LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 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-BF020320.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 2.857 123 131 138 rBvY 59647 107880 1.18% 0.167%
2 5.428 564 568 581 rVB 2255191 2155080 23.58% 3.343%
3 6.434 735 739 748 rBVY 1522869 1375854 15.06% 2.134%
4 6.810 799 803 807 rVB 1435619 1175578 12.86% 1.824%
5 6.969 826 830 834 rBVY 4695490 4168158 45.61% 6.466%
6 7.375 893 899 902 rBVY 3313712 3429204 37.53% 5.320%
7 8.092 1017 1021 1025 rBVvV 1840462 1554210 17.01% 2.411%
8 8.481 1083 1087 1092 rBV 120490 119949 1.31% 0.186%
9 9.169 1199 1204 1208 rBVY 6701578 6740929 73.77% 10.457%
10 9.286 1219 1224 1230 rVB 457785 489972 5.36% 0.760%

11 9.557 1263 1270 1274 rBV 354327 332597 3.64% 0.516%
12 9.845 1315 1319 1330 rBV 2155948 1949487 21.33% 3.024%
13 10.633 1448 1453 1456 rBV 4011389 3703873 40.53% 5.746%
14 10.998 1508 1515 1521 rBV 121487 129957 1.42% 0.202%
15 11.327 1567 1571 1575 rBV 2318297 2201984 24.10% 3.416%

16 11.439 1586 1590 1597 rBV 84724 102340 1.12% 0.159%
17 11.563 1605 1611 1619 rBV3 107524 150181 1.64% 0.233%
18 11.786 1645 1649 1654 rBV 186216 229712 2.51% 0.356%
19 11.863 1656 1662 1676 rVV 1484741 2073263 22.69% 3.216%
20 12.563 1770 1781 1789 rBV5 178526 413836 4_.53% 0.642%

21 12.645 1790 1795 1808 rVvVv 847323 954201 10.44% 1.480%
22 12.921 1836 1842 1845 rBV 8315608 9138094 100.00% 14.176%
23 13.380 1915 1920 1928 rVB3 71663 124770 1.37% 0.194%
24 13.492 1936 1939 1942 rVB 112690 93766 1.03% 0.145%
25 13.763 1978 1985 1988 rBV 191300 258080 2.82% 0.400%

26 13.815 1988 1994 1996 rBV2 791896 1302181 14.25% 2.020%
27 13.963 2013 2019 2023 rBV 2511859 2622918 28.70% 4_.069%
28 14.133 2044 2048 2055 rBV 670061 637259 6.97% 0.989%
29 14.439 2095 2100 2108 rVB 1317870 1320931 14.46% 2.049%
30 14.739 2142 2151 2160 rBV 1816415 2153516 23.57% 3.341%

31 14.815 2160 2164 2170 rVB 1380138 1355809 14.84% 2.103%
32 15.074 2202 2208 2217 rVB 1972905 2469362 27.02% 3.831%
33 15.409 2259 2265 2268 rBV 2058286 2694875 29.49% 4.181%
34 15.445 2268 2271 2283 rVB 1890114 2442988 26.73% 3.790%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.868 2336 2343 2349 rBV 1247328 2016862 22.07% 3.129%

36 15.921 2349 2352 2360 rVB3 73857 148452 1.62% 0.230%
37 16.280 2409 2413 2419 rVB7 60275 97262 1.06% 0.151%
38 16.362 2420 2427 2436 rVB 621320 1168553 12.79% 1.813%
39 16.604 2463 2468 2478 rVB5 78727 173945 1.90% 0.270%
40 16.939 2519 2525 2535 rVB2 186396 398736 4_36% 0.619%

41 17.421 2604 2607 2618 rVB2 40970 109188 1.19% 0.169%
42 17.621 2636 2641 2649 rVB3 74984 174603 1.91% 0.271%

Sum of corrected areas: 64460395
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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: BF118823.D
8000000

6000000
6.97

4000000

2000000 6.43

e e 1

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: BF118823.D

8000000 1392

9.17

6000000

4000000 10.63

9.85 11.33

8.09
2000000 11.86

12,64
9.29
8.48 9.2 J 100 |h14a.561L 13{:&
0

T T
Time--> 8.00 8.50 9.00 9.5 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118823.D

8000000

—

6000000

4000000

13.96
2000000

13.82| 14.13

3349 13. 16.60 1694 17.4217.62

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\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 11

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

9.29 5.03 ng 489972 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 68
2 Metacetamol 151 C8HONO2 000621-42-1 64
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 47
5 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 46

Abundance Scan 1225 (9.292 mina): BF118823.D (-1219) (-) m/z 109.10 100.00%
43 109
151
5000
A
69 U R R R
| | | | o7 |, 128 137 169 9.00 9.20 9.40 9.60
! m/z 43.00 92 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RN N R A
9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 71.03%

123 169
o3 2l il al g B | M e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109

9.00 9.20 9.40 9.60

5000 151 m/z 41.05 20.57%
43
80
0 15 27 54 65 91 122 135
LI L B B B B B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide L B L L B B
109 9.00 9.20 9.40 9.60

m/z 84.95 16.18%

5000 151
o3 122
32 79 | ‘ 134
N R B R e
I I I | I I I I I I I

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 cis-9-Hexadecenoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.09 ng 229712 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 64
4 13-Borabicvclol7.3.01tridecane. ... 236 C15H29BO 1000156-41-7 64
5 1-Hexadecanol 242 C16H340 036653-82-4 55
Abundance Scan 1650 (11.792 min): BF118823.D (-1645) (-) m/z 55.00 100.00%

5000
110123

138152 0c )0 104007 230 11.40 11.60 11.80 12.00 12.20

m/z 41.05 72 .26%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid

5000
11.40 11.60 11.80 12.00 12.20

m/z 69.00 67.77%

124137 152165 179 194907 291 236

o 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 95
11.40 11.60 11.80 12.00 12.20
5000 69 m/z 43.00 60.37%
83 97
111124 236
o 138152165179192 218 254
T T e T T e e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid
55 69 11.40 11.60 11.80 12.00 12.20
m/z 83.05 58.19%
83
5000 97
4 124137 152 23
A— ) 165179192 207291
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.86 18.83 ng 2073260 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1662 (11.863 min): BF118823.D (-1656) (-) m/z 73.00 100.00%
3 60
5000 129

97 213 ...................

US| 14g 107171185 o 227, 256 11,60 11.80 12.00 12.20
ol 41 m/z 59.95 79.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
o Tﬂ

m/z 43.10 78 .28%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 12 m/z 41.10 65.81%
29 185 228
87 115
101 143157171 199213
O T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 64 .00%
5000 129
29 143 242
115
157171
ol 15 ‘W.n\ f *H B ‘.???229. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Oleic Acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.76 ng 413836 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 74
2 l1l4-Pentadecenoic acid 240 C15H2802 017351-34-7 74
3 1-Hexadecanol 242 C16H340 036653-82-4 70
4 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 64
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 60

Abundance Scan 1781 (12.563 min): BF118823.D (-1770) (-) m/z 55.00 100.00%

5000

8

179 202 222 264 12.20 12.40 12.60 12.80
m/z 69.00 78.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid

-

5000

12.20 12.40 12.60 12.80
m/z 41.00 75.91%

264

12913953 18019420822223650

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55
69 e
83 12.20 12.40 12.60 12.80
5000 41 m/z 43.00 57.99%
98
114 138 222

o 27 152166180 204 77 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #95980: 1-Hexadecanol T
12.20 12.40 12.60 12.80

° 69
83 m/z 83.10 54 _50%

5000

-

196

5
139154168 224

LR ma e
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\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.65 8.67 ng 954201 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 25
Abundance Scan 1796 (12.651 min): BF118823.D (-1790) (-) m/z 73.00 100.00%
43 s
57
129
5000
" 1240 1260 12.80 13.00
0 m/z 43.10 80.24%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
43 §
129
5000] 28 284 R SR BN SRR BN
12. 40 12 60 12. 80 13. 00
m/z 60.00 72.02%
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12.'40 12.|60 12.|80 13.'00
5000 0 129 m/z 57.05 68.88%
87 242
143 199
115 185
101 157171 213
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e ABRE R e e
78 12.40 12.60 12.80 13.00
43 m/z 55.05 66.27%
5
5000 129
- 185 228
01115 | 143 171
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.93 ng 1302180 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl02S 038775-38-1 81
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 78
Abundance Scan 1995 (13.821 min): BF118823.D (-1988) (-) m/z 105.00 100.00%
57 105 149
43
5000
e R e
13.60 13.80 14.00 14.20
Ol 169103105 216 288 280 m/z 57.05 88.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-
57
71
13.60 13.80 14.00 14.20
m/z 149.10 78 .46%
154168182196210224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 A
83
97 13.60 13.80 14.00 14.20
5000 m/z 43.05 62.73%

111

- 125
139154169 196210 238 45 0g3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- TR T
13.60 13.80 14.00 14.20

m/z 71.10 62 .69%

-

5000

111
29 12

5
139154168,5,19,11 227  y5g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.13 4.86 ng 637259 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2047 (14.127 min): BF118823.D (-2044) (-) m/z 57.10 100.00%
57
85
5000
13 13.80 14.00 14.20 14.40
141 169
oL, ..l,.' |10 197 295 ge7 25 0 7e 4t
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 RN AU B B
13.80 14.00 14.20 14.40
m/z 43.10 64 .83%

113
29 1
o DL L a0 oo o5 222
m/z--> 50 1 0 150 200 250 300 350
Abundance
57

13.80 14. 00 14 20 14.40

5000 85 m/z 85.05 56.15%
29 113 141
0 169 197 225 253 281 309 337 380
el e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane r , e . PP T
57 13.80 14. 00 14. 20 14. 40

m/z 41.05 24 _47%

85
5000
29 113
DL T 169 197 225 253 296

- T T TR T T

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\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .44 10.07 ng 1320930 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2100 (14.439 min): BF118823.D (-2095) (-) m/z 57.05 100.00%
57
85
5000

14.20 14.40 14.60 14.80

d 1°141 169 107 205 267

o..3.,..-. bl il ge> 267 309 387 897 m/z 71.10 78.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LI B L L L LB L LB
14.20 14.40 14.60 14.80
m/z 43.05 63.35%
29
LI 1}3J1§1 169 197 225 253 205 323 367
R e L A
miz--> 50 100 150 200 250 300 350 400
Abundance
43
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
7 14.20 14.40 14.60 14.80
5000 m/z 85.10 59.43%
99 210
0 127 155 187 239 267 206 323
e A e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane R E s  RRaEamEy
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .03%
5000 85
29
0 \‘ “ I J\ 1 J 1}3 i 141 169 197 225 268
e N e e
miz--> 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\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.74 15.98 ng 2153520 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane 268 C19H40 000629-92-5 94
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2151 (14.739 min): BF118823.D (-2142) (-) m/z 57.10 100.00%
57
85
5000
113
141 169 14.40 14.60 14.80 15.00
ol 3l i) || a7 297 225 253 281 309 337 365 394 | nzz 71 10 76.83%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 43.05 61.12%
29 13 141
oLl 1] .l i (197 225 253 282
m/z--> 55 150 200 2éo 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 57.71%
29
o 113 141 169 197 225 268
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209567: Eicosane, 9-octyl-
43 14.40 14.60 14.80 15.00
m/z 55.00 23.29%
71
5000
J 99 281
ol L L], 127 155 183 211 238 | 309 336 365 392
m/z--> 55 160 1%0 200 2éo 300 3%0 ' 14M0 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 10.06 ng 1355810 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
Abundance Scan 2165 (14.821 min): BF118823.D (-2160) (-) m/z 69.10 100.00%
69
5000
41
9% 137
14.60 14.80 15.00 15.20
ol ak d dap 0y 175203 231 273200 341367 410 o7 g1 10 52.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 LI LS B SULRLE I
a1 14.60 14.80 15.00 15.20
5 11 m/z 41.05 20.53%
oL~ JIdIIJlJ]JlJIJI 17?|2?? 231 ,.27? ??9...3?ﬁ 367 ﬁ%q
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 14:60 14.80 15.00 15.20
5000 m/z 95.05 14 .52%
41
95 137
0 117 | (163 191 217 245 273 299 341 367 410
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 e B e
69 14.60 14.80 15.00 15.20
m/z 137.10 12.61%
5000 41
93
136
ol L {} JJ Wy | JO 192 231 273 8IS 3m 984
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.07 18.33 ng 2469360 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2207 (15.068 min): BF118823.D (-2202) (-) m/z 57.05 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
I || L7, 20 197 225 253 295 323 351 319 | n7y 71.05  76.37%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.10 60.28%
. PLE L L (M8 141 160 197 205 253 296
miz--> 0 55 160 1éo 260 2%0 360 3éo
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 58.92%
o 38 M3 141 169 210 539 267 309 336 366
miz--> 0 55 160 1éo 260 250 300 3éo
Abundance #141431: Eicosane, 10-methyl-
57 14.80 15.00 15.20 15.40
m/z 55.05 22.94Y%
5000 85
o 3 I ‘ J1}3133 ?4.183 211 239 281
miz--> 0 55 160 150 200 250 300 3éo 14%0 15.00 1520 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.87 14.97 ng 2016860 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 2343 (15.868 min): BF118823.D (-2336) (-) m/z 57.05 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
ol , l| L °.297.225 253 295 337365 | sz 71.10  76.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
15.60 15.80 16.00 16.20
m/z 85.05 58.92%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 58.55%
oL 37 13 141 169 197 29 67 204 323 352
RIS UL UL UL UL S UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 15. 60 15.80 16.00 16.20
m/z 55.05 23.05%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 14 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.36 8.67 ng 1168550 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91

Abundance Scan 2427 (16.362 min): BF118823.D (-2420) (-) m/z 57.10 100.00%

5000

16.00 16.20 16.40 16.60
m/z 71.10 80.74%

o 41 183 225 267 309 351 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #94344: Heptadecane
51
5000
16.00 16.20 16.40 16.60
9 m/z 85.05 61.62%
2 ] 141 183 240
O e e o A R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.00 16.20 16.40 16.60
5000 m/z 43.05 57.94%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

33

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane I R R
517 16.00 16.20 16.40 16.60
m/z 55.00 21 .65%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020520\
Data File : BF118823.D

Aca On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 15 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.96 ng 398736 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2525 (16.939 min): BF118823.D (-2519) (-) m/z 57.00 100.00%
57
85
5000
UMV SRR UG
141 169 197 16.60 16.80 17.00 17.20
ol A .I|, L 229828188 m/z 71.05 79.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AU AR RS
16 60 16. 80 17. oo 17.20
m/z 85.05 61.11%
L2 | 1141 169 197 225 253 282
m/z--> éo 160 1éo 200 2%0 360 3%0 460 '
Abundance
57
16,60 16.80 17.00 17.20
5000 85 m/z 43.05 55.34Y%
. 29 113 141 169 197 225 253 295 323 367 4va/\w,\ﬂ\vA/\kﬁ\v%NJ,\mﬁ\,
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane R e EEAER R
57 16.60 16.80 17.00 17.20
m/z 55.05 20.99%
- T ~N~JAkwnwmpﬂ/\WN%%MJ/\Aw«N
113
o | |77, 141 169 197 225 253 281 309 337 365 437
m/z--> % ﬁo @ 2& 250 @ 3% ﬁo ! mmmmﬂmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020520\
Data File : BF118823.D

Acq On : 5 Feb 2020 11:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF020320.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]
2,4,7,9-Tetrameth. .. 9.29 5.0 ng 489972 3 9.85 1949490 20.0
cis-9-Hexadecenoi... 11.79 2.1 ng 229712 4 11.33 2201980 20.0
n-Hexadecanoic acid 11.86 18.8 ng 2073260 4 11.33 2201980 20.0
Oleic Acid 12.56 3.8 ng 413836 4 11.33 2201980 20.0
Octadecanoic acid 12.65 8.7 ng 954201 4 11.33 2201980 20.0
1-Decanol, 2-hexyl- 13.82 9.9 ng 1302180 5 13.96 2622920 20.0
Eicosane 14.13 4.9 ng 637259 5 13.96 2622920 20.0
Hexacosane 14.44 10.1 ng 1320930 5 13.96 2622920 20.0
Nonadecane 14.74 16.0 ng 2153520 6 15.41 2694880 20.0
Squalene 14.82 10.1 ng 1355810 6 15.41 2694880 20.0
Heneicosane 15.07 18.3 ng 2469360 6 15.41 2694880 20.0
Heptadecane, 9-oc... 15.87 15.0 ng 2016860 6 15.41 2694880 20.0
Heptadecane 16.36 8.7 ng 1168550 6 15.41 2694880 20.0
Hentriacontane 16.94 3.0 ng 398736 6 15.41 2694880 20.0
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