LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.928 479 483 495 rVB 304397 377685 6.93% 0.844%
2 5.345 549 554 557 rBY 3996864 3979053 73.03% 8.891%
3 6.010 664 667 670 rBV 194474 157641 2.89% 0.352%
4 6.181 692 696 700 rVB 307288 252064 4.63% 0.563%
5 6.369 722 728 731 rBVY 3811534 4004606 73.50% 8.948%
6 6.434 736 739 743 rVB 65592 59378 1.09% 0.133%
7 6.563 759 761 773 rBV 132132 137421 2.52% 0.307%
8 6.734 786 790 794 rBVY 1612556 1345447 24.69% 3.006%
9 6.857 808 811 813 rBV 73223 58837 1.08% 0.131%
10 6.892 813 817 820 rVV 3767518 3214418 58.99% 7.182%

11 7.298 881 886 889 rBV 2642512 2692298 49.41% 6.016%
12 7.763 962 965 969 rVB 57810 55902 1.03% 0.125%
13 8.022 1004 1009 1012 rBV 2103018 1805122 33.13% 4_.033%
14 9.098 1187 1192 1195 rBV 4985185 4968244 91.18% 11.101%
15 9.492 1254 1259 1262 rBV 677843 596156 10.94% 1.332%

16 9.774 1301 1307 1311 rBV 2246089 2121623 38.94% 4.741%
17 10.569 1436 1442 1445 rBV 3431745 3378717 62.01% 7 .550%
18 11.263 1555 1560 1563 rBV 2698454 2262909 41.53% 5.056%
19 11.804 1647 1652 1663 rBV2 804358 913313 16.76% 2.041%
20 12.586 1781 1785 1799 rBV 477064 496862 9.12% 1.110%

21 12.857 1826 1831 1834 rVB 5783287 5448646 100.00% 12.175%
22 13.092 1867 1871 1887 rVB7 27408 67003 1.23% 0.150%
23 13.768 1982 1986 2001 rBV2 411692 952590 17.48% 2.129%
24 13.904 2004 2009 2012 rBV 2295833 2107963 38.69% 4_.710%
25 14.380 2087 2090 2093 rBV 89900 85295 1.57% 0.191%

26 14.427 2093 2098 2104 rVV5 31290 71397 1.31% 0.160%
27 14.680 2138 2141 2146 rVB 116636 109432 2.01% 0.245%
28 15.004 2192 2196 2201 rBV 141526 148648 2.73% 0.332%
29 15.333 2246 2252 2255 rBV 1615294 1964899 36.06% 4 _.390%
30 15.368 2255 2258 2264 rVB 114056 144018 2.64% 0.322%

31 15.786 2325 2329 2334 rVB 91736 126640 2.32% 0.283%

32 15.856 2334 2341 2362 rBV8 128694 579905 10.64% 1.296%
33 16.268 2407 2411 2416 rVB3 38039 69748 1.28% 0.156%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 44753880
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF119917.D

5000000

4000000 535 6.37 6.89

3000000 730

2000000
6.73

1000000

4.93 6.016:18

O T L | B i L S

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: BF119917.D

5000000 9.10

4000000
10.57

3000000 11.26

8.02
2000000

1000000 11.80

9.49 12.59

.76 \ 13.09

Ol S w2 e e 2 e e e ERC

T
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: BF119917.D

5000000

4000000

3000000
13.90
2000000 15.33

1000000
13.77

. 15.00
11’\@;83 14/\68 .00 .37 151386 16.27

O e A e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5

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

4.93 5.61 ng 377685 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-0ctanol 130 C8H180 000589-98-0 33
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 483 (4.928 min): BF119917.D (-479) (-) m/z 43.00 100.00%
43
59
5000
101 5 a0 550 8%
Ot Sl B8 | m/z 59.00 61.10%
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 L L UL UL R
59 460 480 500 520
m/z 58.00 17.09%
15 31 101
0 ‘ Tl N 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
460 480 5.00 520
5000 41 m/z 101.00 16.56%
31
69 P
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol EAm T e
50 4.60 4.80 5.00 5.20
m/z 41.10 8.91%
5000 29 4 83
101
0 ‘ ‘ \‘Jh 51|, 69 . 91 ‘ 112 129
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 _alpha.-Pinene Concentration Rank 8

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

6.01 2.34 ng 157641 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 94
3 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 90
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000488-97-1 90
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 90

Abundance Scan 667 (6.010 min): BF119917.D (-664) (-) m/z 93.00 100.00%
]
5000
41 "
I 53 67 ||84 105 121 .0 5.60 5.80 6.00 6.20 6.40
Obrrprrreprrrr bbb e b8l TR Tm/z 91.00 42.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
93
A
5000 SRR AR SRR
77 5.60 5.80 6.00 6.20 6.40
41 m/z 92.00 36.59%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0'W'“W'“M'”'H”'NM§3MMP“lh“'PL'PM“P”'ﬂ”'PJ'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
ARAIRAASE RS AR
5.60 5.80 6.00 6.20 6.40
5000 m/z 77.00 26.94%
41 v 121
oL 15 27 53 67 84 105 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93 5.60 5.80 6.00 6.20 6.40
m/z 79.00 23.67%
5000
77
7 o & ‘ “ 105 121 a0
0'w'“'w'mu“'hb”'ﬁu“l”wﬁ'“Jhgilﬂ'w'““v'”m'“l“lw'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Camphene Concentration Rank 7

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

6.18 3.75 ng 252064 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 95
2 _beta.-Pinene 136 C10H16 000127-91-3 72
3 2-Carene 136 C10H16 000554-61-0 72
4 Bicvclol3.1l.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 72
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 68

Abundance Scan 696 (6.181 min): BF119917.D (-692) (-) m/z 93.00 100.00%
]
121
5000 29
107 N R Y | DA
|| | ‘l ‘ " 136 5.80 6.00 6.20 6.40 6.60
Obrrprrrrprrrr it il “'.. i et b | Tm/Zz 121.10  59.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15675: Camphene
93
121
4l A )\ "
5000 67 &) AR VRS LRSS SRR R
- 107 5.80 6.00 6.20 6.40 6.60
136 m/z 79.00 36.78%
o ..,....,....,....,....,....,....,........,...1.(,)9... T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
a 580 6.00 620 640 6.60
5000 m/z 91.00 32.31%
69
2 53 K 121
ol 15 62 86 107 128 %
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #15677: 2-Carene A L e ]
93 121 5.80 6.00 6.20 6.40 6.60
136 m/z 67.00 30.39%
5000 79
41
105
65
o --.-1-%-3-.----.----.----. PR R | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.56 2.04 ng 137421 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 50
3 Ethanol. 2-T2-(2-propenvlioxv)eth... 146 C7H1403 015075-50-0 38
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 2-Pentanol 88 C5H120 006032-29-7 33

Abundance Scan 760 (6.557 min): BF119917.D (-759) (-) m/z 45.00 100.00%
45
5000 59
S ARRAERARSSRARRSRARARE
| 7|2 108 6.20 6.40 6.60 6.80
o PO m/z 59.00 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 14 ._.79%
0 19 L, ! 89 104 116 135
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
6.20 6.40 6.60 6.80
5000 59 m/z 43.00 13.97%
29
90
75
ol 5 68 102
TWWTW_TWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- O R R
45 6.20 6.40 6.60 6.80

m/z 44.00 11.37%
5000

29
19 58 73 89
12\ | H‘ ‘ 3 \M LAl 111 | 103 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.80 8.07 ng 913313 Phenanthrene-d10 11.26
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1651 (11.798 min): BF119917.D (-1647) (-) m/z 60.00 100.00%
43 60 73
5000
129
97 N R
Tﬂ' U5 | 43157171185,05%13 0 256 1140 11'60 11.80 12.00 12.20
| SR m/z 43.00 99.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 AR B B SN
nmnmnmnmnm
21 m/z 73.00 96.29%
m/z--> "éb” 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.|60 11.|80 12.'00 12.'20
5000 129 m/z 57.00 90.19%
29 87 115 171
185 214
JLis 101 143157 108
m/z--> 25 45 eb 85 160 150 150 160 1éo 200 220 210 2éo
Abundance #95851: Pentadecanoic acid RS e a
3 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 78.44Y%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12. 00 12 20

8270-BF040820.M Wed Apr 15 18:57:58 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.59 4.71 ng 496862 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1786 (12.592 min): BF119917.D (-1781) (-) m/z 43.00 100.00%
4 73 h
5000 129
199,13227 12:20 12.40 12.60 12.80 13.00
0 m/z 57.00 94 .57%
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 NSRRI SRR SRR I
12.20 12.40 12.60 12.80 13.00
m/z 60.00 94 .16%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
nmﬁmﬁmn@mm
5000 129 m/z 73.00 92._.67%
8 g7 115 213 256
157 1 5
. 1437 181907 oot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61117: Dodecanoic acid
78 12.20 12.40 12.60 12.80 13.00
43 m/z 55.00 84.97%
57
5000
29 129 157 200 MLJ
7 101115
143 | 171
0 |||||||||||||||T||||||||||||||||| ||‘||1|8|5||“|||| R ARRRREERS e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentafluoropropionic acid, ... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.77 9.04 ng 952590 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 1986 (13.768 min): BF119917.D (-1982) (-) m/z 57.00 100.00%
g7
83
5000
111
LN SRR U
139 13.40 13.60 13.80 14.00
- Ay L= e aee 20 477 54.95  90.13%
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
97
5000 AR IR
1340 13.60 13.80 14.00
29 125 m/z 43.00 85.33%
N ‘ L H‘} 154 177196 224 269 370
m/z--> 50 150 200 250 300 350
Abundance
57
97 LUV BRI UG
13.40 13.60 13.80 14.00
5000 m/z 83.00 73.18%
29 125
0 77 154 196 224 269 320
m/z--> " s0 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e e S A BRERE
57 13.40 13.60 13.80 14.00
97 m/z 97.05 64.17%
5000
29 125
0 e \\} 154 182 210 238 283 384
m/z--> 50 100 150 260 250 300 350 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119917.D

Aca On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl5.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.86  5.90 ng 579905  Perylene-diz 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tetracosvl heptafluorobutvrate 550 C28HA9F702  1000351-83-7 38
2 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 30

3 5-Nitro-2-thienvImethvlenecvcloh... 281 C12H15N303S 042826-29-9 30
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 30

5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 30
Abundance Scan 2342 (15.862 min): BF119917.D (-2334) (-) m/z 57.00 100.00%
57
1 297 15.60 15.80 16.00 1620
193221 263 355 : : : :
Oyl m/z 83.05 95.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
5000 LN L L L LB L
15. 60 15. 80 16. OO 16. 20
125 m/z 97.05 80.35%
29
ol “ ‘\\h\ w ‘9196222250278308336 381 532
e . T T T
m/z--> 50 150 20 250 300 350 400 450 500
Abundance
57
T
97 15.60 15.80 16.00 16.20
5000 m/z 43.00 69.49%
125
o ® 153181200236 264292320348 392420 465 516
B B L i o e e e e R R R E e e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127950: 5-Nitro-2-thienylmethylenecyclohexanecarboxylic h... R RmEE e
83 15.60 15.80 16.00 16.20
m/z 55.00 67.75%
55
5000
111
ok dil 138 171 281
L A I B o o o o B O B i o A I R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 15. 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119917.D

Acq On : 13 Apr 2020 15:39

Operator : MA/SJ

Sample : L2215-23

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 5.6 ng 377685 1 6.73 1345450 20.0
-alpha.-Pinene 6.01 2.3 ng 157641 1 6.73 1345450 20.0
Camphene 6.18 3.8 ng 252064 1 6.73 1345450 20.0
Ethanol, 2-(2-eth... 6.56 2.0 ng 137421 1 6.73 1345450 20.0
n-Hexadecanoic acid 11.80 8.1 ng 913313 4 11.26 2262910 20.0
Octadecanoic acid 12.59 4.7 ng 496862 5 13.90 2107960 20.0
Pentafluoropropio... 13.77 9.0 ng 952590 5 13.90 2107960 20.0
unknownl15.86 15.86 5.9 ng 579905 6 15.33 1964900 20.0
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