LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 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-BF031820.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 5.045 495 503 510 rBV 176744 217004 2.02% 0.292%
2 5.451 567 572 575 rBY 4168094 4011138 37.32% 5.395%
3 6.457 738 743 748 rBVY 2933215 2516475 23.41% 3.385%
4 6.663 775 778 784 rVB 219395 198914 1.85% 0.268%
5 6.840 804 808 812 rBVY 1923305 1671538 15.55% 2.248%
6 6.998 831 835 839 rVB 6925510 6920170 64.39% 9.308%
7 7.404 898 904 907 rBVY 5283063 5980665 55.64% 8.044%
8 8.128 1022 1027 1030 rBvY 2574635 2154378 20.04% 2.898%
9 9.210 1205 1211 1214 rBV 10900017 10449652 97.22% 14.055%
10 9.598 1273 1277 1280 rBV 1467373 1134936 10.56% 1.527%

11 9.886 1319 1326 1329 rBV 2995609 2474130 23.02% 3.328%
12 10.680 1454 1461 1464 rBV 6677323 7035469 65.46% 9.463%
13 11.374 1575 1579 1582 rBV 3177638 2529644 23.54% 3.402%
14 11.539 1604 1607 1612 rBV 187076 176335 1.64% 0.237%
15 11.904 1665 1669 1674 rBV 1520932 1488643 13.85% 2.002%

16 12.651 1794 1796 1799 rVB 156028 125299 1.17% 0.169%
17 12.692 1799 1803 1812 rBV 804609 853024 7.94% 1.147%
18 12.969 1845 1850 1853 rBV 10426135 10748107 100.00% 14.456%
19 13.198 1884 1889 1893 rBV3 82151 128619 1.20% 0.173%
20 13.545 1943 1948 1955 rVB4 132532 199964 1.86% 0.269%

21 13.868 1999 2003 2013 rBV 1684398 2012232 18.72% 2.706%
22 14.015 2024 2028 2032 rBV 2647394 2315297 21.54% 3.114%
23 14.192 2054 2058 2067 rVB 463326 475695 4.43% 0.640%
24 14.492 2106 2109 2119 rBV 742794 826930 7.69% 1.112%
25 14.804 2158 2162 2167 rBV 1056556 981375 9.13% 1.320%

26 14.880 2171 2175 2181 rVB 730240 721845 6.72% 0.971%
27 15.145 2216 2220 2224 rBV 991120 1067518 9.93% 1.436%
28 15.404 2258 2264 2272 rVB9 75573 188735 1.76% 0.254%
29 15.486 2272 2278 2282 rVV 1522923 1946174 18.11% 2.618%
30 15.533 2282 2286 2296 rVB 777415 1048237 9.75% 1.410%

31 15.968 2355 2360 2366 rBV 475649 750619 6.98% 1.010%
32 16.027 2366 2370 2379 rVvV 165312 339140 3.16% 0.456%
33 16.386 2427 2431 2441 rVB10 62660 118034 1.10% 0.159%
34 16.486 2442 2448 2460 rVB2 222713 430287 4._00% 0.579%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.080 2545 2549 2554 rBV2 60630 112142 1.04% 0.151%

Sum of corrected areas: 74348364
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF119488.D

1e+07

8000000
7.00

6000000
7.40

4000000
6.46

2000000

5.05

5.00
TIC: BF119488.D

0 e Ly

Time-->
Abundance

1e+07

8000000
10.68

6000000

4000000
11.37

8.13

2000000 11.90

9.60
12.69

12.65 13.20

12.00 12.50 13.00

11.54
T T T T L T

11.50

0
Time-->
Abundance

I
10.00 10.50 11.00
TIC: BF119488.D

9.50
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8000000

6000000

4000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.05 2.60 ng 217004 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 504 (5.051 min): BF119488.D (-495) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 5.00 520 5.40
83 : : : :
Ol 2L 67 73 8| 775000 58.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U UL RS A
4.80 5.00 520 5.40
59 m/z 58.00 16.76%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 5.40
5000 m/z 101.00 16.54%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e s
59 4.80 5.00 5.20 5.40
m/z 41.00 10.43%
5000
a1 101
S oY RN L. SN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 14

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

6.66 2.38 ng 198914 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
3 .beta.-Methoxvethoxvmethvl chloride 124 C4H9CIO2 003970-21-6 38
4 L-Lactic acid 90 C3H603 000079-33-4 38
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36

Abundance Scan 777 (6.657 min): BF119488.D (-775) (-) m/z 45.00 100.00%
45
5000
59
2 6.40 6.60 6.80 7.00
104 : : : :
o....,....,....,....,.|!:.,...~:,|-....,I'.-..,....,....,.:..,....,....,....,..1.4.7,... m/z 59.00 28.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 4o 6.40 6.60 6.80 7.00
m/z 72.00 17.31%
o 19 M‘ i sy 104 146
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.40 6.60 6.80 7.00
5000 31 59 m/z 43.05 14 _.80%
o S8 g
WTWWWWTWTWWTWTW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10306: .beta.-Methoxyethoxymethyl chloride
45 6.40 6.60 6.80 7.00
m/z 60.10 11.23%
29
5000 59
15 89
0””PJ“PJHwﬁnM*M””I””P'Ia“HP“W'”W”'W””I””P'“P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 11.77 ng 1488640 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1668 (11.898 min): BF119488.D (-1665) (-) m/z 43.00 100.00%
43
5000
97 PN A BN SR
115 157171185, 50213 11.60 11.80 12.00 12.20
143 256
) S 199 1 27 281 ' "m/z 60.00 93.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 A A B SR SR
11.60 11.80 12.00 12.20
213 m/z 57.00 86.27%
1
0 T ||||‘l||“|“|
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 11.60 11.80 12.00 12.20
5000 29 129 m/z 73.00 83.93%
gr 115 oh 214
101 143157 @ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A B o
3 78 11.60 11.80 12.00 12.20
57 m/z 54.95 72.07%
5000 129
29
199
143157171185 242
ol U NN BN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.69 6.74 ng 853024 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1803 (12.692 min): BF119488.D (-1799) (-) m/z 43.00 100.00%
43 23
5000
12.40 12,60 12.80 13.00
0! m/z 60.00 86.98%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43
5000
129 o84 12.40 12.60 12.80 13.00
m/z 57.10 85.03%
185 241
0 h H u ‘HM‘ hH H\J lesl l|‘|‘|2}3|‘| |‘|‘?6|6|‘|||||||| —
m/z--> 5 200 250 300 350
Abundance
60
Al 12.40 12,60 12.80 13.00
5000 129 m/z 73.00 78.51%
83
101 157 185 213 256
O T T T T T T T T
m/z--> 56 160 150 260 250 300 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester
43 12.40 12.60 12.80 13.00
m/z 55.00 73.07%
73
5000 o84
129
185 213 241
0‘ uu ‘ T L ST ees ) su  ane
m/z--> 50 1 o 150 200 250 300 350 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cycloeicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.87 17.38 ng 2012230  Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvcloeicosane 280 C20H40 000296-56-0 95

959085-66-6 94
006385-15-5 94

2 Heptadecvl heptafluorobutvrate 452 C21H35F702
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702
4 Heptadecvl trifluoroacetate 352 C19H35F302

5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

1000351-87-0 94

Abundance Scan 2003 (13.868 min): BF119488.D (-1999) (-) m/z 57.10 100.00%
57
83
5000
l 111
_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_T
13.60 13.80 14.00 14.20
I J 139 168
- Ao 108 196222 252 280 m/z 55.00 78.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 LA L L L LB
29 11 13 60 13. 80 14. OO 14 20
m/z 43.00 76.58%
o1 H I L h139 168 196 224 252 260
] o B
m/z--> 50 200 250 300 350 400
Abundance
57
R AR
83 13.60 13.80 14.00 14.20
5000 m/z 83.05 62.26%
111
29 169
o 139 210 238 283 434
B L me e
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B E RARERREE AL
57 13.60 13.80 14.00 14.20
o7 m/z 97.05 54 _.54%
5000
125
29 169
ol i | ‘ 147 962 ae0 | 420
1T T LI I B N N B BN B B N B N B B A B B _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.19 4.11 ng 475695 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2058 (14.192 min): BF119488.D (-2054) (-) m/z 57.05 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113 141 13.80 14.00 14.20 14.40 14.60
ol,3 ,I. a7 164183 211 238 267287 355 | sz  43.05  55.99%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5 AR AR SRR DR N
13. 80 14. oo 14 20 14. 40 14. 60
29 m/z 71.05 51.23%
113
0 ‘ h Ly ‘141‘169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 38.47%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo
Abundance #209566: Octacosane N B e B e e e B
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 21.84Y%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> % @ @ ﬁ @ ﬁ @ ' Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 7.14 ng 826930 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87

Abundance Scan 2109 (14.492 min): BF119488.D (-2106) (-) m/z 57.00 100.00%

57
5000 85

113 141 169 714520 14140 1460 14.80
o..J,....ﬂ,.ﬂ.‘..‘,...?9,7.2.2?.25?..2.9?.3.2?.,..??0,...., m/z 43.05 55.81%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57

5000 L B e o i B B BB
14. 20 14. 40 14. 60 14. 80

29 85 m/z 71.10 50.92%

il J 113 141 169 197 226
e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

14. 20 14.40 14.60 14.80

o

5000 m/z 85.05 36.78%
85
29
o 113 141 169 197 225 253 281 323 351 380
A e e A e R e
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane e R T

57 14.20 14.40 14.60 14.80
m/z 55.00 22.10%

5000
85
113
29| | 4 77,141 169 197 225 253 280 309 351 379 407 436

oA e O e T SR i

m/z--> 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\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tridecane, 6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 10.09 ng 981375 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2161 (14.798 min): BF119488.D (-2158) (-) m/z 57.05 100.00%
57
5000 a5
113 141 14.40 14.60 14.80 15.00 15.20
oL, ..|,.! ATt 109 197 226 253 282 327 355 | "m/z 43.00  58.30%
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 AR U BRI UL B

14.40 14.60 14.80 15.00 15.20
m/z 71.05  49.64%

99 126 154 183

ol pdl

VIR O A .
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 o m/z 85.05 36.74%
29
o 113 141 169 197 225 253 281 300 337 365 394
o o 1 e e = I = L e ot L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 21.95%
5000 85
29 113
oL 1. ] |1 |77 141 169 197 225 253 295 323 367
T e . e = e e s e e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.88 7.42 ng 721845 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 86
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 2175 (14.880 min): BF119488.D (-2171) (-) m/z 69.10 100.00%
69
5000
41
95
137 14.60 14.80 15.00 15.20
ol —bu i d g1y § 161 203 23161271 209 341367 | nzy §1.00  51.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000, 4t AR B S L R
14.60 14.80 15.00 15.20
o5 m/z 41.00 27 .90%
137
ol g d17 ) 161 101 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20
5000 m/z 95.10 15.14%
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)- L L L B L BB LB
69 14.60 14.80 15.00 15.20
a1 m/z 67.95 10.81%
5000
95 123
0 'M Llﬂ'lw Al"ﬂ'x}ﬁg'%?7'l UL ALY UAR LY SR B
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\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.14 10.97 ng 1067520 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2219 (15.139 min): BF119488.D (-2216) (-) m/z 57.00 100.00%
5000
113 14.80 15.00 15.20 15.40
0 141169197 227253281 325355 398 m/z  43.00 53730
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 L A SN SRR BN
14.80 15.00 15.20 15.40
29 m/z 71.05 51.42%
0 \‘ X ‘ “\ h h‘ u‘ \ \1\16.9 197 225253 296
miz—-> 0 55 100 1%0 260 250 360 3%0 460 4éo 560
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 36.19%
. 29 113141169197 225253 295323 367
miz—-> 0 55 160 1%0 260 250 300 350 460 4éo 560
Abundance #235973: Hexatriacontane
14.80 15.00 15.20 15.40
m/z 55.05 21 .45%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1480 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.97 7.71 ng 750619 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2360 (15.968 min): BF119488.D (-2355) (-) m/z 57.00 100.00%

57
5000 85

113 149 15,60 15.80 16.00 1620
169
ol b ol 477 169 197 225 253 295 355 398 | ns5 43,00 52.74%

J

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43
71

5000 A BRRRARE S
15. 60 15. 80 16 00 16.20

m/z 71.05 52 .69%

99
0 \‘ A h \ \127 155 183 22\5 253
1 T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

15.60 15.80 16.00 16.20

5000 85 m/z 85.05 37.55%
113
L2 141 169189211 239 267 295 323 352
— T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 15.60 15.80 16.00 16.20

m/z 55.05 20.43%

29
‘ |y MY 141 169 197 225 253 281 309 337 365 394

] Y At e L S T SO = S A it

T
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.03 3.49 ng 339140 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptacosvl acetate 438 C29H5802

5 Octacosyl acetate 452 C30H6002 018206-97-8 90

1000351-78-2 90

Abundance Scan 2370 (16.027 min): BF119488.D (-2366) (-) m/z 57.00 100.00%
57
83
5000
_'_'_'_'—|_'_'_'_'—|_'_'_'_'—|_'_'_'_'—|_'_'_'
181 207 234 281 15.80 16.00 16.20 16.40
oL, o1 398 | "m/z 43.00 83.95%
m'z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57
97
5000 LA L L L L L L
15.80 16.00 16.20 16.40
125 m/z 55.00 72.10%
29
oL \‘ | || 153 181 200 236 264 292 322 364 302
T o T T T T T T T
mz--> 50 100 150 200 250 300 350 400
Abundance
57 | 97
R A
15.80 16.00 16.20 16.40
5000 m/z 83.10 70.41%
125
o 29 77 153 181 209 236 264 292 320 350 378
T T o T St e LA S A U
mz--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate L o B
57 15.80 16.00 16.20 16.40
o7 m/z 97.10 70.02%
5000
125
29
0 \l Wiy \ | \L 1 1§4 182 224 252 297 328348
T T T T e T e e T el acie
mz--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF031820.M Wed Mar 25 15:55:02 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032420\
Data File : BF119488.D

Aca On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 4.42 ng 430287 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2449 (16.492 min): BF119488.D (-2442) (-) m/z 57.05 100.00%
5
AU B U BN
141 207 16.20 16.40 16.60 16.80
O L S 2o e M7z 71.00  55.93%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
5000 L R BN UM SO
16,20 16.40 16.60 16.80
m/z 43.10 54 .49%
o | dd 141 183 239 261 323
mz-> 0 55 160 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
1620 16.40 16.60 16.80
5000 m/z 85.05 38.55%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester R R e e e R
57 16.20 16.40 16.60 16.80
m/z 55.00 21.25%
- MW
0 26, ||| 169 221
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032420\
Data File : BF119488.D

Acq On : 24 Mar 2020 14:37

Operator : CG/JU

Sample : L2008-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 2.6 ng 217004 1 6.84 1671540 20.0
Ethanol, 2-(2-eth... 6.66 2.4 ng 198914 1 6.84 1671540 20.0
n-Hexadecanoic acid 11.90 11.8 ng 1488640 4 11.37 2529640 20.0
Octadecanoic acid 12.69 6.7 ng 853024 4 11.37 2529640 20.0
Cycloeicosane 13.87 17.4 ng 2012230 5 14.02 2315300 20.0
Tetracosane 14.19 4.1 ng 475695 5 14.02 2315300 20.0
Hexadecane 14.49 7.1 ng 826930 5 14.02 2315300 20.0
Tridecane, 6-propyl- 14.80 10.1 ng 981375 6 15.49 1946170 20.0
Squalene 14.88 7.4 ng 721845 6 15.49 1946170 20.0
Heneicosane 15.14 11.0 ng 1067520 6 15.49 1946170 20.0
Octadecane, 2-met... 15.97 7.7 ng 750619 6 15.49 1946170 20.0
Octacosanol 16.03 3.5 ng 339140 6 15.49 1946170 20.0
Heptadecane, 9-oc... 16.49 4.4 ng 430287 6 15.49 1946170 20.0
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