LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 2.152 7 11 17 rVB 422360 558539 5.71% 0.655%
2 2.257 25 29 36 rvB 164801 204923 2.09% 0.240%
3 5.069 499 507 517 rBV 288340 377691 3.86% 0.443%
4 5.457 568 573 576 rBY 7351681 8341621 85.27% 9.789%
5 6.469 738 745 747 rBV 6673402 8345349 85.31% 9.794%
6 6.840 804 808 812 rBVY 2650677 2115378 21.62% 2.483%
7 6.998 830 835 838 rBVY 7352060 6589647 67 .36% 7.733%
8 7.404 898 904 907 rBVY 5322000 5585140 57.09% 6.555%
9 8.128 1022 1027 1030 rBvV 2812396 2767698 28.29% 3.248%
10 9.210 1204 1211 1214 rBvV 8817653 9782346 100.00% 11.480%

11 9.598 1272 1277 1280 rBV 1276587 1047820 10.71% 1.230%
12 9.886 1317 1326 1329 rBV 3692418 3293275 33.67% 3.865%
13 10.675 1454 1460 1463 rBV 6715225 6774184 69.25% 7.950%
14 11.375 1574 1579 1582 rBV 3824503 3507542 35.86% 4.116%
15 11.904 1665 1669 1681 rBV 1675750 1572571 16.08% 1.846%

16 12.692 1799 1803 1816 rBV 1114204 1200201 12.27% 1.409%
17 12.969 1844 1850 1853 rBV 9544116 9700857 99.17% 11.385%
18 13.874 2000 2004 2023 rBV3 453663 1324435 13.54% 1.554%
19 14.016 2023 2028 2031 rBV 3363412 2970303 30.36% 3.486%
20 14.186 2053 2057 2061 rBV 370578 322376 3.30% 0.378%

21 14.492 2105 2109 2113 rBV 664200 541485 5.54% 0.635%
22 14.804 2158 2162 2170 rVB 779252 814244 8.32% 0.956%
23 15.145 2215 2220 2226 rBV 903779 1005034 10.27% 1.179%
24 15.480 2271 2277 2281 rBV 2008504 2469227 25.24% 2.898%
25 15.527 2281 2285 2295 rVB 906563 1134219 11.59% 1.331%

26 15.968 2353 2360 2369 rBV 659713 1019451 10.42% 1.196%
27 16.080 2372 2379 2392 rVV 61773 249334 2.55% 0.293%
28 16.480 2439 2447 2456 rBV 392036 742223 7.59% 0.871%
29 17.074 2541 2548 2558 rVB 186980 406307 4_.15% 0.477%
30 17.786 2662 2669 2679 rVB3 102583 259508 2.65% 0.305%

31 18.627 2804 2812 2825 rVB2 63368 187744 1.92% 0.220%

Sum of corrected areas: 85210672
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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: BF119513.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 9

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

2.15 5.28 ng 558539 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 11 (2.152 min): BF119513.D (-7) (-) m/z 73.00 100.00%
73
5000 43
55
87
37| &7 2.20 2.30 2.40 2.50 2.60
Obrr et i e - S e | M7z 43.00 45.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HUAE RN R RN AR
43 2.20 2.30 2.40 2.50 2.60
87 m/z 55.00 35.36%
0 M\‘ 37\\\ 49 67, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 RN AR R U U U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.05 26.62%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.97%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 11

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

5.07 3.57 ng 377691 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 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 507 (5.069 min): BF119513.D (-499) (-) m/z 43.00 100.00%
43
59
5000
| 83 1c|)1 207 480 500 520 5.40
ot e m/z 59.00 56.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL UL UL
59 480 5.00 520 540
m/z 58.00 17.31%
31 ‘ g3 101
L L s I L S B MRS R wa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 41 m/z 101.00 15.24%
29
87
15 70 98
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- R R R
59 4.80 500 520 5.40
m/z 41.00 8.64%
5000
a1 101
0 '}?l?Z“'wu"H“i'z}'F?"'l""l"' L DU SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.90 8.97 ng 1572570 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1668 (11.898 min): BF119513.D (-1665) (-) m/z 43.05 100.00%

83 129 L

5000
13 T T T
157 185 256 332 11. 60 11. 80 12. 00 12. 20 '
0! m/z 60.00 98.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43 3
5000 LA L L L L L L L L LB
11. 60 11. 80 12. 00 12. 20
213 m/z 73.00 89.49%
157 185
o.nﬁuﬂﬂm.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
T T
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 87.74%
97 199
157 242
0 26 180 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
4 73 11.60 11.80 12.00 12.20

m/z 54.95 73 .58%

5000 129 A&h¥

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\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.69 6.84 ng 1200200 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1803 (12.692 min): BF119513.D (-1799) (-) m/z 43.05 100.00%
4B 57 43
5000 129
97
185 241
115
143157171 | 19913207 284 12.40 12.60 12.80 13.00
o 2% m/z 57.10 90.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000/ 28 284
12.40 12.60 12.80 13.00
m/z 60.00 87.96%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.'40 12.|60 12.|80 13.'00
5000 129 m/z 72.95 83.46%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.00 76.93%
5
5000 129
; 185 228
01115 | 143,171
0 T : ‘:‘::: . ||?T||:j-||||||||| ‘::%:57”:: I‘”llgglg:ll'? Hrr A RRREEEE
miz--> 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\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Tetracosyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.87 8.92 ng 1324440 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosvl heptafluorobutvrate
2 Octacosvl trifluoroacetate

3 Docosvl pentafluoropropionate
4 Tricosvl heptafluorobutvrate

5 Hexacosyl trifluoroacetate

550 C28H49F702
506 C30H57F302
472 C25H45F502
536 C27H47F702
478 C28H53F302

1000351-83-7 91
1000351-74-9 91
1000351-80-9 91
1000351-83-4 91
1000351-75-0 91

Abundance Scan 2003 (13.869 min): BF119513.D (-2000) (-) m/z 57.10 100.00%
57
5000
85
hll 13.60 13.80 14.00 14.20
141 216 : : : :
O A A AL d | o100 6248 28 m/z 43.05 65.09%
m'z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
5000
13.60 13.80 14.00 14.20
125 m/z 71.10 50.77%
29
ol “ ‘\\h\ w ‘9196222250278308336 381 532
T . - B o S
mz--> 50 150 200 250 300 350 400 450 500
Abundance
57
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 41.09%
2 125
o 153181208 250278306334 364392 437 488
T T T T T T T T T T e T
mz--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate S R T T R
57 13.60 13.80 14.00 14.20
m/z 85.10 34 .95%
97
5000
125
o 29 | 153181 224250280308 353 454
o
mz--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.17 ng 322376 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2058 (14.192 min): BF119513.D (-2053) (-) m/z 57.05 100.00%
57
5000 J t
113 13.80 14.00 14.20 14.40 14.60
141
ob— J, . JJ', fu 9197225 267 m/z 43.05 55.98%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 ‘“ﬁﬁthﬁ*;;#ﬂ****f*l+TTFT
13.80 14.00 14.20 14.40 14.60
29 m/z 71.05 55.50%
. J “‘ | J1%3d141 169 197 225 253 296
m/z--> 6 éo 160 150 260 250 360 3%0 460 !
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 g5 m/z 85.05 41 .86%
29
o 113 141 169 197 205 253 281 309 337 365 394
m/z--> 6 éo 160 1éo 260 250 360 350 460 !
Abundance #223851: Hentriacontane
57 13.80 14.00 14.20 14.40 14.60
m/z 55.10 22.81%
5000
85
0 ‘ |y 169 197 225 253 280 309 351 379 407 436
LI T | T LI LI B L LI L T T T T T T 17T —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
m/z--> c') 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 4(')0 ! 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.65 ng 541485 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2109 (14.492 min): BF119513.D (-2105) (-) m/z 56.95 100.00%
57
5000 85
113 141 14.20 14.40 14.60 14.80
ol d 7,77 100 197 239 281 897 nz; 43.05  54.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85
14.20 14.40 14.60 14.80
29 m/z 71.05 51.71%
113
ol \ | LT M 169 197 225 253 281 309 338
m/z--> §0 160 1éo 260 2éo 360 350 400
Abundance
57
o 14.20 14.40 14.60 14.80
5000 m/z 85.10 41 .30%
29 113
0 141 169 197 225 253 296
m/z--> §0 160 1%0 260 2éo 360 350 400
Abundance #83023: Hexadecane P e et T
57 14.20 14.40 14.60 14.80
m/z 55.00 22 .00%
5000 85
29
oL 14| ;113 141 169 197 226
m/z--> §0 160 1éo 260 250 300 3éo 400 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 6.60 ng 814244 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2161 (14.798 min): BF119513.D (-2158) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.40 14.60 14.80 15.00 15.20
ol ,I. A 5 2t 169 107 225 253 295 m/z 43.05 56.45%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
113 m/z 71.10 51.39%
oL 2Ly j | 11 169189 211 239 267 295 323 352
m/z--> 56 100 150 260 2%0 360 3%0
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 - m/z 85.05 39.12%
113
o 29 141 169 197 225 253 295 366
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 20.22%
85
5000
29 113
oL DL a6 07 a5 gss o
m/z--> 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 14. 40 14|60 14I80 15'00 15'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.14 8.14ng 1005030  Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 91

2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2219 (15.139 min): BF119513.D (-2215) (-) m/z 57.05 100.00%
57
5000 85
113 141 14.80 15.00 15.20 15.40
o — ,I.J. A Ae0 107 205 267 328 | “nm/z 43.00  53.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 71.10 50.64%
ol ] L h | M3 141 169 197 225 253 281 309 337 365 394
e e e B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R e e e
14.80 15.00 15.20 15.40
5000 m/z 85.10 37.94Y%
85
29 113 141
0 169 197 225 253 280 309 351 379 407 436
R
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 21.38%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
....,....,....,....,....,....,....,....,...., e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031820.M Thu Mar 26 15:15:11 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Octadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.97 8.26 ng 1019450 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2360 (15.968 min): BF119513.D (-2353) (-) m/z 57.00 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.05 53.06%

141 183 225 281 323
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #117648: Octadecane, 2-methyl-
43
5000
85 15.60 15.80 16.00 16.20
m/z 71.05 52.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
15.60 15.80 16.00 16.20
5000 m/z 85.10 37.91%

99
26 141 183 225 267 309 352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 15.60 15.80 16.00 16.20
m/z 55.00 21.27%
5000

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

L A S I SR e L e i e L

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15. 80 16.00 16.20

8270-BF031820.M Thu Mar 26 15:15:13 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 1-Eicosene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.08 2.02ng 249334  Perylene-di2 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Eicosene 280 C20H40 003452-07-1 76

2 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 68
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 68
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 64
5 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 64

Abundance Scan 2379 (16.080 min): BF119513.D (-2372) (-) m/z 57.10 100.00%
a3
83
5000
111
125139154 177 19320 221 15.80 16.00 16.20 16.40
Ot m/z 43.00 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127767: 1-Eicosene
43 57
83 97
5000
29 15.80 16.00 16.20 16.40
125 280 m/z 83.00 70.26%
139153
o Y 167182 209 224238252
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
e RS AR A
97 15.80 16.00 16.20 16.40
5000 m/z 55.00 63.45%
29 111
126
o 140154 182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189051: Trichloroacetic acid, tetradecy! ester S T e
83 15.80 16.00 16.20 16.40
m/z 71.00 57.04%
5000
125
o 139153168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40

8270-BF031820.M Thu Mar 26 15:15:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.48 6.01 ng 742223 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2447 (16.480 min): BF119513.D (-2439) (-) m/z 57.00 100.00%
57
5000 85
113 449 16.20 16.40 16.60 16.80
ol AT, 2 169000211 239 267 398 771710 52.28%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 16.20 16.40 16.60 16.80
29 m/z 43.00 49 _.56%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.05 38.38%
113
L2 141 169199211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 16.20 16.40 16.60 16.80
m/z 55.00 20.51%
5000 85
113
N ] || 77,141 169 107 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 16.20 16.40 16.60 16.80

8270-BF031820.M Thu Mar 26 15:15:19 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.07 3.29 ng 406307 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Eilcosane 282 C20H42 000112-95-8 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hentriacontane 437 C31H64 000630-04-6 81
Abundance Scan 2547 (17.068 min): BF119513.D (-2541) (-) m/z 57.05 100.00%
57
AN SN B B
113 16.80 17.00 17.20 17.40
141 169
oLt ,I.‘! ATy K109 197 230 283 m/z 43.05 48.46%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R AN SUNIUR AR B
16.80 17.00 17.20 17.40
113 m/z 71.05 47 .07%
oL%2) LM 41 169 107 225 e oo 365 303
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
85 16.80 17.00 17.20 17.40
5000 m/z 85.05 37.14%
113
. 29 141 169 197 225 953 282
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #105885: Octadecane
57 16.80 17.00 17.20 17.40
m/z 55.00 21.37%
5000 85
29
oL Ly 118141 160 107 295 254
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 35'30 ' 16.I80 17.'00 17.'20 17.'40

8270-BF031820.M Thu Mar 26 15:15:20 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119513.D

Aca On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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 15 Eicosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.10 ng 259508 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
2 Eicosane 282 C20H42 000112-95-8 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2670 (17.792 min): BF119513.D (-2662) (-) m/z 57.05 100.00%
57
5000 85
a Wizt i 207 17140 1760 1780 18,00 1820
283
0 N T ol .2 e o .'...z?f‘.. 2 e M/Z 71.05  57.43%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194499: Eicosane, 7-hexyl-
57
5000
41 85 17.40 17.60 17.80 18.00 18.20
m/z 43.10 51.76%
0 L M8 1 182 211227 25 281 308 337
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
17.40 17.60 17.80 18.00 18.20
5000 85 m/z 85.05 38.83%
41 282
113
oh28 W1 169 197 225 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83028: Hexadecane
57 17.40 17.60 17.80 18.00 18.20
m/z 55.00 16.45%
5000 85
0 29 \‘ . 1%3 | 141 169 197 226
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17,40 17.60 17.80 18.00 18.20

8270-BF031820.M Thu Mar 26 15:15:22 2020 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032520\
Data File : BF119513.D

Acq On : 25 Mar 2020 19:52

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 18 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... 2.15 5.3 ng 558539 1 6.84 2115380 20.0
2-Pentanone, 4-hy... 5.07 3.6 ng 377691 1 6.84 2115380 20.0
n-Hexadecanoic acid 11.90 9.0 ng 1572570 4 11.37 3507540 20.0
Octadecanoic acid 12.69 6.8 ng 1200200 4 11.37 3507540 20.0
Tetracosyl heptaf... 13.87 8.9 ng 1324440 5 14.02 2970300 20.0
Heneicosane 14.19 2.2 ng 322376 5 14.02 2970300 20.0
Tetracosane 14.49 3.6 ng 541485 5 14.02 2970300 20.0
Pentacosane 14.80 6.6 ng 814244 6 15.48 2469230 20.0
Octacosane 15.14 8.1 ng 1005030 6 15.48 2469230 20.0
Octadecane, 2-met... 15.97 8.3 ng 1019450 6 15.48 2469230 20.0
1-Eicosene 16.08 2.0 ng 249334 6 15.48 2469230 20.0
2-methyloctacosane 16.48 6.0 ng 742223 6 15.48 2469230 20.0
Eicosane 17.07 3.3 ng 406307 6 15.48 2469230 20.0
Eicosane, 7-hexyl- 17.79 2.1 ng 259508 6 15.48 2469230 20.0
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