/z 55.10 92.13%
29.0
ol i ] 167.0 196.0  238.0 266.0 294.0
e ey e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane B EERR Bam e L
57.0 15.00 15.20 15.40 15.60
97.0 m/z 97.05 84 .10%
5000
29.0 125.0
oL bl | L j\‘1540 196.02240 269.0 3200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Z-11-Tetradecen-1-ol difluo... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.32 ng 33521 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-11-Tetradecen-1-ol difluoroace... 290 C16H28F202 1000130-82-7 52
2 Heptadecanal 254 C17H340 1000376-70-0 49
3 Octadecanal 268 C18H360 000638-66-4 46
4 Hexadecanal 240 C16H320 000629-80-1 43
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 43
Abundance Scan 2338 (15.839 min): BF110627.D (-2335) (-) m/z 57.10 100.00%

1
82.0

5000
266.1

290.1 15.60 15.80 16.00 16.20
m/z 43.10 90.02%

126.0 173.1 212.1 2451
149.

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136125: Z-11-Tetradecen-1-ol difluoroacetate

82.0

5000

15.60 15. 80 16. 00 16 20
110.0 . m/z 82.05  77.20%

290.0
o 239.0261.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal
43.0

82.0

15.60 15.80 16.00 16.20
m/z 55.10 72.23%

5000

. 137'0158.0180-0 208.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal b RREmE EE e
15.60 15.80 16.00 16.20

m/z 69.05 58.63%

5000

137.0 1660 194.0 2220 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.08 8.63 ng 124548 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2379 (16.080 min): BF110627.D (-2375) (-) m/z 57.10 100.00%
57.1
991 15,80 16.00 16,20 16.40
155.1 - - - -
ol WA WAL o 150 1041 28322801 UG 63. 680
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LI B BN LN B
15.80 16.00 16.20 16.40
99.0 m/z 43.10 61.11%
o 27‘r0| |1y 141 0 1830 2250 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15,80 16.00 16,20 16.40
5000 m/z 85.10 49_.07%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane A B
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.24%
5000 /&WMM“JMmew/k/meMMnuﬂva
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40

8270-BF110818.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110627.D

Aca On : 9 Nov 2018 15:02

Operator : JU/SJ

Sample = J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.61 3.11 ng 44934 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 64
3 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 64
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 64
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 59
Abundance Scan 2469 (16.609 min): BF110627.D (-2465) (-) m/z 57.10 100.00%
571.1
5000 85.0
| 1131 153.018L1 21902491 262.1 16.20 16.40 16.60 16.80 17.00
ol——L L, : Ml ||I|.. A el .'.'.".,....,.. m/z 43.10 57.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 UL DR SR UM
85.0 16.20 16.40 16.60 16.80 17.00
29.0 m/z 71.10 50.15%
. | \ | | | [130141.0160.0107.0225.0253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 85.0 m/z 85.05 43.96%
. 290 L || [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #191844: Sulfurous acid, butyl hexadecy! ester A B o
57.0 16.20 16.40 16.60 16.80 17.00
m/z 69.05 23.81%
5000
85.0
0 290” ‘ \ { Jﬁ1301410169019602250 259.0 289.0
m/z--> 100 150 200 250 300 350 16,20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110627.D

Acq On > 9 Nov 2018 15:02

Operator : JU/SJ

Sample - J5813-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : 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... 2.25 13.8 ng 319783 1 6.95 462921 20.0
2-Pentanone, 4-hy... 5.19 2.5 ng 57374 1 6.95 462921 20.0
unknown6.72 6.72 73.5 ng 1701730 1 6.95 462921 20.0
Cyclohexadecane 13.94 6.3 ng 166981 5 14.13 525686 20.0
Hentriacontane 14_.56 2.8 ng 74653 5 14.13 525686 20.0
16-Heptadecenal 15.03 16.8 ng 242543 6 15.66 288728 20.0
n-Tetracosanol-1 15.26 11.0 ng 158795 6 15.66 288728 20.0
Z-11-Tetradecen-1... 15.84 2.3 ng 33521 6 15.66 288728 20.0
Octacosane 16.08 8.6 ng 124548 6 15.66 288728 20.0
Eicosane 16.61 3.1 ng 44934 6 15.66 288728 20.0
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