LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45 Instrument :

Operator : MA/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : L2100-07 239-1050607pO8-0-6
isc :

ALS Vial : 46 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 2.193 13 18 25 rBv 100744 129344 2.10% 0.262%
2 5.034 496 501 509 rvB 187455 290774 4.72% 0.588%
3 5.428 562 568 571 rBY 5539808 6157468 100.00% 12.462%
4 6.445 734 741 744 rBVY 5187227 5970815 96.97% 12.084%
5 6.804 798 802 806 rBVY 1314419 1031838 16.76% 2.088%
6 6.963 825 829 832 rBVY 5238406 4685069 76.09% 9.482%
7 7.369 891 898 901 rBVY 3572240 3934179 63.89% 7.962%
8 8.086 1016 1020 1024 rBV 1445089 1264353 20.53% 2.559%
9 9.169 1199 1204 1207 rBY 6341434 5671814 92.11% 11.479%
10 9.557 1267 1270 1274 rBV 662853 586625 9.53% 1.187%
11 9.704 1292 1295 1299 rBV 91413 80454 1.31% 0.163%
12 9.845 1312 1319 1322 rBVY 1527544 1271911 20.66% 2.574%
13 9.874 1322 1324 1328 rVB 118057 99913 1.62% 0.202%
14 10.392 1409 1412 1417 rBvV 97005 82861 1.35% 0.168%

15 10.633 1448 1453 1457 rBV 3328796 3338606 54.22% 6.757%

16 11.333 1568 1572 1574 rBV 1289553 1105472 17.95% 2.237%
17 11.357 1574 1576 1579 rVB 862709 634454 10.30% 1.284%
18 11.404 1579 1584 1587 rBV 279086 265792 4._.32% 0.538%
19 11.563 1605 1611 1613 rBV2 132446 131661 2.14% 0.266%
20 11.833 1654 1657 1659 rBV 75429 66466 1.08% 0.135%

21 11.863 1659 1662 1667 rBV 756529 662256 10.76% 1.340%
22 11.945 1673 1676 1679 rBV 127784 137514 2.23% 0.278%
23 12.151 1709 1711 1716 rVB 94311 72628 1.18% 0.147%
24 12.386 1748 1751 1753 rBV 59305 66172 1.07% 0.134%
25 12.545 1775 1778 1781 rBV 1182845 982326 15.95% 1.988%

26 12.651 1792 1796 1801 rBV4 285806 390458 6.34% 0.790%
27 12.745 1809 1812 1813 rBV 206986 176232 2.86% 0.357%
28 12.774 1814 1817 1820 rVV 1010228 920320 14.95% 1.863%
29 12.821 1823 1825 1831 rVB2 60863 71877 1.17% 0.145%
30 12.921 1838 1842 1848 rVB 4294442 4067194 66.05% 8.231%

31 13.104 1871 1873 1876 rVB 133611 105415 1.71% 0.213%

32 13.210 1888 1891 1893 rVB2 93174 81023 1.32% 0.164%
33 13.404 1921 1924 1929 rVB 205897 188042 3.05% 0.381%
34 13.451 1930 1932 1935 rBV 123723 99830 1.62% 0.202%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

3?22'6 i L2100-07 239-105060708-0-6
ALS Vial : 46 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

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

Method
Title

35 13.609 1956 1959 1963 rVB 135609 134207 2.18% 0.272%

36 13.751 1981 1983 1985 rBV 83910 77597 1.26% 0.157%
37 13.821 1992 1995 2001 rVB2 488382 519633 8.44% 1.052%
38 13.974 2016 2021 2024 rBV2 1183724 1443062 23.44% 2.921%
39 13.998 2024 2025 2030 rVB 456524 342534 5.56% 0.693%
40 14.451 2100 2102 2106 rBVS5 118216 118291 1.92% 0.239%

41 15.009 2193 2197 2200 rBVY 435124 631119 10.25% 1.277%
42 15.303 2245 2247 2253 rVB 252114 338627 5.50% 0.685%

43 15.368 2255 2258 2264 rVB 254346 291609 4.74% 0.590%
44 15.433 2265 2269 2272 rBVY 565995 693021 11.25% 1.403%

Sum of corrected areas: 49410856
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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: BF119757.D
6000000
5.43

6.45 6.96

5000000

4000000
7.37

3000000

2000000
6.80

1000000

2.19 5.03 L L

S e R

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: BF119757.D

6000000

5000000
12.92

4000000
10.63

3000000

2000000
11.33 12.54 12.77

1].36
1000000 056 pm 11.86

4 12;
| Jlg.m 87 10.39 : 5.’1A.56 11 /65941215 12.39

A
LI —

131821

T T 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: BF119757.D

6000000

5000000
4000000
3000000

2000000 13.97

15.01 15.43
1000000 13.824.00 19507

3406368 14.45

77—

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\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 Propane, 1,1-dimethoxy- Concentration Rank 8

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

2.19 2.51 ng 129344 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 50
3 Propanoic acid. 2.3-dihvdroxv- 106 C3H604 000473-81-4 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
5 2,2"-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 12

Abundance Scan 18 (2.193 min): BF119757.D (-13) (-) m/z 75.00 100.00%
75
5000 4s /\
e
39 | 57 2.20 2.30 2.40 2.50 2.60
bl 88 108 Tm/z 73.10  72.09%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
‘ m/z 45.00 50.64%
| ‘ Pl 5 eel] e 10
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
75
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.00 32.45%
31 47 57 89
HRUNE N "'?%" NSRRI S SURIL |""|1p?"|"'%1?""
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4968: Propanoic acid, 2,3-dihydroxy-  RERAREEIE R L R Y
75 2.20 2.30 2.40 2.50 2.60
m/z 46.95 25.20%
5000
47
Ll 535 6o 8% 106
m/z--> 20 30 40 50 60 70 8 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\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 3-Pentanol, 2-methyl- Concentration Rank 6

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

5.03 5.64 ng 290774 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 37
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36

Abundance Scan 500 (5.028 min): BF119757.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101 SR A IR A
36 53 83 | 4.60 4.80 5.00 5.20 5.40
T RS MU M m/z 59.00 61.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4460: 3-Pentanol, 2-methyl-
59
5000 73 SR S R
4.60 4.80 5.00 5.20 5.40
31 4 m/z 58.00 17 .59%
it sl el
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 540
5000 5 m/z 101.00 17.08%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- e
509 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.65%
5000
43 101
31
SN 8 1 . O B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 5H-Indeno[l,2-b]pyridine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.56 2.38 ng 131661 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HON 000244-99-5 91
2 Carbazole 167 C12HON 000086-74-8 87
3 D-Galactitol. 2-(Cacetvimethvlami... 363 C16H29N08 074410-42-7 80
4 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 78
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 72
Abundance Scan 1611 (11.563 min): BF119757.D (-1605) (-) m/z 167.00 100.00%
167
5000
e ® 1@ | 1130 1140 1160 1180
B e 1188205 248 | n/z 166.10  21.95%
m/z--> 50 100 150 200 250 300
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000
11.20 11.40 11.60 11.80
139 m/z 168.10 13.92%
14 3 63 % 113
m/z--> 50 100 150 200 250 300 '
Abundance
167
11.20 11.40 11.60 11.80
5000 m/z 139.10 11.93%
39 71 g9 113 9
m/z--> 50 100 150 200 250 300 '
Abundance #192383: D-Galactitol, 2-(acetylmethylamino)-2-deoxy-3,4,6...
167 11.20 11.40 11.60 11.80
m/z 140.00 9.40%
5000
28
83 139
— 45 63 | 113 7\ | 185207208 267 206 326343
m/z--> 50 100 150 200 250 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.86 11.98 ng 662256 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1662 (11.863 min): BF119757.D (-1659) (-) m/z 60.00 100.00%

43 73
5000 192

11.60 11.80 12.00 12.20
m/z 73.00 97.93%

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 L B B B
11.60 11.80 12.00 12.20
213 m/z 43.00 97 .33%
L, 1431571711859
R R SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
LR EE s R
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 89.36%
29 171
87 115 165 014
15 101 143157 198
T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 L
Abundance #95851: Pentadecanoic acid L B i e
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 82 .66%
5000 129
199

29
||||||||||| T L L L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

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

11.94 2.49 ng 137514 Phenanthrene-d10 11.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 53

3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50

4 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 49

5 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 42
Abundance Scan 1675 (11.939 min): BF119757.D (-1673) (-) m/z 192.05 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 189.00  80.35%

82 95 165

51 63

113 127139151 210 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000

o4 11.60 11.80 12.00 12.20
m/z 190.10 74.99%

27 39 51 63 81 || 110122 137150163 178

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

Abundance
190
T AT e
11.60 11.80 12.00 12.20
5000 m/z 191.05 60.61%
172
29 44 63 75 97109 133146 217
T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.60 11.80 12.00 12.20
m/z 187 .00 19.08%
5000
94
81 163 \
T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119757.D

Aca On : 4 Apr 2020 10:45

Operator : MA/SJ

Sample : L2100-07

Misc :

ALS Vial : 46 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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.65 7.06 ng 390458 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Docosanoic acid 340 C22H4402 000112-85-6 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1796 (12.651 min): BF119757.D (-1792) (-) m/z 43.05 100.00%
4B 60
5000
241 UREU UL UL SULILN
284 12.40 12.60 12.80 13.00
264 | 301 326343 m/z 57.05  94.35%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
5000 129 RIS BURRUR AN SRR BN
12.40 12.60 12.80 13.00
185 241 084 m/z 59.95 90.39%
57, [ 27 7]
m/z--> 1éo 260 2%0 300 350
Abundance
43
73 " 1240 1260 12.80 13.00
5000 340 m/z 72 .95 83.09%
g7 129 .
26 153 185 513 241559278777 320
m/z--> 55 160 1%0 200 2%0 360 350
Abundance #107548: n-Hexadecanoic acid
48 7 12.40 12.60 12.80 13.00
m/z 55.00 76.70%
5000 256
129
o ’ 157 185
IZI‘I‘IIHI ‘:I“HN"L I‘H‘\Iul I\ {II‘I{I\\ |“|‘|23|9 ‘:::: ——— R R EREE RS S
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.61 ng 188042 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 95
2 Bis(dodecanamido)methane 691 C45H90N202 010436-15-4 50
3 Dodecanamide 199 C12H25N0 001120-16-7 47
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 47
5 Nonanamide 157 C9H19NO 001120-07-6 46
Abundance Scan 1923 (13.398 min): BF119757.D (-1921) (-) m/z 58.95 100.00%

5000

e

13.00 13.20 13.40 13.60 13.80
m/z 72.00 43.36%

293 346

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #128445: 9-Octadecenamide, (2)-
59
5000

13.00 13.20 13.40 13.60 13.80
m/z 43.05 43.00%

19 lle}40184 238 281

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

L

Abundance
59
B B B
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.00 35.49%
323
97
140 184 236 278 367 410 690
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #60439: Dodecanamide e o
59 13.00 13.20 13.40 13.60 13.80
m/z 55.00 34 .95%
15 |, | , 114 156 199
e A m R A L o S o o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 13. OO 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF040320\

Data File : BF119757.D

Aca On 4 Apr 2020 10:45

Operator : MA/SJ

ﬁ?ggle i L2100-07 239-105060708-0-6
ALS Vial : 46 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 9 Heptafluorobutyric acid, he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 7.20 ng 519633 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 89
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 87
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 87
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 83
Abundance Scan 1995 (13.821 min): BF119757.D (-1992) (-) m/z 57.00 100.00%
g7
83
5000
R AN SR SO
13.60 13.80 14.00 14.20
LA 259 286 309 332353 n/z B55.00 86 65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LI LN B SULBUL I
13.60 13.80 14.00 14.20
m/z 43.10 85.15%
m/z-->
Abundance
57
97 R AN SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 83.00 67.97%
125
29
154 196 224 269 370
mz-> 50 100 150 200 250 300 350 400 A,JM
Abundance #185169: Heptadecy! trifluoroacetate RS EmmEs o L
57 13.60 13.80 14.00 14.20
97 m/z 97.05 62.80%
5000
29 125
[ | ‘ J\ il 1.54 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040320\

Data File : BF119757.D

Acq On : 4 Apr 2020 10:45

Operator : MA/SJ

3?22'6 i L.2100-07 239-105060708-0-6
ALS Vial : 46 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]
Propane, 1,l1-dime... 2.19 2.5 ng 129344 1 6.80 1031840 20.0
3-Pentanol, 2-met... 5.03 5.6 ng 290774 1 6.80 1031840 20.0
5H-Indeno[1,2-b]p-.. 11.56 2.4 ng 131661 4 11.33 1105470 20.0
n-Hexadecanoic acid 11.86 12.0 ng 662256 4 11.33 1105470 20.0
4H-Cyclopenta[def... 11.94 2.5 ng 137514 4 11.33 1105470 20.0
Octadecanoic acid 12.65 7.1 ng 390458 4 11.33 1105470 20.0
9-Octadecenamide, ... 13.40 2.6 ng 188042 5 13.97 1443060 20.0
Heptafluorobutyri... 13.82 7.2 ng 519633 5 13.97 1443060 20.0
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