LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample = J5220-02

Misc :

ALS Vial : 8 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-BF092218 .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 4.898 475 478 487 rVB 55597 78474 3.89% 0.411%
2 5.322 546 550 577 rBY 1387124 1732382 85.87% 9.078%
3 6.345 720 724 742 rBVY 1527981 1895258 93.94% 9.931%
4 6.475 742 746 769 rVB 1898676 1937444 96.03% 10.152%
5 6.704 781 785 795 rBV 512910 548127 27.17% 2.872%
6 6.769 795 796 805 rVB2 15943 21557 1.07% 0.113%
7 6.857 807 811 830 rBVY 1569163 1500567 74.38% 7.863%
8 7.263 876 880 903 rBY 1130788 1217364 60.34% 6.379%
9 7.981 999 1002 1022 rBV 698058 694649 34.43% 3.640%
10 9.057 1181 1185 1200 rBvV 2223232 2017450 100.00% 10.572%

11 9.451 1248 1252 1266 rBV 601006 513269 25.44% 2.690%
12 9.733 1296 1300 1311 rBV 690109 708671 35.13% 3.713%
13 10.516 1429 1433 1446 rBV 1109949 1087554 53.91% 5.699%
14 11.210 1547 1551 1561 rBV 624397 638556 31.65% 3.346%
15 11.745 1639 1642 1652 rBV 123110 135863 6.73% 0.712%

16 12.416 1752 1756 1761 rBV 70190 73269 3.63% 0.384%
17 12.527 1772 1775 1780 rBV3 29683 34803 1.73% 0.182%
18 12.639 1788 1794 1798 rBV 53402 62738 3.11% 0.329%
19 12.786 1815 1819 1828 rVB 1497919 1397435 69.27% 7.323%
20 13.027 1854 1860 1866 rBv4 19516 30577 1.52% 0.160%
21 13.216 1889 1892 1895 rBV3 24247 25549 1.27% 0.134%
22 13.269 1895 1901 1907 rVV5 30270 60126 2.98% 0.315%

23 13.692 1969 1973 1981 rBV2 153978 232279 11.51% 1.217%
24 13.833 1993 1997 2001 rBV 635668 643822 31.91% 3.374%
25 14.016 2025 2028 2031 rVB 39877 36477 1.81% 0.191%

26 14.316 2076 2079 2092 rVB2 89150 152532 7.56% 0.799%
27 14.610 2126 2129 2132 rVB 86270 74236 3.68% 0.389%
28 14.745 2148 2152 2157 rBV2 91526 101903 5.05% 0.534%
29 14.839 2165 2168 2178 rVB 46321 101563 5.03% 0.532%
30 14.921 2179 2182 2185 rBV 135331 135320 6.71% 0.709%

31 15.239 2231 2236 2239 rBV 479713 562523 27.88% 2.948%
32 15.274 2239 2242 2247 rVB 120292 152747 7.57% 0.800%
33 15.674 2305 2310 2314 rBV 169699 237555 11.78% 1.245%
34 16.133 2383 2388 2397 rBV2 73405 153932 7.63% 0.807%

8270-BF092218_.M Thu Oct 04 13:07:32 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample = J5220-02

Misc :

ALS Vial : 8 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\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.674 2476 2480 2486 rVB3 48505 87107 4._.32% 0.456%

Sum of corrected areas: 19083678
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\

BF109546.D
3 Oct 2018 15:14
JussJ
J5220-02
8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 12

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

4.90 2.86 ng 78474 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 478 (4.898 min): BF109546.D (-475) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 DB SRR R SRR
| 83.0 | 4.60 4.80 5.00 5.20
o} NS 1 JGINESNEVEY | NS chc M EN. m/z 59.00 55.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 19.30%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 14 _.31%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime i
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.13%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 70.69 ng 1937440 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF109546.D (-742) (-) m/z 132.00 100.00%
13R.0 1
5000 68.1
96.1
400 540 ‘ 6.20 6.40 6.60 6.80
o....,...:Il!...,:!..,::.-.',..7=§',1....,..!.,.]1??:?....,...., e | M/Z 68.10 44.64Y%
m/z--> 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
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.07%
0'“'A'MWJ'w”“'w'Ji“YEQH'V'“l““"“'w'“lh'w'“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 28.76%
33.0 44.0 0.0 105.0
0'"'l'k"|"'“|””'§?f{"l:"'?f{"|"'L|"L“|%%§{%""l AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.33%
5000 104.0
390 520 eeo 780
O |"“Hi""it“" |J“l'|'"hh""%zfg"l"t' '%%759""| h"l"'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.26 ng 135863 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 1643 (11.751 min): BF109546.D (-1639) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
97.1 1711 213.2 e e s e
0.1 256.2 11.40 11.60 11.80 12.00
o} m/z 60.00 79.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 N R SURRRE RO SRR
nmnmnmnm
'JM 1570 1aso 2130 2560 | M/Z 43.05  76.43%
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
RN s
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 55.05 66.15%

5

%

Y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B T e

73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 65.33%
5000 129.0
185.0 228.0
97.0
I ‘ L Il 166.0

0k ..J.” Ll e Sl St

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 7.22 ng 232279 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1973 (13.692 min): BF109546.D (-1969) (-) m/z 57.10 100.00%
57.1
97.0
5000
SR AR SR SR B
39.1 183 2 230.1 13.40 13.60 13.80 14.00
o,I ,|“F., g i 'm/z 43.05  88.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0
5000 LI IS BN S B
1340 13.60 13.80 14.00
m/z 55.10 76 .66%
169.0 5100
oL zaol LIILL | deg0 [, 2100 2550 406.0
m/z--> 50 100 150 260 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0 SR AR SR SR B
13.40 13.60 13.80 14.00
5000 m/z 83.05 75 .46%
o280 f || } }}400 1820 2550 gpg0
miz--> 50 - Wo ido 2o 2% o %o o
Abundance #185169: Heptadecy! trifluoroacetate R
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.05 72 .24%
h MNNW,“JN%M_¢~A\Uwaw~/\¢mA‘
oL280] | 1 F39° 1820 2380 2830 3340
m/z--> §o 100 150 200 2éo 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .32 4.74 ng 152532 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Eilcosane 282 C20H42 000112-95-8 95
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 2080 (14.321 min): BF109546.D (-2076) (-) m/z 57.05 100.00%
57.0

5000
97.1 R BAS Rammma
127.1 162 01940 240.1 9774 3412  397.3 14.00 14.20 14.40 14.60
O, m/z 71.05 69.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L B LB L |
14.00 14.20 14.40 14.60
99.0 m/z 43.05 67.52%
L2 {41 1410 1820 2400
L I B e

m/z--> 50 100 150 200 250 300 350 400

Abundance #129490: Eicosane
57.0
e AREEEEEaSEE
14.00 14.20 14.40 14.60
5000 m/z 85.05 53.53%
99.0
Loy | || ) 140 1830 z2s0 2820
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane LI e R
57.0 14.00 14.20 14.40 14.60
m/z 55.05 33.54%
5000
99.0
OZWM T 1410 18202120
m/z--> 50 100 150 200 250 300 350 400 14. OO 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.64 ng 74236 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
Abundance Scan 2129 (14.610 min): BF109546.D (-2126) (-) m/z 57.10 100.00%
51.1
85.0
5000
141.1168.1 197.1 14.20 14.40 14.60 14.80 15.00
Olrrrprrril .-:'!.,]!..JI ..!'.,.ﬁ..,k....,....,....,....,2..3.3.,1...2.6.5..1.,..2.9.?.?.??:5..2 m/z 71.10 76.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane
57.0
5000 AR SRR BRI DU B
85.0 1420 14140 14.60 14.80 15.00
29.0 m/z 43.10 63.24%
N IFWMwm%mmnm
m/z--> 25 45 éo éo 160 120 140 160 180 200 220 240 260 280 300 350
Abundance #129490: Eicosane
57.0
85.0 14.20 14140 14.60 14.80 15.00
5000 m/z 85.05 57.51%
29.0 113.0 141.0
- H oy 0.197.0 2250 263.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane B B e o S L
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.10 25.07%
85.0
5000
29.0 113.0
ol L e 114‘101690197022502530 2960
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 32'0 14. 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.62 ng 101903 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Hexadecanal 240 C16H320 000629-80-1 86
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 84
5 Octadecanal 268 C18H360 000638-66-4 83
Abundance Scan 2151 (14.739 min): BF109546.D (-2148) (-) m/z 57.05 100.00%
.0
. LA BN SR SRR
2 1151.1 195.1222.0 2711 802.1 339.2 14.40 14.60 14.80 15.00
(o} m/z 82.05 87.71%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
55.0
5000 82.0 LR A B UL SRS
14.40 14.60 14. 80 15.00
k m/z 43.10  87.14%
2710 09.0
o | 1380 180.0208.0 250.0278.0
m/z--> 50 160 1éo 260 2%0 360 3%0
Abundance #117618: Oxirane, hexadecyl-
82.0
55.0 14.40 14.60 14.80 15.00
5000 m/z 96.05 63.36%
100
m/z--> 50 150' ' 200 ' ééo" ' 560" "3éo
Abundance #94314: Hexadecanal LI LI L B LR
43.0| 82.0 14.40 14.60 14.80 15.00
m/z 55.10 60.79%
>0 w‘ﬁl\m
10.0
‘ P37016601960
0::‘: le\ ||‘|| —— — R R e AR
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00

8270-BF092218_.M Thu Oct 04 13:07:42 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4.81 ng 135320 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2182 (14.921 min): BF109546.D (-2179) (-) m/z 57.05 100.00%
57.0
5000 850

13. 14.60 14.80 15.00 15.20
141 1169 1 2101 247.1 2951 341.1
0 ...], F ol L e L S m/z 71.10 69.68%

m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 IIIIIIIIIIIIIIIIII|
14.60 14.80 15.00 15.20
29.0 m/z 43.05 62.52%
o ..J ﬂ1301410169019702250 268.0
-t — T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
e AREEEEEaSEE
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.05 51.83%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
— ..,.... — B B B e e E
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R RS R mEE
57.0 14.60 14.80 15.00 15.20
m/z 55.05 21.44%
5000 85.0
29.0 1
oL j | J‘Jﬂ.‘ 14}01690197022502530 205.0323.0  367.0
i ; B e e B e e e AR AR e R RR
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 8.45 ng 237555 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2309 (15.668 min): BF109546.D (-2305) (-) m/z 57.10 100.00%
57.1
5000 NMJ\~*~_Adkﬂ~f\f\x\-,~V\ﬁ]\
%90 1540 15/60 1580 1600
141.1 . . . .
oL 1] 4, l| Lodjo  A91222912611 | 81713841 0 gt 7105 72.04%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BUEL UL B
mmmmmmmm
99.0 m/z 43.05 61.60%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.05 52.62%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #194493: Hexacosane L T B s o S e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.11%
- W
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1550 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.13 5.47 ng 153932 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
Abundance Scan 2387 (16.127 min): BF109546.D (-2383) (-) m/z 57.10 100.00%
57.1
5000 J\fwvuwwﬁ~\ﬁ/\www%m/\w“uhm
] %0 15,80 16.00 16.20 16.40
411 1971 239.1  301.1 3521 : : : :
o....,..-.'.1|,-.'| e, ORL SS2L 0 Tm/z 71.05  79.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L U SRR SR RS
mmmmmmmm
99.0 m/z 85.10 63.79%
o159 | ] | | 1410 1830 2250 296.0
m/z--> 50 160 1%0 260 2%0 360 3éo 460 '
Abundance #223852: Hentriacontane
57.0
15,80 16.00 16.20 16.40
5000 m/z 43.10 62.18%
99.0
o J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3éo 460 '
Abundance #59882: Tetradecane R AEmEEEE L
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.95%
- J\p\\muuﬂvaJvaAMfﬁ\ﬂvxwmv
L | 99‘ 01 1410 1980
miz--> ""sb""lc')d"iéo'"'zc')o'"'zsd"ééd"ééd"héd"" 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109546.D

Aca On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample : J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 13 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.10 ng 87107 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Undecane. 5-ethvIl-5-propvl- 226 C16H34 002755-07-9 59
3 Tetracosane 338 C24H50 000646-31-1 58
4 Octadecane 254 C18H38 000593-45-3 58
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 2479 (16.668 min): BF109546.D (-2476) (-) m/z 57.10 100.00%
57.1
5000
1520 19712251 2650 3131 16.40 16.60 16.80 17.00
Obrrprrrrfirdi m/z 71.10 64.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38317: Dodecane
57.0
5000 L LI BULLN BRI UL
85.0 mmmmmmﬂm
29.0 m/z 85.10 46.19%
0 | [112.0 141 ¢ 170.0
m/z--> 25 40 60 85 160120140160180200220240260280300350350
Abundance #83049: Undecane, 5-ethyl-5-propyl-
57.0
650 ' 16.40 16.60 16.80 17.00
5000 ' m/z 43.10 44 .63%
141.0
113.0 \ 169.0 197.0
onwnuLdlJu“”ﬂ“L.ann.k.””.”.””.”.“”.”.””“”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175559: Tetracosane AR EEEEE RS
57.0 16.40 16.60 16.80 17.00
m/z 55.10 27 .12%
85.0
5000
. 2900 1| 13014101690 197.0 25,0 2530 338.0
m/z--> 25&&8m®mﬂm&mmmmm%mmmﬁmm mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100318\
Data File : BF109546.D

Acq On : 3 Oct 2018 15:14

Operator : JU/SJ

Sample - J5220-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .90 2.9 ng 78474 1 6.70 548127 20.0
unknown6 .47 6.47 70.7 ng 1937440 1 6.70 548127 20.0
n-Hexadecanoic acid 11.75 4.3 ng 135863 4 11.21 638556 20.0
Heptafluorobutyri... 13.69 7.2 ng 232279 5 13.83 643822 20.0
Heptadecane 14.32 4.7 ng 152532 5 13.83 643822 20.0
Hexadecane 14.61 2.6 ng 74236 6 15.24 562523 20.0
1,19-Eicosadiene 14.74 3.6 ng 101903 6 15.24 562523 20.0
Nonadecane 14.92 4.8 ng 135320 6 15.24 562523 20.0
Heneicosane 15.67 8.4 ng 237555 6 15.24 562523 20.0
Hentriacontane 16.13 5.5 ng 153932 6 15.24 562523 20.0
Dodecane 16.67 3.1 ng 87107 6 15.24 562523 20.0
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