LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

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-BF091020.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 4.963 485 489 499 rBV 58588 88050 3.68% 0.477%
2 5.381 556 560 582 rBY 1951174 2021953 84.58% 10.950%
3 6.398 729 733 761 rBVY 1930446 2069998 86.59% 11.210%
4 6.598 764 767 785 rVvV 38212 71572 2.99% 0.388%
5 6.757 790 794 801 rVB 695210 596611 24.96% 3.231%
6 7.322 886 890 902 rBY 1450581 1420984 59.44% 7 .695%
7 8.040 1008 1012 1032 rBV 807883 802890 33.59% 4.348%
8 9.116 1190 1195 1198 rBV 2772166 2390520 100.00% 12.946%
9 9.510 1258 1262 1270 rBV 374445 325511 13.62% 1.763%
10 9.792 1306 1310 1314 rBV 988843 862030 36.06% 4.668%
11 10.339 1399 1403 1408 rBvV 26665 29744 1.24% 0.161%

12 10.581 1440 1444 1454 rBV 1433779 1446375 60.50% 7.833%
13 11.275 1558 1562 1565 rBV 859435 841683 35.21% 4 _.558%
14 11.298 1565 1566 1570 rVB 137572 103482 4_.33% 0.560%
15 11.810 1650 1653 1657 rBV2 31514 30957 1.29% 0.168%

16 12.492 1765 1769 1772 rBV 131346 119026 4.98% 0.645%
17 12.527 1772 1775 1781 rVB5 20388 27432 1.15% 0.149%
18 12.722 1802 1808 1813 rVB 86486 106285 4._.45% 0.576%
19 12.863 1827 1832 1835 rBV 2106346 1990218 83.25% 10.778%
20 13.092 1867 1871 1873 rBV3 30238 36038 1.51% 0.195%

21 13.769 1982 1986 1998 rBV 258486 499325 20.89%% 2.704%
22 13.916 2007 2011 2014 rBV 733269 678294 28.37% 3.673%
23 14.380 2086 2090 2092 rBV 51050 51377 2.15% 0.278%
24 14.410 2092 2095 2106 rVB4 105009 209423 8.76% 1.134%
25 14.674 2134 2140 2146 rBV7 48040 106982 4.48% 0.579%

26 14.998 2192 2195 2200 rVB 121259 133931 5.60% 0.725%
27 15.068 2201 2207 2213 rVB6 43687 107588 4 _50% 0.583%
28 15.233 2232 2235 2241 rVB 21506 33002 1.38% 0.179%
29 15.292 2243 2245 2249 rVB 27198 28134 1.18% 0.152%
30 15.357 2251 2256 2264 rVB 552297 744918 31.16% 4.034%

31 15.774 2323 2327 2333 rVB2 73082 107213 4.48% 0.581%
32 15.868 2337 2343 2345 rBV3 63080 126154 5.28% 0.683%
33 17.357 2592 2596 2604 rVBS8 59588 130894 5.48% 0.709%
34 17.639 2638 2644 2661 rVBS8 32167 127043 5.31% 0.688%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18465637
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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: BF121906.D

2500000
2000000 5.38 6.40

1500000 7.32
1000000

6.76

500000

0---|----|----|----|----|----’\----|----|----|’-\ﬁ--|----|--

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: BF121906.D

2500000
12.86
2000000

1500000 10.58

9.79
1000000 11.27

8.04

500000 9.51

12.49
L [L 10.34 k 0 11,81 ip53'273|  13.00

" r—— e e e e e

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: BF121906.D

2500000

2000000

1500000

1000000

500000

17.36 17.64
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 7

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

4.96 2.95 ng 88050 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 488 (4.957 min): BF121906.D (-485) (-) m/z 43.00 100.00%
43
59
5000
101 ERREBENARRE NN AR
83 4.60 4.80 5.00 5.20
o} m/z 59.00 54 .91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS L AR IR
4.60 4.80 5.00 5.20
59 101 m/z 101.00 17.42%
o 2135 | 51| 67 83 g1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
460 480 500 520
5000 m/z 58.00 15.67%
43
o 69 83 gg 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4030: 2,3-Butanedione, monooxime R e e R
43 4.60 4.80 5.00 5.20
m/z 41.00 11.40%
5000
101
o 15 31 % 69 86
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 11

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

6.60 2.40 ng 71572 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 36

Abundance Scan 767 (6.598 min): BF121906.D (-764) (-) m/z 45.00 100.00%
45
5000 5
72 |'“'A“"|“"w"'w'
| | 103 6.20 6.40 6.60 6.80 7.00
Ol bl el A o | M/Z 59.00  34.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 AL R AR L
31 59 72 6.20 6.40 6.60 6.80 7.00
m/z 72.10 21.29%
0 s9|| 53 | es ‘|,79 go 104 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
620 640 6.60 6.80 7.00
5000 59 72 m/z 43.00 13.73%
31
o 15 o5 39 51 89 103 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- REERE RS
45 6.20 6.40 6.60 6.80 7.00
m/z 73.10 12.61%
5000 59
29
75
0 "I'%?'I""I"'??""I""I"'Q%""I""I""}Q%"I""I"' IR SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.77 14.72 ng 499325 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 1986 (13.769 min): BF121906.D (-1982) (-) m/z 43.05 100.00%

43 8

5000 111

:

139 230 13.40 13.60 13.80 14.00
167 303

oLl A5 agll A0 Ty 818l m/z 55.05  98.40%

m/z--> 50 100 150 200 250 300 350

Abundance #155046: 1-Heneicosanol

[6)]

Ol

o)

w
%

5000 111 L L o o i e
13.40 13.60 13.80 14.00
29 m/z 57.05 98.15%
139
0 I 77,167 196 233 266 294
- I T T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 s e
13.40 13.60 13.80 14.00
5000 11 m/z 83.05 90.69%
29 39
o 139 163182 210 37255 356
——— T e e
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B BRE s B
13.40 13.60 13.80 14.00
8 m/z 69.10 80.12%
5000 111
29
0 A At 182 210 557255 a0
- L IIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.41 6.17 ng 209423 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2095 (14.410 min): BF121906.D (-2092) (-) m/z 57.05 100.00%

57 83

5000

3

o1 267 14.00 14.20 14.40 14.60 14.80
m/z 55.10 90.19%

1p7 153 179 208

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
56 83

is

14.00 14,20 14.40 14.60 14.80
m/z 83.10 87.88%

5000

167

196 222238 266 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R B
41 14.00 14.20 14.40 14.60 14.80
5000 m/z 43.10 87.26%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1 A EEE TS
55 14.00 14.20 14.40 14.60 14.80
m/z 97.10 81.45%
29
ol i 139 168 106 220238 266
et R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. OO 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl4.67 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.87 ng 106982 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 45
2 Heneicosane 296 C21H44 000629-94-7 44
3 Coronene 300 C24H12 000191-07-1 41
4 1.2.9.10-Dibenzopvrene 302 C24H14 000191-30-0 38
5 Heptacosane 380 C27H56 000593-49-7 30

Abundance Scan 2139 (14.668 min): BF121906.D (-2134) (-) m/z 57.10 100.00%

300

5000

171 197 14.40 14.60 14.80 15.00

318
0 m/z 300.10 93.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146523: Nonadecane, 1-chloro-
57
5000 4

14.40 14.60 14.80 15.00
m/z 302.10 82.83%

105 133 161 183203 231 250 302

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
e e e
14.40 14.60 14.80 15.00
5000 85 m/z 43.00 63.33%
4 113
14 141 169 197 225 o953 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145066: Coronene AR EEEEEEEEE
0 14.40 14.60 14.80 15.00

m/z 71.10 52_.37%

5000

54 74 100 123 169 187 222 247 270
IS i s e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.60 ng 133931 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2195 (14.998 min): BF121906.D (-2192) (-) m/z 57.05 100.00%
57
LR AL B SN I
113 141 169 14.60 14.80 15.00 15.20 15.40
ol 1 it e tevoan 2seaet ST no 7110 64.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR DR DA B B
Mmmmmmmmmm
m/z 43.05 62.51%
113 141
oL.20 ‘ | | ;75,169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 350 460
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 P m/z 85.05 47 .55%
29 113
o 141 169 197 225 253 281 309 338
L FLEL L L L UL UL L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl- i ) E e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.10 22.71%
- i M/\’\/\AM&W\J’\,
oL 1%3J141 182 211 25p 281 30g 387
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 4(|)O 14. 60 14. 80 15. oo 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.89 ng 107588 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 64
2 l17-Pentatriacontene 491 C35H70 006971-40-0 64
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 64
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 58
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 58
Abundance Scan 2207 (15.068 min): BF121906.D (-2201) (-) m/z 43.00 100.00%
43
5000 \AJ/\»\/L\J
138 165 207 239 271 318 14,80 15.00 15.20 15.40
Oty m/z 57.05 96.60%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97
5000 LI B SUMRLE SR B
14.80 15.00 15.20 15.40
s 125 m/z 55.00 86.47%
oI, l |11}§3}82 224252 297 398
m/z-> 0 50 100 150 200 2éo 300 350 400 450 '
Abundance
57
97 R DA SUN L SR
14.80 15.00 15.20 15.40
5000 m/z 83.10 66 .36%
. 153 181 200236 267292 320 348 376 406 434 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester AR EEEEEEEEE
57 14.80 15.00 15.20 15.40
97 m/z 59.00 60.07%
5000
125
29
ol 1. l “l1?9196224252 297 448
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.88 ng 107213 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Docosane 310 C22H46 000629-97-0 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2326 (15.768 min): BF121906.D (-2323) (-) m/z 57.10 100.00%

5000
152 183 211 239263 314 15.40 15.60 15.80 16.00
0 m/z 43.10 61.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
5|7
5000 85 LA L L L L LB L
15.40 15.60 15.80 16.00
m/z 71.10 61.68%
29 113
oL 1 Il | |77, 141 169 197 225 253 295 323 367
e A B R e s ]
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A BT o
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 45 .96%
113
. 141 183 211 239 267 310
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R RRE RS
57 15.40 15.60 15.80 16.00
m/z 55.00 22.51%
5000
85
29 113 14
L2 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
L e R L B L e e e L BT o e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.39 ng 126154 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 87
Abundance Scan 2343 (15.868 min): BF121906.D (-2337) (-) m/z 57.05 100.00%
57 I w\_wa
5000
111
139 L DA SUNILS SR SR
I 167 901223 265 332 15.60 15.80 16.00 16.20
0 T m/z 83.05 81.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
g7
5000 L DA SUNILS SR SR
15.60 15.80 16.00 16.20
m/z 43.10 80.43%
L2 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 15,60 15.80 16.00 16.20
5000 m/z 55.00 76.38%
111
29
o 139 169 515238 g3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 R EEEEE RS
57 8 15.60 15.80 16.00 16.20
m/z 97.10 65.89%
N 1 kd“mw“v~«~J\w/\k“f“v”wwAfwmw
29 139
ol Ll J ‘l | 167 195 222 250 280 308 336
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\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.36 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.36 3.51 ng 130894 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 42
2 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 42

3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 27
4 4-(2.4.4-Trimethvl-bicvclol4.1.0... 206 C14H220 1000194-96-6 25
5 1,3-Benzodioxole, 5-(1-(4-ethoxy... 300 C18H2004 090632-70-5 25

Abundance Scan 2597 (17.362 min): BF121906.D (-2592) (-) m/z 285.20 100.00%
133 204 24
69 105
5000 41 149
169 220 237 | 301 329
W5 187 17.00 17.20 17.40 17.60
0 m/z 204.20 96.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144344: 4H-1-Benzopyran-4-one, 3,7—dihydr0xy—2—(3—hygr0xy. ..
285
2000 17.00 17.20 17.40 17.60
257 : : : :
120 01 220 m/z 133.05 88.80%
39 63 84 137 1
o 100 55 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
285
43
- I e o
17.00 17.20 17.40 17.60
5000 215 m/z 300.20 84.74%
o 115 243
145163
187 301
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64444: 1R 4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4... R e R R
109 161 204 17.00 17.20 17.40 17.60
a1 133 m/z 105.10 67.62%
91
5000 69
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60

8270-BF091020.M Mon Oct 12 12:51:33 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100920\
Data File : BF121906.D

Aca On : 9 Oct 2020 15:09

Operator : JU/CG

Sample : L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.64 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.64 3.41 ng 127043 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 40
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 40
3 Guaia-3.9-diene 204 C15H24 000489-83-8 35
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 20
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 18
Abundance Scan 2644 (17.639 min): BF121906.D (-2638) (-) m/z 204.10 100.00%
5 69 135 204 287
109
93 302
5000 16717 189 218 257
40 \ wﬂ |
LRI ISR B BN SR
17.40 17.60 17.80 18.00
(o} m/z 135.10 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64285: Aromandendrene
161
69 93 107 204

5000

189 17.40 17.60 17.80 18.00
m/z 55.00 97.34%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 91 161 204
e R
. 105121 17.40 17.60 17.80 18.00
5000 147 189 m/z 69.10 89.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64297: Guaia-3,9-diene b RREmE EE e
105 135 161 204 17.40 17.60 17.80 18.00
m/z 287.20 84 .74%
91
41
5000 189
69
2 121
o SR i SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100920\
Data File : BF121906.D

Acq On : 9 Oct 2020 15:09

Operator : JU/CG

Sample - L4329-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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... 4.96 3.0 ng 88050 1 6.76 596611 20.0
Ethanol, 2-(2-eth... 6.60 2.4 ng 71572 1 6.76 596611 20.0
1-Heneicosanol 13.77 14.7 ng 499325 5 13.92 678294 20.0
Trifluoroacetoxy ... 14.41 6.2 ng 209423 5 13.92 678294 20.0
unknownl14 .67 14.67 2.9 ng 106982 6 15.36 744918 20.0
Triacontane 15.00 3.6 ng 133931 6 15.36 744918 20.0
Pentafluoropropio... 15.07 2.9 ng 107588 6 15.36 744918 20.0
Hexacosane 15.77 2.9 ng 107213 6 15.36 744918 20.0
1-Heptacosanol 15.87 3.4 ng 126154 6 15.36 744918 20.0
unknownl17 .36 17.36 3.5 ng 130894 6 15.36 744918 20.0
unknownl7 .64 17.64 3.4 ng 127043 6 15.36 744918 20.0
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