LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 2.204 16 20 28 rvB 81853 106518 1.52% 0.174%
2 5.045 492 503 509 rBV 176154 240702 3.45% 0.393%
3 5.445 566 571 574 rBVY 5719007 5450172 78.00% 8.902%
4 6.457 737 743 746 rBVY 5353874 5576576 79.81% 9.109%
5 6.833 803 807 810 rBVY 2126687 1677217 24.00% 2.740%
6 6.992 829 834 837 rBVY 4822542 4327841 61.94% 7.069%
7 7.392 897 902 905 rBVY 3661142 3625827 51.89% 5.922%
8 8.116 1021 1025 1029 rBvV 2591100 2213745 31.68% 3.616%
9 9.198 1203 1209 1212 rBvV 7412773 6569218 94.02% 10.730%
10 9.592 1271 1276 1279 rBV 874251 691602 9.90% 1.130%

11 9.880 1319 1325 1328 rBV 2900702 2640219 37.79% 4.312%
12 10.669 1453 1459 1462 rBV 4995632 4657258 66.66% 7.607%
13 11.368 1573 1578 1581 rBV 3143479 2864591 41.00% 4.679%
14 11.898 1664 1668 1679 rBV 1314742 1423184 20.37% 2.325%
15 12.580 1780 1784 1787 rBV 84255 104073 1.49% 0.170%

16 12.686 1798 1802 1815 rBV 843692 896623 12.83% 1.465%
17 12.957 1843 1848 1851 rBV 7165687 6986987 100.00% 11.412%
18 13.192 1883 1888 1895 rBV2 54849 82442 1.18% 0.135%
19 13.862 1998 2002 2019 rBV 900715 1391932 19.92% 2.274%
20 14.010 2022 2027 2030 rBV 2925200 2597236 37.17% 4.242%

21 14.180 2052 2056 2060 rBV 329747 289570 4.14% 0.473%
22 14.486 2104 2108 2111 rBV 587988 521957 7.47% 0.853%
23 14.509 2111 2112 2125 rVB6 52873 105373 1.51% 0.172%
24 14.798 2154 2161 2166 rBV 697397 736865 10.55% 1.204%
25 15.045 2199 2203 2211 rVB2 47446 89450 1.28% 0.146%

26 15.139 2214 2219 2224 rBV 694230 811455 11.61% 1.325%
27 15.474 2270 2276 2280 rBV 1820958 2304673 32.99% 3.764%
28 15.521 2280 2284 2290 rVB 590647 790122 11.31% 1.291%
29 15.962 2353 2359 2364 rBV 422159 620150 8.88% 1.013%
30 16.039 2366 2372 2391 rVB6 75370 301699 4._.32% 0.493%

31 16.468 2438 2445 2453 rBV 193054 365397 5.23% 0.597%
32 17.068 2541 2547 2556 rBV3 71262 162029 2.32% 0.265%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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

Sum of corrected areas: 61222703
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

BF119539.D

26 Mar 2020 19:44

CG/JuU

L2017-03

9 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 10

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

5.05 2.87 ng 240702 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 504 (5.051 min): BF119539.D (-492) (-) m/z 42.95 100.00%
a3
59
5000
101 B o 550 a0
Ol L& h/z 59.00 - 57.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 16.90%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 16.37%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59 480 5.00 520 5.40
m/z 41.10 9.15%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 9.94 ng 1423180 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 1668 (11.898 min): BF119539.D (-1664) (-) m/z 59.95 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.00 99.93%

L

04
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 LIS L L L L L L L LB LB
11.60 11.80 12. 00 12. 20
213 m/z 73.00 92 .69%
‘ 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
R
11. 60 11.80 12.00 12.20
5000 129 m/z 57.00 88.99%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid T
4 73 11. 60 11. 80 12. 00 12. 20

m/z 55.00 76 .06%

5000 129
04

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\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.69 6.26 ng 896623 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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1803 (12.692 min): BF119539.D (-1798) (-) m/z 43.00 100.00%
48 57 73
5000
12.40 12.60 12.80 13.00
O m/z 72.95 89.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 L RS IR AR I
12.40 12.60 12.80 13.00
284 m/z 57.05 88.61%
ZT 143,5,171
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 59.95 87.19%
8 g7 115 213 256
157171185 1 5!
o 143 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid A e o
73 12.40 12.60 12.80 13.00
43 m/z 55.00 80.43%
5000
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.86 10.72 ng 1391930 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 2002 (13.862 min): BF119539.D (-1998) (-) m/z 57.00 100.00%
57
5000 8
y 111 I NS NS | S
139 13.60 13.80 14.00 14.20
0 ...-.,....1,.1.1‘.&,1.6.8.1.9,6...2.4,8..25?0.,....,....,....,...., m/z 43.00 77.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
5000 N UL SR UL R
13.60 13.80 14.00 14.20
29 125 m/z 55.00 72.61%
m/z--> 0 55 ' 2%0 300 350 400 450 '
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 83.10 51.94%
- 125
o 154182 224252 297 348
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate e
57 13.60 13.80 14.00 14.20
. m/z 97.05 49_.96%
5000
- 125
0 | | 169106000 266294 339 490
m'z--> 0 5'0 100 150 200 250 3(')0 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.18 2.23 ng 289570 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2056 (14.180 min): BF119539.D (-2052) (-) m/z 57.00 100.00%

5000

13.80 14.00 14.20 14.40

113 141 169 211 239 267

0 m/z 43.00 51.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000
85 13.80 14.00 14.20 14.40
m/z 71.05 45 _.95%
113
0 29| || | 777141 169 197 225 253 280 309 351 379 407 436
S T o o TSR U e B A LA AL SA
miz--> 50 100 150 200 250 300 350 400
Abundance
57
13.80 14.00 14.20 14.40
5000 o m/z 85.05 34.35%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T e T o T T
miz--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57 13.80 14.00 14.20 14.40
m/z 55.10 20.32%
5000
85
29
oL L M8 141 160 197 225 253 281 323 351 380
T [ T e T AT e
miz--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.02 ng 521957 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2109 (14.492 min): BF119539.D (-2104) (-) m/z 57.00 100.00%

5000 85 A\

113 14. 20 14. 40 14. 60 14.80
141 169 239
0..],.-!.".",.-'*.: LIS R — m/z 71.05 53.89%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 ||||||||||||||||||||

14.20 14.40 14.60 14.80
m/z 43.05 53.41%

29 113
ol “ L 141169 197 225 253 281 300 338
m/z--> 5|0 1(I)O 150 2(I)O ZéO 3(I)O 3é0 I
Abundance
57

14.20 14.40 14.60 14.80

5000 o m/z 85.05 39.52%
29
o 113 141 169 197 225 253 281 309 337 365 394
A O e S RN SR
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R L e e A

57 14.20 14.40 14.60 14.80
m/z 55.00 19.63%

5000 85
113
290 | i | L. 141‘169139211 239 267 295 323 352

S e G R A e el

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 6.39 ng 736865 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2161 (14.798 min): BF119539.D (-2154) (-) m/z 57.00 100.00%
g7
5000 85
113 14.40 14.60 14.80 15.00 15.20
141
ol A b 7,141 100 107 225 253 282 300 | ao71 Gs B4 920
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.40 14.60 14.80 15.00 15.20
m/z 43.10 54 _.17%
0 ?P || | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 39.08%
29
o 113 141 169 197 205 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22 .49%
5000
85
29
o ‘\“ ||| Y18 141 160 197 225 253 282
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\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.14 7.04 ng 811455 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2219 (15.139 min): BF119539.D (-2214) (-) m/z 57.05 100.00%
g7
5000 85
113 141 14.80 15.00 15.20 15.40
— ,I. LU T T 160 197 225 253 281 309 | 7, 43.05  55.26%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 71.05 52.06%
JL 2] L L d || 1" 169189 211 239 267 205 323 352
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 41 .84%
29 113
o 141 169 197 225 253 296
m/z--> §o 160 1%0 200 2%0 300 3éo
Abundance #38349: Decane, 3,8-dimethyl-
57 14.80 15.00 15.20 15.40
m/z 55.00 21.23%
85
5000
113 141
ol .i,N!.‘.hﬂ..J, N e e S
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.96 5.38 ng 620150 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2359 (15.962 min): BF119539.D (-2353) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20

351

o m/z 43.10 53.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57
5000
85 15.60 15.80 16.00 16.20
29 m/z 71.10 48.78%
ol | “h‘khﬁﬁ3}ﬂ11§9197225253281309337 379 421449477 506
T T T e e T e T e e T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
85 15.60 15.80 16.00 16.20
5000 m/z 85.05 37.40%
29 113
o 141169197 225253 296
I o o T I B o B o B O L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
15.60 15.80 16.00 16.20
m/z 55.00 21.17%
5000

141169197225 267295 365393
I~ T I L I TTTrT I L I TTTrT I T
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Heptadecyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.04 2.62 ng 301699 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90

Abundance Scan 2372 (16.039 min): BF119539.D (-2366) (-) m/z 57.10 100.00%
57
83
5000
139163 193 250 281 15.80 16.00 16.20 16.40
ol m/z 55.00 71.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LR LU BN RN B
111 15.80 16.00 16.20 16.40
29 m/z 43.00 68.36%
0 I “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
m/z--> 50 260 250 300 350 400
Abundance
57
83 HRIR BN SR IR B
15.80 16.00 16.20 16.40
5000 11 m/z 83.10 57.39%
29 139 189 210 255 406
o7 e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate A B R ma e et
57 15.80 16.00 16.20 16.40
97 m/z 97.10 52.62%
5000
29 125
o L J ‘ JL 1?4 182 224 252 297 348
m/z--> 50 100 150 200 2&'30 3(')0 350 400 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119539.D

Aca On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.17 ng 365397 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2445 (16.468 min): BF119539.D (-2438) (-) m/z 57.00 100.00%
57
5000 85
—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
113 16.20 16.40 16.60 16.80
141
ol AL e 10 o7 o7 08 83 08%
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 52.84Y%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 40.39%
oL, 38 U3 141 182 517 .55 281 308 337
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #141433: Pentadecane, 8-hexyl-
43 16.20 16.40 16.60 16.80
- m/z 55.00 19.91%
5000
99 196
N ni | 4157155 | 225 252 280
m/z--> 55 160 1%0 260 250 360 3éo ' 16&0 1&20 1&%0 1&80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032620\
Data File : BF119539.D

Acq On : 26 Mar 2020 19:44

Operator : CG/JU

Sample : L2017-03

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 2.9 ng 240702 1 6.83 1677220 20.0
n-Hexadecanoic acid 11.90 9.9 ng 1423180 4 11.37 2864590 20.0
Octadecanoic acid 12.69 6.3 ng 896623 4 11.37 2864590 20.0
Pentafluoropropio... 13.86 10.7 ng 1391930 5 14.01 2597240 20.0
Hentriacontane 14.18 2.2 ng 289570 5 14.01 2597240 20.0
Tetracosane 14.49 4.0 ng 521957 5 14.01 2597240 20.0
Heptacosane 14.80 6.4 ng 736865 6 15.47 2304670 20.0
Pentacosane 15.14 7.0 ng 811455 6 15.47 2304670 20.0
Hexatriacontane 15.96 5.4 ng 620150 6 15.47 2304670 20.0
Heptadecyl heptaf... 16.04 2.6 ng 301699 6 15.47 2304670 20.0
Octacosane 16.47 3.2 ng 365397 6 15.47 2304670 20.0
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