LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 2.157 6 12 18 rVB 378114 493505 5.09% 0.580%
2 2.257 25 29 36 rvB 127225 168131 1.73% 0.198%
3 5.069 496 507 516 rvB 263627 374135 3.86% 0.440%
4 5.457 567 573 576 rBY 7472544 7857796 81.03% 9.235%
5 6.463 738 744 747 rBV 6432525 7965425 82.14% 9.362%
6 6.839 804 808 812 rBVY 2754927 2334891 24.08% 2.744%
7 6.998 830 835 838 rBY 7032771 6357507 65.56% 7.472%
8 7.404 898 904 907 rBY 5100084 5313624 54.79% 6.245%
9 8.127 1021 1027 1030 rBvV 3381043 3093721 31.90% 3.636%
10 9.210 1204 1211 1214 rBVY 8812234 9533995 98.31% 11.205%

11 9.598 1270 1277 1280 rBV 1402240 1076858 11.10% 1.266%
12 9.886 1319 1326 1329 rBV 4115781 3631746 37.45% 4.268%
13 10.674 1454 1460 1463 rBV 6553792 6467365 66.69% 7.601%
14 11.374 1574 1579 1582 rBV 4597443 3829455 39.49% 4_.501%
15 11.904 1665 1669 1683 rBV 1541562 1652767 17.04% 1.942%

16 12.692 1799 1803 1817 rBV 1301709 1338980 13.81% 1.574%
17 12.968 1844 1850 1853 rBV 9656699 9697448 100.00% 11.397%
18 13.874 2000 2004 2023 rBV2 602349 1593650 16.43% 1.873%
19 14.015 2023 2028 2031 rVV 3608374 3167091 32.66% 3.722%
20 14.186 2053 2057 2061 rBV 471144 391521 4._.04% 0.460%

21 14.492 2105 2109 2113 rBV 787809 694318 7.16% 0.816%
22 14.556 2114 2120 2123 rBV7 46115 99663 1.03% 0.117%
23 14.804 2158 2162 2166 rVB 927320 945657 9.75% 1.111%
24 15.145 2215 2220 2226 rBV 1033292 1141335 11.77% 1.341%
25 15.480 2271 2277 2281 rBV 2011613 2552333 26.32% 3.000%

26 15.527 2281 2285 2296 rVB 845028 1106353 11.41% 1.300%
27 15.968 2353 2360 2370 rBV 616856 943150 9.73% 1.108%
28 16.086 2372 2380 2389 rBV6 93343 347787 3.59% 0.409%
29 16.480 2440 2447 2454 rBvV 304489 535983 5.53% 0.630%
30 17.080 2542 2549 2557 rBV2 118498 245614 2.53% 0.289%

31 17.792 2663 2670 2678 rVB2 54664 133861 1.38% 0.157%

Sum of corrected areas: 85085665
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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\BF032520\

BF119512.D

25 Mar 2020 19:18

CG/JuU

L2017-02

17 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF119512.D

5.46
7.00

6.46

6.84

5.07

7.40

Time-->

21556
0

1 T
5.00
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8000000

6000000

4000000

2000000

TIC: BF119512.D

10.67

11.37
9.89
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9.60 12.69

L

S
T T

Ol
Time-->

12.00

12.50

11.00 11.50

T
9.50 10.00 10.50

13.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF119512.D

14.02

15.48

14.80
13.87|| 1419 1449

17.08 17.79

0
Time-->

13.50

18.00

17.00

17.50

16.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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.

2.16 4.23 ng 493505 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 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

Abundance Scan 12 (2.157 min): BF119512.D (-6) (-) m/z 73.00 100.00%
7B
5000 8
87
36101 67 | 2.20 2.30 2.40 2.50 2.60
O e e e e e m/z 43.00 47 .06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 37.58%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 - m/z 87.10 25.76%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4—Trimethy|—3—pentano| L LI L BN LR B
7 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 .20%
41 55 87
5000
29
o ...,.%?.,....,....,....,....,..??,....,....,..??,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 3.20 ng 374135 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 507 (5.069 min): BF119512.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101
480 500 520 5.40
o...,....,....,..3.6.-,':...?.1.'.'1,...‘??....,??..,...:,'....,....,....,.... m/z 59.00 62.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 480 500 520 540
m/z 58.00 18.41%
15 31 101
0 ‘ Tl i 50 . ‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
m/z 101.00 16.23%
5000 29 4 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl- i N R
59 4.80 500 520 5.40
m/z 41.00 9.59%
5000 41
31
“ 69 87
0 “'I'%?'P'JIP"jiH”'?%Jwi""h"'l'“'l"gﬁ""P"'I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 8.63 ng 1652770 Phenanthrene-d10 11.37
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 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 78
Abundance Scan 1668 (11.898 min): BF119512.D (-1665) (-) m/z 60.00 100.00%
ile]
5000
129 I S
157 185 213 256 330 1160 11.80 12,00 12.20
0! m/z 43.05 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000 L B BN SR SUA
umnmnmnm
213 m/z 57.00 86.06%
] ‘ 157 185
0 IIII””I‘”\\IHI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 13
ﬂmnmnmn%
5000 129 m/z 73.00 85.23%
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 R e
4 73 umnmnmnm
m/z 55.00 77 .44Y%
5000 129 h
0! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 umnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 7
R.T. EstConc Area Relative to ISTD R.T.
12.69 6.99 ng 1338980 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
Abundance Scan 1803 (12.692 min): BF119512.D (-1799) (-) m/z 43.00 100.00%
48 57 73
5000 129
#u 97 115 185 241 L U B UL B
143157171 | 199512227 284 12.40 12.60 12.80 13.00
o =l 2180 128 m/z 57.00 93.96%
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 59.95 93.38%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 SRR SRR SN B
57 12.40 12.60 12.80 13.00
5000 m/z 72.95 87.78%
129
29 87 185 228
101115 143157171 199,54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid BN B e
48 12.40 12.60 12.80 13.00
| m/z 55.00 79.84Y%
29
5000
129 242
. L ‘M 1431571711850
m/z--> 25"25"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 : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Tricosyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 10.06 ng 1593650 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 90
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 68
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 68
Abundance Scan 2003 (13.868 min): BF119512.D (-2000) (-) m/z 57.05 100.00%
57
5000
13.60 13.80 14.00 14.20
ok, ‘ ” L 11 4139 168191216 248 281 m/z 43.00 64.27%
m/z--> 50 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57
5000
13.60 13.80 14.00 14.20
125 m/z 55.05 46.22%
0 i i M h h ‘\ 123181 210 238 264 204 322 367 418
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
97 13.60 13.80 14.00 14.20
5000 m/z 71.10 43.10%
125
o 29 153 181 224 250 280 308 353 454
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57 13.60 13.80 14.00 14.20
m/z 85.10 31.14%
5000
29 85
241
0 "'lwa'L}}%'}ﬁs"'%Q?" L DAL DAL LS DAL
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.47 ng 391521 Chrysene-di12 14.02
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 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 2058 (14.192 min): BF119512.D (-2053) (-) m/z 57.00 100.00%
57
5000 85
113 13.80 14.00 14.20 14.40 14.60
141
) - .l,I.J.- AT e 1230 281 | h/z 71.05  56.26%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 13.80 14.00 14.20 14.40 14.60
- m/z 43.05 53.55%
Ny ‘ || (M3 141 169 197 225 253 281 309 337 365 394
miz--> 0 §o 160 1éo 260 2éo 360 3éo '

Abundance
57

13.80 14.00 14.20 14.40 14.60

5000 85 m/z 85.10 42 .12%
113
o 2 141 16919211 239 267 205 323 352
T T T T T T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57 13.80 14.00 14.20 14.40 14.60

m/z 41.00 19.55%

5000 85
29

b L e aor s sy 26 .

m/z--> 0 50 100 150 200 250 300 350 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 : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.38 ng 694318 Chrysene-di12 14.02
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 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2109 (14.492 min): BF119512.D (-2105) (-) m/z 57.05 100.00%
57
5000 85
113 141 14.20 14.40 14.60 14.80
0...l, ATy I 100 197 239 267 309 89T nzu 2310 56.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000
85 14.20 14.40 14.60 14.80

m/z 71.05 50.46%

29
oLl L 113 141 160 197 205 253 281 323 351 380
I S e Rl L.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e e e
14.20 14.40 14.60 14.80
5000 o m/z 85.05 37.49%
29 113
0 141 169 197 225 253 281 309 338
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e e
57 14.20 14.40 14.60 14.80
m/z 55.00 20.70%
5000 a5
29
o ‘ TN 141 169 197 225 253 281 309 337 365 394
Al b b AR s 0D R e e e IR R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 7.41 ng 945657 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2161 (14.798 min): BF119512.D (-2158) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00 15.20
ol 34 LUy 191 169 197 225 253 281 309 337 m/z 43.05 55.98%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
29 m/z 71.05 49 _16%
. | “‘\ I ! 169 197 225 253 29
m/z--> §0 160 150 260 2éo 360 3éo
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 37.64%
. 29 13 141 169 107 205 253 295 323 367
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #185533: Pentacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 20.27%
5000 85
113
o2l J | 11t 169189211 239 267 205 373 352
m/z--> 5'0 100 1&'30 200 250 3(')0 3&'30 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\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Decane, 3,8-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.14 8.94 ng 1141340 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
3 Hexadecane 226 C16H34 000544-76-3 83
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2219 (15.139 min): BF119512.D (-2215) (-) m/z 57.00 100.00%
g7
5000 a5
113 14.80 15.00 15.20 15.40
141
ol S b T 1 169 197 225 252 282 351 nzz 43,10 56.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 71.10 51.31%
29 113
0 \‘ “\ h “\ I h‘ u‘ il 1ﬂ.1 i 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 36.75%
113 141
0 170
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane R RRREE RS
57 14.80 15.00 15.20 15.40
m/z 55.00 21.53%
5000 85
29
0 \‘ \‘ I ' )| M‘ 1}3 | 14\.1 L 169 197 226
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 7.39 ng 943150 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2360 (15.968 min): BF119512.D (-2353) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20

113 141 169 197

239

281 309 355

o m/z 43.05 55.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 15.60 15.80 16.00 16.20
29 m/z 71.10 52.58%
L “ 13 141 169 107 225 253 262
] — T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20
5000 m/z 85.05 39.20%
85
29 113 141 169
o 197 225 253 280 309 351 379 407 436
T T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 20.66%
5000 85
29
ol || | M3 141 169 197 225 253 281 309 337 365 394
L o e o LA e e B B i o o o B EAREEEEE RS S
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Tetracosyl heptafluorobutyrate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.09 2.73 ng 347787 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 70
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 70
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 Triacontvl acetate 480 C32H6402 041755-58-2 68
5 1-Hentetracontanol 593 C41H840 040710-42-7 68

Abundance Scan 2381 (16.092 min): BF119512.D (-2372) (-) m/z 57.00 100.00%
57
5000 97
37 192 283 15.80 16.00 16.20 16.40
Oty m/z 43.05 89.66%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #239098: Tetracosy! heptafluorobutyrate
57
97
5000
15.80 16.00 16.20 16.40
m/z 83.05 67.16%
ok 1l “ ?h‘ ;81 222 264 336 381 532
miz--> 0 §o 100 150 200 250 300 350 460 4éo 560 5%0 660 eéo
Abundance
57
o7 ' 15.80 16.00 16,20 16.40
5000 m/z 55.00 63.93%
139
0 181 222 264 306 348 390 432 476 521 672
Wﬂmﬁwﬁwﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234186: 17-Pentatriacontene e e
57 15. 80 16. 00 16. 20 16. 40
97 m/z 69.00 56.24%
. 15/ 11 jf} ‘181l?%%‘267306 348 390 434 490
m/z--> 6 55 160 150 200 250 300 350 400 450 560 550 660 eéo 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119512.D

Aca On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.48 4.20 ng 535983 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2447 (16.480 min): BF119512.D (-2440) (-) m/z 57.00 100.00%

5000

16.20 16.40 16.60 16.80

207 253

0 m/z 71.05 53.64%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
57
5000

16.20 16.40 16.60 16.80
m/z 43.10 48.70%

ﬂd \\‘ 183 225 267 309 352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T T
16.20 16.40 16.60 16.80
5000 m/z 85.05 36.46%
99
ol 26 141 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 16.20 16.40 16.60 16.80
m/z 55.05 21.44%
5000

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

L A S I SR e L SNt ANt

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032520\
Data File : BF119512.D

Acq On : 25 Mar 2020 19:18

Operator : CG/JU

Sample : L2017-02

Misc :

ALS Vial : 17 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... 2.16 4.2 ng 493505 1 6.84 2334890 20.0
2-Pentanone, 4-hy... 5.07 3.2 ng 374135 1 6.84 2334890 20.0
n-Hexadecanoic acid 11.90 8.6 ng 1652770 4 11.37 3829460 20.0
Octadecanoic acid 12.69 7.0 ng 1338980 4 11.37 3829460 20.0
Tricosyl trifluor... 13.87 10.1 ng 1593650 5 14.02 3167090 20.0
Octacosane 14.19 2.5 ng 391521 5 14.02 3167090 20.0
Heptacosane 14.49 4.4 ng 694318 5 14.02 3167090 20.0
Heneicosane 14.80 7.4 ng 945657 6 15.48 2552330 20.0
Decane, 3,8-dimet... 15.14 8.9 ng 1141340 6 15.48 2552330 20.0
Eicosane 15.97 7.4 ng 943150 6 15.48 2552330 20.0
Tetracosyl heptaf... 16.09 2.7 ng 347787 6 15.48 2552330 20.0
Pentacosane 16.48 4.2 ng 535983 6 15.48 2552330 20.0
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