LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 2.905 132 139 148 rVB 85385 149701 1.27% 0.215%
2 5.428 564 568 572 rBVY 3018805 2986782 25.37% 4.284%
3 6.434 735 739 747 rBVY 2239884 1976570 16.79% 2.835%
4 6.810 799 803 807 rVB 1979278 1647764 13.99% 2.364%
5 6.969 826 830 834 rVB 6090538 5737520 48.73% 8.230%
6 7.375 893 899 902 rBVY 4333953 4814793 40.89% 6.906%
7 8.092 1016 1021 1024 rBvV 2517356 2238031 19.01% 3.210%
8 8.475 1082 1086 1091 rVB 156736 151614 1.29% 0.217%
9 8.604 1103 1108 1111 rBV 124890 118030 1.00% 0.169%
10 9.169 1198 1204 1208 rBvY 8557206 9670166 82.13% 13.871%

11 9.286 1216 1224 1228 rBV 728804 727917 6.18% 1.044%
12 9.557 1266 1270 1274 rBV 585069 482372 4_.10% 0.692%
13 9.845 1314 1319 1323 rBV 3209150 2874147 24.41% 4.123%
14 10.633 1447 1453 1456 rBV 5319425 5212510 44.27% 7.477%
15 11.328 1566 1571 1575 rBV 3457426 3116168 26.47% 4._.470%

16 11.563 1605 1611 1620 rBV2 69629 131613 1.12% 0.189%
17 11.780 1645 1648 1654 rBV 175105 215151 1.83% 0.309%
18 11.863 1657 1662 1676 rVV 1468275 1786341 15.17% 2.562%
19 12.563 1776 1781 1791 rBV5 144359 284046 2.41% 0.407%
20 12.645 1791 1795 1806 rVvVv 628523 690351 5.86% 0.990%

21 12.922 1835 1842 1845 rBV 10332079 11774147 100.00% 16.889%
22 13.816 1990 1994 2009 rBV 593453 799876 6.79% 1.147%
23 13.963 2014 2019 2023 rBV 3322478 3036509 25.79% 4 _.356%
24 14.133 2044 2048 2052 rBV 398461 346098 2.94% 0.496%
25 14.439 2096 2100 2113 rBV 645757 594591 5.05% 0.853%

26 14.739 2147 2151 2159 rVB 803827 770021 6.54% 1.105%
27 14.816 2159 2164 2170 rBV 1582523 1625137 13.80% 2.331%
28 15.068 2202 2207 2218 rBV 751877 886318 7.53% 1.271%
29 15.404 2258 2264 2267 rBV 2021630 2574993 21.87% 3.694%
30 15.439 2267 2270 2282 rVB 656765 888774 7.55% 1.275%

31 15.868 2336 2343 2351 rBV 423873 705885 6.00% 1.013%
32 16.357 2420 2426 2443 rVB 214801 425142 3.61% 0.610%
33 16.604 2462 2468 2478 rBV5 64208 129144 1.10% 0.185%
34 16.933 2517 2524 2531 rBV3 64943 147037 1.25% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 69715259
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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: BF118805.D
1e+07

8000000

6.97
6000000

4000000
5.43

2000000

e

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: BF118805.D
1e+07 12.92

9.17
8000000

6000000 10.63

4000000
0.85 11.33

2000000 11.86

9.29 g5g 12.65
8.48.60 j\ \ 11.5611.7) 12.

A
LI E —

1 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: BF118805.D
1e+07

8000000
6000000

4000000 13.96

2000000 14.82

13.82 14.44 14 15.07 44
- 15.87
0-—4 | A 16,36 16.60 16.93

v 1
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 8

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

9.29 5.07 ng 727917 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 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 42

Abundance Scan 1225 (9.292 mina): BF118805.D (-1216) (-) m/z 109.10 100.00%
43 109
151
5000
57 69 8 .00 9.20 9.40 9.60
Doolul ol g7 [) 128137 | 169 300
O o e e B e T B R m/z 43.00 97 .94%
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 IR R R
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.10 71.89%
169
ol 15 P ,.|| eelle ,.|,|., ,..||.,| LAl T~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
9.0 920 9.40 9.60
5000 151 m/z 41.10 20.52%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide I REEEE R R R e e
109 9.00 9.20 9.40 9.60
m/z 69.10 16.62%
5000 151
93 122
32 9 |l ‘ 134
G R R S S W B B S WA WA RS R R LR
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\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 11.47 ng 1786340 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 1662 (11.863 min): BF118805.D (-1657) (-) m/z 73.00 100.00%

7B
43

5000

213 PSS AN
11.60 11.80 12.00 12.20

157 185

0 m/z 43.05 81.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 6
5000 129

11.60 11.80 12.00 12.20
256 m/z 60.00 80.40%

157 1g5 213

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 I\_IIIIIIIIIIIIIIIIIIIIIII
11.60 11.80 12.00 12.20
5000 129 m/z 41.05 64.62%
171
27 97 214
o 113 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73 11.60 11.80 12.00 12.20
23 m/z 57.05 64.11%
5000 129
‘ 185 228
i |
o 1 A .”...ﬁ,m..%?glﬁ?...” N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.65 4_.55 ng 690351 Chrysene-di12 13.96
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 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1796 (12.651 min): BF118805.D (-1791) (-) m/z 73.00 100.00%

73
43

5000

—

/\
LI L e O B

12.40 12.60 12.80 13.00
m/z 43.10 82.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

43 §

-

12.40 12.60 12.80 13.00
m/z 59.95 72.93%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> R IR BN SRR B
12.40 12.60 12.80 13.00
5000 129 m/z 57.05 67.82%
o7 87 115 143157171185199 242
o 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B AEEEES LR et
73 12.40 12.60 12.80 13.00
43 m/z 41.05 65.25%
5
5000 129
185 228
| m | 15 | 143157171 | 199
0”'“” I\Ilnlw H ”“H\”\I\‘I |“|‘||‘||||‘|‘|‘||||||‘|||||||||||| N e e e
SRR RIS SRS B T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.27 ng 799876 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
4 1-Eicosene 280 C20H40 003452-07-1 83
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
Abundance Scan 1995 (13.821 min): BF118805.D (-1990) (-) m/z 57.05 100.00%
57
5000
111
141 248 13.60 13.80 14.00 14.20
o....,...,.LJl..,?6.8..,2:1.6..,..25.‘0.,....,....,....,. m/z 43.05  73.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol

5b

o)
5000
29
oL, J139 167 196 _ 238 266 294

13.60 13.80 14.00 14.20
m/z 71.05 66.99%

m/z--> 50 150 200 250 300 350 400 450
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 85.10 52.10%
29 111
196
. 139 168 227 5eg
T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57 13.60 13.80 14.00 14.20
m/z 83.05 51.64%
97
5000
125
o ZP‘ ¥ J J‘l153 181 224250 280 308 353 454
IIII|IIII|IIII|III|IIII|IIII|IIII|IIII|IIII|I _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.28 ng 346098 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2047 (14.127 min): BF118805.D (-2044) (-) m/z 57.05 100.00%
57
85
5000

| 141 169 107 13.80 14.00 14.20 14.40
N -1] e = L . E— m/z 71.10 79.77%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85
5000 LI L L L LB L LB BN |
13.80 14.00 14.20 14.40
m/z 43.05 67.14%
29 | ]113 141 169
ol w7 109 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.05 53.76%
29
. 13 141 160 107 225 253 295 323 367
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- R o e o R
57 13.80 14.00 14.20 14.40
m/z 41.05 25.17%
5000 85
113
oL 3 J} Lo 14 182 21 252 281 308 337
— e T 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\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.92 ng 594591 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2100 (14.439 min): BF118805.D (-2096) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
ol .l, Al '] ll.-l a7 289 267 309 m/z 71.05 77.08%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B B I B
14.20 14.40 14.60 14.80
m/z 85.10 59.08%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 1%0 260 2%0 360 350
Abundance
57
o " 14.20 14.40 14.60 14.80
5000 m/z 43.05 59.00%
29
0 13 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57 14.20 14.40 14.60 14.80
m/z 55.05 22.18%
5000 85
oL 3 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 14'20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.74 5.98 ng 770021 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2151 (14.739 min): BF118805.D (-2147) (-) m/z 57.10 100.00%
57
85
5000
| J N d1}3 141 169 107 225 253 205 337 14.40 14.60 14.80 15.00
T e m/z 71.05 77 .99%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.05 60.39%
oL2e ||| 14 160 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 57 .64%
113
L A0 197 225 gy 22
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00
m/z 54.95 23.04%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
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\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.82 12.62 ng 1625140 Perylene-d12 15.40
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 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52
Abundance Scan 2165 (14.821 min): BF118805.D (-2159) (-) m/z 69.05 100.00%
69
5000
41
95 137
14.60 14.80 15.00 15.20
ol Ll gap i, 175203 231 273299 341367 410 o7 gy 05 53.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 R U L SRR B
a1 14.60 14.80 15.00 15.20
95 101 m/z 41.05 20.80%
o bl L M0 175 208 231 273209 341367 410
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 16.00%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
L I L L DL L DL UL L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- BLELELES B LU L S
69 14.60 14.80 15.00 15.20
a1 m/z 137.10 12.90%
5000
95 123
S o A [ SR | R
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF020320.-M Wed Feb 05 16:33:37 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.07 6.88 ng 886318 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2207 (15.068 min): BF118805.D (-2202) (-) m/z 57.10 100.00%
57
85
5000
J I | 13 1 169 197 295 253 205 223 351 14.80 15.00 15.20 15.40
oL bl b WL a7 P 197 225 258 295 323 351 myz  71.05  78.93%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000
14.80 15.00 15.20 15.40
13 m/z 43.05 61.99%
o3 1)} J | M 169 197 225 253 281 309 338
m/z--> 50 160 150 260 250 360 3%0 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 58.11%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.05 23.89%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Docosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.87 5.48 ng 705885 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2343 (15.868 min): BF118805.D (-2336) (-) m/z 57.00 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
ol , s “ '| L 101211 239 267 295 323 365 | n/z 71.05  78.97%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000
15.60 15.80 16.00 16.20
- m/z 43.05 59.78%
ol | ﬂ1}3‘1?1d169 197 225 253 338
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 59.70%
. 29 113 141 169 197 225 253 281 310
m/z--> 55 160 150 260 250 300 3éo
Abundance #209566: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.05 22.31%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1560 1580 1600 1620

8270-BF020320.-M Wed Feb 05 16:33:38 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020420\
Data File : BF118805.D

Aca On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.36 3.30 ng 425142 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2427 (16.362 min): BF118805.D (-2420) (-) m/z 57.10 100.00%

5000

16.00 16.20 16.40 16.60
m/z 71.10 76.71%

o 141 183 201053 295 355

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175558: Tetracosane
5|7

5000
16.00 16.20 16.40 16.60

99 m/z 85.05 58.75%
41 183 225 67 338

Oty P e e e e e e e e
m/z--> 0O 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 56.42%

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

33

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T T T e T R
57 16.00 16.20 16.40 16.60
m/z 55.00 23.56%
5000
99
0l_26, | | 141 183 225 267 309 365
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020420\
Data File : BF118805.D

Acq On : 4 Feb 2020 16:50

Operator : CG/JU

Sample : PB126588BL

Misc :

ALS Vial : 7 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 5.1 ng 727917 3 9.85 2874150 20.0
n-Hexadecanoic acid 11.86 11.5 ng 1786340 4 11.33 3116170 20.0
Octadecanoic acid 12.65 4.5 ng 690351 5 13.96 3036510 20.0
1-Heneicosanol 13.82 5.3 ng 799876 5 13.96 3036510 20.0
Heneicosane 14.13 2.3 ng 346098 5 13.96 3036510 20.0
Hexacosane 14.44 3.9 ng 594591 5 13.96 3036510 20.0
Hexadecane 14.74 6.0 ng 770021 6 15.40 2574990 20.0
Squalene 14.82 12.6 ng 1625140 6 15.40 2574990 20.0
2-methyloctacosane 15.07 6.9 ng 886318 6 15.40 2574990 20.0
Docosane 15.87 5.5 ng 705885 6 15.40 2574990 20.0
Tetratetracontane 16.36 3.3 ng 425142 6 15.40 2574990 20.0
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