LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118699.D
Aca On > 24 Jan 2020 21:35 Instrument :
Operator : CG/JU E?Afs el
- _ lentosampleld :
3?22'6 : L1242-12 20200065-AMENDED-COMP-3
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012020.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 2.140 3 9 18 rVB 958948 1320506 11.95% 2.704%
2 5.110 502 514 517 rBVY 5627194 11049306 100.00% 22.627%
3 5.481 572 577 581 rVB 243068 208487 1.89% 0.427%
4 6.487 743 748 758 rBV3 1626834 1829251 16.56% 3.746%
5 6.863 808 812 816 rBVY 1774992 1414896 12.81% 2.897%
6 7.022 835 839 842 rVB 4475211 3740247 33.85% 7 .659%
7 7.257 873 879 885 rVB 374181 315996 2.86% 0.647%
8 7.422 902 907 910 rBVY 3105281 2822803 25.55% 5.781%
9 7.575 929 933 936 rBY 1206599 1003840 9.09% 2.056%
10 8.145 1026 1030 1033 rBY 2264114 1861669 16.85% 3.812%

11 9.222 1208 1213 1216 rBV 4862190 4664126 42.21% 9.551%
12 9.610 1275 1279 1284 rVB 875739 746364 6.75% 1.528%
13 9.898 1324 1328 1331 rBV 2623054 2187951 19.80% 4.481%
14 10.798 1478 1481 1490 rVB3 248571 321948 2.91% 0.659%
15 10.869 1490 1493 1495 rBvV 139850 120658 1.09% 0.247%

16 11.045 1520 1523 1526 rVV3 124219 131844 1.19% 0.270%
17 11.239 1552 1556 1561 rBv4 225839 264167 2.39% 0.541%
18 11.380 1576 1580 1583 rBV 2529268 2177250 19.70% 4._.459%
19 11.404 1583 1584 1587 rVV 249321 149571 1.35% 0.306%
20 11.604 1615 1618 1621 rBV 119416 120205 1.09% 0.246%

21 11.904 1667 1669 1674 rBV3 117145 131602 1.19% 0.270%
22 11.998 1682 1685 1693 rVB 111601 158466 1.43% 0.325%
23 12.592 1783 1786 1791 rBV 575637 453837 4.11% 0.929%
24 12.821 1819 1825 1827 rBV2 419839 462261 4.18% 0.947%
25 12.963 1845 1849 1853 rVB 5064596 4591126 41.55% 9.402%

26 13.857 1998 2001 2007 rBV 629481 677500 6.13% 1.387%
27 14.015 2022 2028 2031 rBV 2016298 2087249 18.89%% 4._.274%
28 14.039 2031 2032 2040 rVB 230255 155130 1.40% 0.318%
29 14.180 2054 2056 2061 rVvB2 125779 118096 1.07% 0.242%
30 14.486 2105 2108 2113 rBV2 201746 219662 1.99% 0.450%

31 14.792 2157 2160 2167 rVB 193548 227488 2.06% 0.466%
32 14.868 2170 2173 2177 rVB 193732 190743 1.73% 0.391%
33 15.051 2200 2204 2207 rBV 165183 243692 2.21% 0.499%
34 15.133 2214 2218 2221 rBV 178741 216373 1.96% 0.443%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

3?22'6 : L1242-12 20200065-AMENDED-COMP-3
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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.351 2253 2255 2263 rVB 104601 145399 1.32% 0.298%
36 15.415 2263 2266 2271 rVB 128194 145801 1.32% 0.299%
37 15.480 2272 2277 2281 rBV 1383842 1813698 16.41% 3.714%

38 15.509 2281 2282 2290 rVB 188048 207456 1.88% 0.425%
39 15.951 2354 2357 2362 rVB 106821 134990 1.22% 0.276%

Sum of corrected areas: 48831654
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118699.D
5111

5000000
7.02
4000000

7.42
3000000

2000000
649 686

7.57

10000007

. 5/.\48 'L J L A

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF118699.D

5000000 9.22

4000000

3000000

9.90 11.38

2000000

1000000

10,8%71.051.22.4011 69 1118000
04

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: BF118699.D

5000000

4000000

3000000

14.02

2000000

1000000

orYr7—7——

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 18.67 ng 1320510 1,4-Dichlorobenzene-d4 6.86
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 9 (2.140 min): BF118699.D (-3) (-) m/z 73.05 100.00%
7B
5000 /\
43 55 87 L —
37 | &7 220 2.30 240 2.50 2.60
Ot ot b S e M7z 43.05  32.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 UAN AR AR RS RAREE N
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.05 26.20%
0 M\\ 37\\\ 49 67,1, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 USRS AN AL LA
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 23.13%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A RRR T
73 2.20 2.30 2.40 2.50 2.60

m/z 71.10 11.17%

5000 43
58
29 ‘ 8(
‘ ‘ l

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.11 156.19 ng 11049300 1,4-Dichlorobenzene-d4 6.86
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 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 514 (5.110 min): BF118699.D (-502) (-) m/z 43.00 100.00%
43
59
5000
1ot U UL U L UL
83 480 5.00 5.20 5.40
o...,....,....,....','::..?.1.4!,...‘??....,.-...?.1...-,....,.1.?‘?,....,....,...., m/z 59.10 62.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL UL L
59 480 500 520 540
m/z 101.10 26 .44%
31 83 g3 101
0'”I”'W”'W“”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.00 17.05%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e b e
59 480 5.00 5.20 5.40
m/z 41.05 9.86%
5000 41
68
0 150 . 126 147
'”P'”P”'P”W'“W”'W“'W”“I””P'”P”'P”W'”W”'W””I AR LA R LR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Lenthionine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.96 ng 321948 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 94
2 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 45
3 Phenvlphosphonous acid 142 C6H702P 001779-48-2 33
4 Boronic acid. phenvl- 122 C6H7B0O2 000098-80-6 9
5 Methylthiophosphonamidic acid, S... 125 C2H8NOPS 1000306-03-2 9
Abundance Scan 1481 (10.798 min): BF118699.D (-1478) (-) m/z 141.90 100.00%
78 142
45 124
5000
188
64 ‘
96 110 10.40 10.60 10.80 11.00 11.20
o 22 et LRI L Ta/z 77.95  94.23%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #51806: Lenthionine
78 142
124
5000 45 188 AR TSRUURRA SRR I
1040 10.60 10.80 11.00 11.20
64 110 m/z 123.90 57.16%
32 ‘ ‘ 96 ‘ ‘ 156 |
TR S I B e S
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
45 78
10.40 10.60 10.80 11.00 11.20
5000 60 124 170 m/z 45.00 53.40%
32
L L S L WL L B WL L BN B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19486: Phenylphosphonous acid
142 10.40 10.60 10.80 11.00 11.20
78 m/z 46.00 38.15%
5000
39
0||28|| |94|.::-0|3|||il?4:|||‘|||||||||||||||| A P
mz-> 20 60 80 100 120 140 160 180 200 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 unknownll.24 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.43 ng 264167 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-chloro- 108 C3H5CI02 000598-78-7 14
2 Thiophene. 2-methvl-5-propvl- 140 C8H12S 033933-73-2 10
3 Vinvisulfonamide 107 C2H5NO02S 002386-58-5 10
4 (SY-(-)-2-Chloropropionic acid 108 C3H5CI102 029617-66-1 10
5 Tetrazolo[1,5-b]pyridazine 121 C4H3N5 000274-89-5 10
Abundance Scan 1556 (11.239 min): BF118699.D (-1552) (-) m/z 141.90 100.00%
142
43 111
78
5000 64 178 506
95 163
125 195 11.00 11.20 11.40 11.60
0 m/z 111.00 76.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5219: Propanoic acid, 2-chloro-
27
64
5000 45 LSRN S FULRLE UL I
11.00 11.20 11.40 11.60
m/z 43.00 72.10%
ot e o1 8
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
11,00 11.20 11,40 11.60
5000 m/z 78.00 56.71%
140
. 271 4 59 7T g7 123
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5123: Vinylsulfonamide
27 11.00 11.20 11.40 11.60
43 6 m/z 63.90 46.81%
5000
1 80 91
o.uu,JH.JNHJ,J”.l”..,”..,”..“...“...“..w.... MM
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

Sample : L1242-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosyl formate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 6.49 ng 677500 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Cvclopentadecane 210 C15H30 000295-48-7 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
5 n-Nonadecanol- 284 C19H400 001454-84-8 94

Abundance Scan 2002 (13.863 min): BF118699.D (-1998) (-) m/z 57.10 100.00%
87 g3
5000 11
U DU BN SURIUR SR
3 { 139 148 230 280 13.60 13.80 14.00 14.20
I ' A3 apod 190 A0, 263200301 328 386 | 77 43.05  83.27%
m/z--> 50 150 200 250 300 350
Abundance #177132 1-Heneicosyl formate
57
5000 L SN SR SULRUL I
13.60 13.80 14.00 14.20
m/z 83.10 80.44%
. | \‘ ‘ L LM 167 196 220 266 294 spa3s0
m/z--> 50 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 72 .68%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane B B e B R B
556 13.60 13.80 14.00 14.20
83 m/z 97.10 70.26%
5000
29 111
‘ | 139 182 210
0..“..ﬂ {” L‘z — e
m/z--> 50 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.49 2.10 ng 219662 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Tetracosane 338 C24H50 000646-31-1 92
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 87
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 87

Abundance Scan 2109 (14.492 min): BF118699.D (-2105) (-) m/z 57.10 100.00%
57
85
5000
35155 196 14.20 14.40 14.60 14.80
I 29 m/z 71.10 79.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 AR L SO B
14.20 14.40 14.60 14.80
29 m/z 43.05 71.55%
0 .Iﬂlglhlwlmlﬂlj?d}?ﬁ‘}§9l}9jl. 240 S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
1420 14.40 14.60 14.80
5000 P m/z 85.10 65.49%
29
o 113 141 169 197 205 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl- O B .
43 14.20 14.40 14.60 14.80
m/z 83.10 35.43%
71
5000
99 210
ol l J L 127195 182 " 239 267 206 323
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.51 ng 227488 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2160 (14.792 min): BF118699.D (-2157) (-) m/z 57.05 100.00%
57
85
5000
113 14.40 14.60 14.80 15.00 15.20
141 169 256
ol \ .|| bl a2 297216 7, 286 309330301370 | 'm/z 71.10  75.33%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 LN B B B B
14. 40 14. 60 14. 80 15. oo 15. 20
m/z 43.10 62.91%
29 113
0 o ‘ H\ A H‘ \\ - 1“11 ‘169 197 225 254
m/z--> 55 100 1%0 260 2%0 300 3éo
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 57.17%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3éo
Abundance #194493: Hexacosane [TT T T[T T[T T [ TTrr [T
57 14.40 14.60 14.80 15.00 15.20
m/z 69.10 28.78%
5000 85
. 2?‘ j ”1}311§1‘1§9 197 225 253 295 323 367
m/z--> % m @ ﬁ 250 ﬁ @ ' Mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.10 ng 190743 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 83
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 59
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
Abundance Scan 2173 (14.868 min): BF118699.D (-2170) (-) m/z 69.10 100.00%
69
5000 ,,AAwmﬂr,~/ﬁ“Akm,N.~A~W~,Jw
i 14180 1480 15,00 1520
ol ,|.|.l,| '| e l161 101214234256 280302 326347367 | "m/z 81.10 51.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 LI BULI BULLLE UL B
a1 14,60 14.80 15.00 15.20
95 11 m/z 41.10 20.29%
0 L “M il ‘9 175 203 231 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 m/z 95.10 12.21%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
R R N A P e
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- R EEEEE RS
69 14.60 14.80 15.00 15.20
m/z 68.10 11.50%
- Am~A*ﬂwdewﬁUAxawrwwﬂtxwwwv
41
136
fo) TR 1N J A %5 11% h 175 231
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118699.D

Aca On : 24 Jan 2020 21:35

Operator : CG/JU

ﬁ?ggle : L1242-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.39 ng 216373 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91
Abundance Scan 2217 (15.127 min): BF118699.D (-2214) (-) m/z 57.10 100.00%
g7
85
5000

268 14.80 15.00 15.20 15.40
141 182 207 230 311332
ol | ,I. L ll " P 2627 219 ) 287 311372 398 384 m/z 71.10 70.79%

m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LN L L L L L LB L |
14.80 15.00 15.20 15.40
m/z 43.10 59.72%
113
0 | h M i J ] ‘141 183 211 239 267 296
—— I B e T B B e e e o e o e |
m/z--> 50 100 150 200 250 300 350
Abundance
57
I AEEsEs s EaE
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 55.48%
29
o 113 141 169 197 205 268
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R AEmEEEE L
57 14.80 15.00 15.20 15.40
m/z 55.05 20.33%
5000 85
113
N ] L1 (141 169 197 225 267 205 365 393
e L e e e BN i m e R AEEsEEEEaE
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF012420\

Data File : BF118699.D

Acq On > 24 Jan 2020 21:35

Operator : CG/JU

3?22'6 - Ll24z-12 20200065-AMENDED-COMP-3
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
Butane, 2-methoxy... 2.14 18.7 ng 1320510 1 6.86 1414900 20.0
2-Pentanone, 4-hy... 5.11 156.2 ng 11049300 1 6.86 1414900 20.0
Lenthionine 10.80 3.0 ng 321948 4 11.38 2177250 20.0
unknownll.24 11.24 2.4 ng 264167 4 11.38 2177250 20.0
1-Heneicosyl formate 13.86 6.5 ng 677500 5 14.02 2087250 20.0
Heptadecane 14.49 2.1 ng 219662 5 14.02 2087250 20.0
Octadecane 14.79 2.5 ng 227488 6 15.48 1813700 20.0
Squalene 14.87 2.1 ng 190743 6 15.48 1813700 20.0
Heptadecane, 2,6,... 15.13 2.4 ng 216373 6 15.48 1813700 20.0
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