LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

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-BF022719.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 5.340 548 553 568 rBY 1882314 1930451 34.79% 4_.779%
2 6.357 723 726 738 rBVY 1443297 1243309 22.40% 3.078%
3 6.498 745 750 753 rBVY 4098633 3799250 68.46% 9.405%
4 6.563 758 761 774 rVB 72684 94936 1.71% 0.235%
5 6.728 785 789 793 rBVY 1352512 1120953 20.20% 2.775%
6 6.887 812 816 819 rBY 4171084 3637550 65.55% 9.005%
7 7.292 879 885 888 rBVY 3025490 3112665 56.09% 7.705%
8 8.010 1003 1007 1013 rBV 1495496 1369721 24.68% 3.391%
9 9.086 1185 1190 1205 rBVvV 5287987 5497447 99.06% 13.609%
10 9.763 1300 1305 1322 rBvV 1484188 1603837 28.90% 3.970%

11 10.545 1433 1438 1453 rBV 3455176 3570507 64.34% 8.839%
12 11.233 1552 1555 1563 rBV 1517982 1703214 30.69% 4.216%
13 11.774 1643 1647 1661 rBV2 192856 276426 4.98% 0.684%
14 12.557 1777 1780 1789 rBV 165855 262540 4.73% 0.650%
15 12.821 1820 1825 1828 rBV 5205498 5549618 100.00% 13.738%

16 13.727 1975 1979 1994 rBV3 181343 281064 5.06% 0.696%
17 13.863 1997 2002 2017 rvVB 1308730 1501367 27.05% 3.717%
18 14.045 2029 2033 2040 rBvV 183140 174352 3.14% 0.432%
19 14.345 2081 2084 2088 rBV 313437 279182 5.03% 0.691%
20 14.639 2130 2134 2141 rBV 436073 402742 7.26% 0.997%

21 14.710 2142 2146 2152 rVB 133227 131595 2.37% 0.326%
22 14.957 2183 2188 2193 rBV 408734 444141 8.00% 1.099%
23 15.262 2235 2240 2245 rBV 768141 1101235 19.84% 2.726%
24 15.310 2245 2248 2262 rVB 388315 511001 9.21% 1.265%
25 15.715 2311 2317 2322 rBV 274588 400466 7.22% 0.991%

26 16.180 2390 2396 2410 rVB 157236 296884 5.35% 0.735%
27 16.727 2483 2489 2498 rVB 52323 99687 1.80% 0.247%

Sum of corrected areas: 40396140
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF112943.D
5000000

6.50 6.89
4000000

3000000 729

2000000 5.34

1000000

e SRS UL N S S S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112943.D

5000000 9109 1282

4000000
10.55

3000000
2000000
8.01 9.76 11.23

1000000

J 11.77 12.56

e S L
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF112943.D
5000000

4000000
3000000

2000000
13.86

1000000 15.26
1434 1464 1496 1631 459

. 13.7 ij?4__ﬁ ﬁﬁ7{_A

j T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 67.79 ng 3799250 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.498 min): BF112943.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
\
96.0 AR R L S
40.0 540 J 6.20 6.40 6.60 6.80
S8 S T 2 | m/z 68.00 41.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.13%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.14%
41.0 97.0
117.0

m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R m e EmEaE E
57.0 132.0 6.20 6.40 6.60 6.80

m/z 69.00 16.33%

74.0
5000 98.0

llh 1 ‘M \ 158.0 189.0

I T
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.25 ng 276426 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1646 (11.769 min): BF112943.D (-1643) (-) m/z 73.00 100.00%
430 | 73.0
5000 129.0 L‘
97.0 R e e R
171.0 213.1 256.2 11.40 1160 11.80 12.00
m/z 43.00 96.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 55.00 72.21%
15.0 '

-

129.0 R R A
11.40 11.60 11.80 12.00

ss60 | M/z 60.00 90.72%

5000

157.0 1g50 213.0

-

&

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid LIS B e RS
43.0 73.0 11.40 11.60 11.80 12.00
' m/z 57.00 70.88%
5000
‘ - 129.0 1710 214.0
m/z--> 20 40 60 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\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.56 3.50 ng 262540 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 20

Abundance Scan 1781 (12.563 min): BF112943.D (-1777) (-) m/z 42.95 100.00%

430 730

5000

:

12.20 12.40 12.60 12.80
m/z 72.95 < 92.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43.0 730
5000 LA L L L L L B
1290 12.20 12.40 12.60 12.80
: 284.0 m/z 56.95 84.76%
97.0 185.0 241.0
18. 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
B B e N R
12.20 12.40 12.60 12.80
5000 129.0 m/z 59.95 82.45%
83.0
157.0 185.0 213.0 256.0
|
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S AT T T T TR
43.0 ,73.0 12.20 12.40 12.60 12.80
m/z 55.00 61.33%
..1.5.'?....,... R e EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Dodecanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.74 ng 281064 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 72
4 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 64
5 Tridecane 184 C13H28 000629-50-5 62
Abundance Scan 1979 (13.727 min): BF112943.D (-1975) (-) 57.00 100.00%

.0

5000

13 40 13.60 13.80 14.00
1989 1831 2078 281.0 m/z 43.00 73.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119526: 1-Dodecanol, 2-hexyl-

5000 L R
13.40 13.60 13.80 14.00

29.0 m/z 70.95 58.24%

139.0 167.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95993: 1-Decanol, 2-hexyl-
57.0
_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—r

13.40 13.60 13.80 14.00
5000 m/z 54.95 42 _07%

29.0 :
Lo 139.0 168.0 196.0 224.0
T A
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #185101: 1-Octadecanesulphonyl chloride o EIME S L A,
57.0 13. 40 13. 60 13. 80 14. 00
m/z 85.00 40.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

5000

111.0133.0 1610
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.04 2.32 ng 174352 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2032 (14.039 min): BF112943.D (-2029) (-) m/z 57.00 100.00%
57.0
5000 85.0
141 0 13.80 14.00 14.20 14.40
|, '114 ) N S m/z 71.00 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 U UM SN IR B
13.80 14.00 14.20 14.40
0.0 130 m/z 43.00 66.83%
| |L,J}ﬂmwMWMEmm02%0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
" 13.80 14.00 14.20 14.40
5000 85.0 m/z 85.00 50.20%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> éo 160 150 260 2%0 360 350
Abundance #94346: Heptadecane
57.0 13.80 14.00 14.20 14.40
m/z 41.00 22.65%
85.0
5000
29.0

| F13°14101690197o 240.0

m/z--> 50 100 150 200 250 300 350 13.80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .34 3.72 ng 279182 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 2083 (14.339 min): BF112943.D (-2081) (-) m/z 57.00 100.00%

57.0

5000 q
99.0

14.00 14.20 14.40 14.60

141.1
b g P e 2et0 m/z 71.00 61.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

57.0

5000 A RERRaE
14.00 14.20 14.40 14.60

99.0 m/z 43.00 59.33%

2500, | J | }4}9 183.0 225.0 296.0
T pt T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—r

14.00 14.20 14.40 14.60

5000 m/z 85.00 44.94%
99.0
25/0 | ), 141.0 183.0 2250 281.0 337.0 394.0
T B B o o o e e B e e e B I o e A I
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 14.00 14.20 14.40 14.60

m/z 41.00 19.56%

5000
AN
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220

m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 7.31 ng 402742 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2134 (14.639 min): BF112943.D (-2130) (-) m/z 56.95 100.00%
57.0
5000
%l 14.40 14.60 14.80 15.00
141.1 - - - -
ol 'y ll b 8L 2251 2671 "m/z 71.00 66.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 IR U BN BN B
14.40 14.60 14.80 15.00
99.0 m/z 43.00 60.26%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.00 48.71%
99.0
Cl Ll 2o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0 14.40 14.60 14.80 15.00
m/z 55.00 20.50%
5000
99.0
27,00 | | | | 1410 1830 2250 2810  337.0 394.0

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Supraene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.39 ng 131595 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 2146 (14.710 min): BF112943.D (-2142) (-) m/z 69.00 100.00%
69.0

07.0137.1 1440 14560 1480 1500

.?8.|9 s j,'l. idy 120 2211 282 | "m/z 81.00 53.03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000
14.40 14.60 14.80 15.00
m/z 41.00 24.68%

137.0
29.o|. L }070 . 191.0 231.0 273.0 341.0 410.0
R ....,....,....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

14.40 14. 60 14. 80 15.00

5000 m/z 95.00 13.95%
137.0
| }07 0™~/ 191.0 231.0 273.0 341.0 410.0
i e IR e e L oo o e DA
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L B i e e e
69.0 14. 40 14. 60 14. 80 15. OO

m/z 68.00 13.47%

5000
111
2%‘9\ "‘ Bl w A ]r L 1920 231.0 273.0 315.0 384.0
e T T e T e S e e

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .96 8.07 ng 444141 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2189 (14.963 min): BF112943.D (-2183) (-) m/z 57.00 100.00%
57.0
5000
%90 14.60 14.80 15.00 15.20
411 . . : :
Y JI“ 831 2251 671 m/z 71.00 70.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.00 58.37%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #175557: Tetracosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.00 50.82%
99.0
25/0 ‘ |, 1410 1830 225.0 267.0 338.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.40%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220 JH.J
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(')0 14 60 14. 80 15. oo 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 7.27 ng 400466 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2318 (15.721 min): BF112943.D (-2311) (-) m/z 57.00 100.00%
57.0
5000
%90 15.40 15.60 15.80 16.00
141 1 . . . .
N .J.||, Ly 831 2242 2672 ' "m/z 71.00 66.03%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 43.00 53.74%
27r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 84.95 52.75%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #194493: Hexacosane
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22.28%
5000
99.0

Cl Ll 1o 1830 2250 267.0 309.0  367.0

m/z--> 50 100 150 200 250 300 350 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030819\
Data File : BF112943.D

Aca On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.18 5.39 ng 296884 Perylene-di12 15.26
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2396 (16.180 min): BF112943.D (-2390) (-) m/z 57.00 100.00%
57.0
5000 fl ”
e 15130 16,00 16,20 1640
41.1 : : : :
o|,l .J.|| L4 1831 2251 209 p U 71.00  71.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.80 16.00 16.20 16.40
99.0 m/z 43.00 60.87%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.00 58.23%
99.0
27,0 ] | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #194499: Eicosane, 7-hexyl- S B e B R B R
57.0 15.80 16.00 16.20 16.40
m/z 55.05 20.35%
- LLW
99.0
LLod )y 1410 18202170 24902810 3270
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030819\
Data File : BF112943.D

Acq On : 8 Mar 2019 14:44

Operator : JU/SJ

Sample : K1783-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 67.8 ng 3799250 1 6.73 1120950 20.0
n-Hexadecanoic acid 11.77 3.3 ng 276426 4 11.23 1703210 20.0
Octadecanoic acid 12.56 3.5 ng 262540 5 13.86 1501370 20.0
1-Dodecanol, 2-he... 13.73 3.7 ng 281064 5 13.86 1501370 20.0
Heneicosane 14 .04 2.3 ng 174352 5 13.86 1501370 20.0
Triacontane 14 .34 3.7 ng 279182 5 13.86 1501370 20.0
Heptadecane, 9-oc... 14.64 7.3 ng 402742 6 15.26 1101240 20.0
Supraene 14.71 2.4 ng 131595 6 15.26 1101240 20.0
Tetracosane 14.96 8.1 ng 444141 6 15.26 1101240 20.0
Octacosane 15.72 7.3 ng 400466 6 15.26 1101240 20.0
2-methyloctacosane 16.18 5.4 ng 296884 6 15.26 1101240 20.0
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