LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-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 2.110 3 4 10 rVB 939520 859515 8.11% 1.130%
2 5.040 493 502 510 rBV 201209 269802 2.55% 0.355%
3 5.439 565 570 574 rBV 5461337 5726038 54.04% 7.527%
4 6.451 737 742 745 rBVY 3925668 3749414 35.38% 4.929%
5 6.657 774 777 782 rBV 173777 176762 1.67% 0.232%
6 6.834 803 807 810 rBVY 2026573 1837460 17.34% 2.415%
7 6.892 814 817 829 rBV 214303 331006 3.12% 0.435%
8 6.992 829 834 837 rVB 7977450 7541186 71.17% 9.913%
9 7.398 895 903 906 rBY 5886073 6610273 62.38% 8.689%
10 7.469 911 915 919 rvwVv 150383 146394 1.38% 0.192%

11 7.828 973 976 985 rVB 93972 117482 1.11% 0.154%
12 8.116 1020 1025 1028 rBV 2797512 2405384 22.70% 3.162%
13 8.451 1076 1082 1087 rBV 169035 195235 1.84% 0.257%
14 9.198 1203 1209 1212 rBV 10468590 10596491 100.00% 13.929%
15 9.586 1271 1275 1279 rBV 2148520 1916506 18.09% 2.519%

16 9.874 1316 1324 1328 rBV 2992828 2604092 24.58% 3.423%
17 10.669 1452 1459 1462 rBV 6473819 7008578 66.14% 9.213%
18 10.704 1462 1465 1473 rVB 311169 362248 3.42% 0.476%
19 11.363 1573 1577 1580 rBV 3011181 2468328 23.29% 3.245%
20 11.892 1663 1667 1677 rBV 1341133 1434319 13.54% 1.885%

21 12.680 1797 1801 1813 rBV 536482 658432 6.21% 0.866%
22 12.957 1842 1848 1851 rBV 9345985 9435162 89.04% 12.403%
23 13.868 1998 2003 2021 rBV2 669165 1743074 16.45% 2.291%
24 14.004 2021 2026 2029 rVB 2134712 2012518 18.99% 2.645%
25 14.174 2051 2055 2059 rBvV 206477 186684 1.76% 0.245%

26 14.480 2103 2107 2111 rBV 340968 287758 2.72% 0.378%
27 14.786 2152 2159 2163 rVB 400323 428094 4._.04% 0.563%
28 14.862 2168 2172 2176 rBV 785729 767016 7.24% 1.008%
29 15.127 2210 2217 2224 rBV 457840 521264 4.92% 0.685%
30 15.380 2255 2260 2267 rVB4 77866 144317 1.36% 0.190%

31 15.462 2268 2274 2278 rVV 1620200 2029857 19.16% 2.668%
32 15.509 2278 2282 2290 rVB 395174 554332 5.23% 0.729%
33 15.945 2349 2356 2363 rBV 240223 362093 3.42% 0.476%
34 16.062 2368 2376 2388 rBV6 79491 324648 3.06% 0.427%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

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

35 16.451 2435 2442 2452 rVB 126615 261742 2.47% 0.344%

Sum of corrected areas: 76073504
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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

Abundance TIC: BF119583.D
1e+07

8000000 6.99

7.40
6000000 5.44

4000000 6.45

2000000

5.04 6.66 .Asja \7.47

] Y Vi L. W S - kb

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: BF119583.D

1e+07 9{20

12.96

8000000

10.67
6000000

4000000
8.12 9.87 11.36

9.59

2000000 11.89
12.68
7.83 845 L ‘J 0 [L I

o 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: BF119583.D

1e+07

8000000
6000000

4000000

14.00
2000000 15.46

15.13
1417 14.48 147@ 7 15, 51 159606  16.45

R 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\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.11 9.36 ng 859515 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 4 (2.110 min): BF119583.D (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 55.0
87.1
] | 220 2.30 240 250
Ot rrrrerreerreer e ettt e m/z 43.00 45_.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
w000 0 50 "3k 20 2a0 k0
‘ 87.0 m/z 55.00 40.56%
27.0
0'W'“'P'ﬁw”'JlJ“l“'W"“HJ'W'“'P'}ﬂ%p“l“'W'“'P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U RS U R AR
220 2.30 2.40 2.50
5000 41.0 550 m/z 87.10 28.61%
29.0 ‘
o U, ‘ Ay w ‘ . 97.0 112 0 129.0
mz> 10 20 3 40 8 €0 70 8 % 1060 110 130 130
Abundance #7506: 2-Methyl-5-hexen-3-ol e
73.0 220 2.30 2.40 2.50
56.0 m/z 41.00 15.91%
43.0
5000
270
15.0 \M H
0'W'”W'”'P'”I”'W'”'P'”IJ'W'”'P'“I“'W'”'P'“I“'

m/z--> 10 30 40 50 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.04 2.94 ng 269802 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 502 (5.040 min): BF119583.D (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 83.0 10|1.0 480 5.00 5.20 5.40
O e R R m aa m/z 59.00 58.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko sho 5k sk
0
150 4, 1010 m/z 58.00 16 .50%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 5.40
5000 m/z 101.00 15.97%
410 101.0
0 15.0 27\\0\ 1 H | [1Lly Zl'o 83\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P e
54.0 480 5.00 5.20 5.40
m/z 41.05 7.79%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 3 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 9

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

6.89 3.60 ng 331006 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 72
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 53
3 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 45
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 43
5 Sulfone, 2-hydroxyoctyl t-butyl 250 C12H2603S 1000161-82-7 42

Abundance Scan 817 (6.892 min): BF119583.D (-814) (-) m/z 56.95 100.00%
571.0 n
5000
41.0
70.0 83.1
| || | I 9.1 1119 6.60 6.80 7.00 7.20 '
o ettt e e e e e m/z 40.95 33.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20
0
20.0 0.0 830 m/z 42.95 30.56%
18.0 I.|| 1l || 98.'0 112.0
G e R RN AR AL RN AR KRR RSN BARAN LSRN SARS RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12685: Heptane, 3,5-dimethyl-
57.0
6.60 6.80 7.00 7.20
0,
5000 410 m/z 55.00 25.44%
29.0 71.0 99.0
ol 140 || \“ I, Jl 880 | 1130 1280
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19207: Heptane, 2,3,6-trimethyl-
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.57%
43.0 AJL
5000
71.0
0 20 || ss0 980 142.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 11.62 ng 1434320 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Nonanoic acid 158 C9H1802 000112-05-0 52
Abundance Scan 1667 (11.892 min): BF119583.D (-1663) (-) m/z 43.05 100.00%
43.0 | 73.0
5000
129.1
97.1
157.1 1851 2132 256.2 11.60 11.80 12.00 12.20
o NN m/z 60.00 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 I N BRI I IR
11.60 11.80 12.00 12.20
‘ 97.0 m/z 57.05 88.50%
157.0 185.0
ol Al

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

Abundance #72643: Tridecanoic acid
43.0 73.0

11.60 11.80 12.00 12.20
5000 129.0 m/z 73.00 86.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid BRSNS S oy
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 77.66%
5000
129.0 242.0
‘ 970 710 990
0"'|'l"‘i‘*"'”'”' > :
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\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 5.34 ng 658432 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1801 (12.680 min): BF119583.D (-1797) (-) m/z 43.00 100.00%
I | vNAVNJLWJMﬂw\Mw,MMNW
5000
129.1
185.1 N e e R
141, 571 | g1aii P 2843 1240 12.60 12:80 13.00
0 phegl g L m/z 59.95 87.09%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.
5000 129.0 N e s A L
12. 40 12 60 12. 80 13. 00
185.0 241.0 2840 m/z 57.10 82.67%

w w1

0 e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
T e e
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 73.00 78.81%
129.0
185.0213.0241.0
oL ML, 0, o OGNSR B O N X+
m/z--> 50 O 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 55.00 75.03%
5000 129.0
oL LAl uiu e
m/z--> 50 150 200 250 300 350 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 17.32 ng 1743070 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 2003 (13.868 min): BF119583.D (-1998) (-) m/z 57.00 100.00%
57.0
97.0
5000
39.1 13.60 13.80 14.00 14.20
oH l.fll.a,-.l.f‘.l'?,.. 88 1 | m/z 55.00 90.96%

o

m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
97.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f

5000
13.60 13.80 14.00 14.20
m/z 43.00 86.52%

o J L \ 1390 1820 2240 2800
e At 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate

57.0

97.0 IIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.05 72.41%
Lol Ui 11| 190 w0 230 230 30
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e R
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.00 65.14%
5000
169.0
o260 | || ‘x | #3*?0 |, 2190 2550 406.0
A B o Tt
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\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.86 ng 287758 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2107 (14.480 min): BF119583.D (-2103) (-) m/z 57.00 100.00%
57.0
5000
l||%1M“1%1 239.1 280.9 397.3 14.20 14.40 14.60 14.80
b bl 55 1831 2391 2809 8973 ny7 43.05  57.43%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LR B UL UL R
mmmmmmmm
99.0 m/z 71.05 46.52%
o 270\ i iy “ L }410 1830 225.0 281.0 337.0 394.0
miz--> 0 50 100 150 200 250 360 350 460
Abundance #141425: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 38.67%
99.0
o 270 I Ll 4 1410 1830 2250 26602960
miz--> 0 55 100 1%0 260 2%0 360 3éo 460
Abundance #175557: Tetracosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 23.39%
5000
99.0
OZWH| d momw250%m 338.0
miz--> 0 50 100 1%0 200 250 3(')0 350 4(|)O 14'20 14. 40 14. 60 14. 80

8270-BF031820.M Tue Mar 31 01:59:14 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.79 4.22 ng 428094 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2160 (14.792 min): BF119583.D (-2152) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00 15.20

1411 183.0 225.2 267.0

0 m/z 71.05 52.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000
14.40 14.60 14.80 15.00 15.20
m/z 43.10 49.21%
99.0
025,40 wal oy ‘14‘1-0 183.0 225.0 267.0 323.0 380.0
L B B L I B e L o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
I R R e
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 44.19%

99.0
Il | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

ottt e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.38%
5000
99.0
02#0‘ | ), 141.0 183.0 2250 282.0
L o LA B L e e o o DL e s o o T T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF031820.M Tue Mar 31 01:59:14 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 5

R.T. EstConc Area Relative to ISTD R.T.
14.86 7.56 ng 767016  Perylene-d1i2 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene 410 C30H50 007683-64-9 91
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
4 Cvyclopentane. bromo- 148 C5H9Br 000137-43-9 49
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 47
Abundance Scan 2172 (14.862 min): BF119583.D (-2168) (-) m/z 69.05 100.00%
69.0
5000
137.1 14,60 14.80 15.00 15.20
07.
o3 WA T 7B 2812 i3 8412 0 U100 52.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LIS L L L L L L L B
14.60 14.80 15.00 15.20
m/z 41.05 28.51%
o b 05.0"1337-? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15.20
5000 m/z 95.05 14 .00%
137.0
0 29.o|‘ L) 3970 1 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl-
69.0 14.60 14.80 15.00 15.20
m/z 68.05 10.96%
5000
ol 20 | 1230
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF031820.M Tue Mar 31 01:59:15 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.14 ng 521264 Perylene-di12 15.46
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 Eicosane 282 C20H42 000112-95-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2217 (15.127 min): BF119583.D (-2210) (-) m/z 57.00 100.00%
57.0
5000 85.1
13.1941 1 14.80 15.00 15.20 15.40
ol l, AL, ]111 A2 2L 2er2 | "m/z 43.05 52.98%
m/z--> 50 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 A B B DU
85.0 1480 15.00 15.20 1540
29.0 m/z 71.05 52.44Y%
‘ 13.0
ol i ﬁ 14101690197022502530281030903380
m/z--> 55 100 150 260 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 39.71%
85.0
0 290{ | | f13-0141.0160.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 160 1éo 260 250 360 3éo
Abundance #129492: Eicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 20.38%
5000
85.0
29.0
o ‘ | | [130141.0169.0197.0225.0253.0282.0
m/z--> 1(')0 1&'30 2(')0 2&'30 3(')0 3&'30 14. 80 15. 00 15 20 15'40 '

8270-BF031820.M Tue Mar 31 01:59:26 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.57 ng 362093 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2355 (15.939 min): BF119583.D (-2349) (-) m/z 57.00 100.00%
57.0
5000
I 9.1 15.60 15.80 16.00 16.20
1411 : . : :
ol AL ll iy 1760 2111 25312821 8549 m/z 43.00 56.16%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 R AR AR
15 60 15. 80 16 00 16.20
m/z 71.10 52.70%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #194493: Hexacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 37.68%
99.0
oL L. ]I|‘; | 4 1410 1830 2050 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 2éo 360 3éo
Abundance #209566: Octacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.05 22.68%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 150 200 250 3(')0 3&'30 ' 15 60 15. 80 16 00 16. 20 '

8270-BF031820.M Tue Mar 31 01:59:26 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 Dotriacontyl pentafluoropro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.06 3.20 ng 324648 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 55
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 55
3 Octatriacontvl trifluoroacetate 647 C40H77F302 1000351-88-7 55
4 Triacontyvl pentafluoropropionate 584 C33H61F502 1000351-80-0 55
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 55
Abundance Scan 2376 (16.062 min): BF119583.D (-2368) (-) m/z 43.05 100.00%

43.0
168.1221.0 280.0 ' 15.80 16.00 16.20 16140

Ol m/z 57.05 96.20%

5000 R R
15.80 16.00 16.20 16.40

m/z 55.00 72 .49%

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
571.0
11.0

H l 1167.0 222.0 278.0 334.0 390.0 448.0495.0 594.0

L B a e - S0 NNt N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosyl trifluoroacetate
57.0
e AR
15.80 16.00 16.20 16.40
5000 m/z 83.10 70.13%
11.0
ol i 1i] l ,167.0 2220 278.0  364.0 437.0488.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242122: Octatriaconty! trifluoroacetate R Rama s
57.0 15.80 16.00 16.20 16.40
m/z 97.10 54 _.23%
5000
11.0
Y l 1167-0 222.0 278.0 334.0 390.0 446.0 504.0 577.0628.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119583.D

Aca On 27 Mar 2020 22:44

Operator : CG/JU

Sample : L2048-01

Misc :

ALS Vial : 19 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 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.45 2.58 ng 261742 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2442 (16.451 min): BF119583.D (-2435) (-) m/z 57.05 100.00%
571.0
\99-1 2070 " 1670 1040 1660 1080
141.1 - - - -
ol AL Ly ot ro®iCese1 2830 sses 1 tUsos 52370
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR SUMIUN B SN SR
16,20 1640 16.60 16.80
99.0 m/z 71.05 51.46%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.10 38.86%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 25.40%
5000
LU0 20 w30 a0 0
m/z--> 50 100 150 200 250 300 350 ' 16,20 1640 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119583.D

Acq On 27 Mar 2020 22:44

Operator : CG/JU

Sample - L2048-01

Misc :

ALS Vial : 19 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]
Butane, 2-methoxy... 2.11 9.4 ng 859515 1 6.83 1837460 20.0
2-Pentanone, 4-hy... 5.04 2.9 ng 269802 1 6.83 1837460 20.0
1-Pentanol, 2-eth... 6.89 3.6 ng 331006 1 6.83 1837460 20.0
n-Hexadecanoic acid 11.89 11.6 ng 1434320 4 11.36 2468330 20.0
Octadecanoic acid 12.68 5.3 ng 658432 4 11.36 2468330 20.0
Cycloeicosane 13.87 17.3 ng 1743070 5 14.00 2012520 20.0
Octacosane 14.48 2.9 ng 287758 5 14.00 2012520 20.0
Heptacosane 14.79 4.2 ng 428094 6 15.46 2029860 20.0
Squalene 14.86 7.6 ng 767016 6 15.46 2029860 20.0
Tetracosane 15.13 5.1 ng 521264 6 15.46 2029860 20.0
Eicosane 15.94 3.6 ng 362093 6 15.46 2029860 20.0
Dotriacontyl pent... 16.06 3.2 ng 324648 6 15.46 2029860 20.0
2-methyloctacosane 16.45 2.6 ng 261742 6 15.46 2029860 20.0
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