LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 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-BF101819.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 5.351 552 555 573 rBV 749626 833404 71.31% 8.145%
2 6.381 726 730 747 rBV 935798 967903 82.82% 9.459%
3 6.504 747 751 764 rVB 1123207 971099 83.10% 9.491%
4 6.733 787 790 799 rBV 262282 260605 22.30% 2.547%
5 6.886 812 816 830 rBV 821067 688707 58.93% 6.731%
6 7.298 882 886 910 rBV 545720 577364 49.40% 5.643%
7 8.010 1004 1007 1020 rBV 357260 337834 28.91% 3.302%
8 9.086 1186 1190 1193 rBV 1346189 1073717 91.88% 10.494%
9 9.480 1254 1257 1267 rBV 136831 113379 9.70% 1.108%
10 9.763 1301 1305 1317 rBV 486400 409587 35.05% 4._.003%

11 10.551 1436 1439 1457 rVB 671654 652283 55.82% 6.375%
12 11.245 1554 1557 1561 rBV2 399262 391647 33.51% 3.828%
13 11.780 1641 1648 1657 rBV 110051 129424 11.07% 1.265%

14 12.468 1762 1765 1771 rBV 31959 36356 3.11% 0.355%
15 12.557 1777 1780 1787 rBV 33913 40561 3.47% 0.396%
16 12.692 1799 1803 1807 rBV 27700 31054 2.66% 0.303%

17 12.833 1822 1827 1830 rBV 1232363 1168635 100.00% 11.421%
18 13.727 1975 1979 1992 rBV 144095 236201 20.21% 2.308%
19 13.892 2003 2007 2015 rBV 375104 394911 33.79% 3.860%

20 14.045 2029 2033 2043 rVB3 14493 21343 1.83% 0.209%
21 14.345 2080 2084 2086 rBV 27201 26774 2.29% 0.262%
22 14.374 2086 2089 2095 rVB5 13739 23109 1.98% 0.226%
23 14.645 2131 2135 2138 rBV 34915 33051 2.83% 0.323%
24 14.715 2144 2147 2152 rVB 19765 17838 1.53% 0.174%
25 14.921 2178 2182 2185 rBV 12326 17775 1.52% 0.174%
26 14.962 2185 2189 2192 rVB2 57725 63753 5.46% 0.623%
27 15.004 2192 2196 2199 rBv4 10045 17469 1.49% 0.171%
28 15.321 2245 2250 2265 rBV 273129 370024 31.66% 3.616%
29 15.503 2277 2281 2285 rVB3 9662 14156 1.21% 0.138%
30 15.721 2313 2318 2323 rVB 77793 105060 8.99% 1.027%
31 15.792 2323 2330 2335 rBV5 29851 77595 6.64% 0.758%
32 16.186 2391 2397 2401 rBV3 18262 28953 2.48% 0.283%
33 16.456 2437 2443 2447 rBV6 16665 28738 2.46% 0.281%
34 16.733 2485 2490 2498 rBV6 10608 22593 1.93% 0.221%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.856 2503 2511 2516 rBV7 17042 49255 4.21% 0.481%

Sum of corrected areas: 10232157
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117485.D

1200000 6.50

1000000 6.38
6.89
800000 5.35
600000 7.30

400000

200000

S

T
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: BF117485.D

1200000
1000000

800000
10.55

600000

400000 8.01 11.24

200000
9.48 11.78

12148736 69
L L s o eSS G M ML S

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: BF117485.D

1200000
1000000
800000
600000
400000 13.89

15.32
200000 13.73

14.96 15.72
14, 579
14.04 11‘}347' 4,@1234;@%)0 1550 A%/9 16,19 16.46 16.16.86

Ol e e e e T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 74.53 ng 971099 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117485.D (-747) (-) m/z 132.00 100.00%
5000 68
40 154 7 87 9|6 5 J I Ié.Zbl Ié.4bl Ié.66l Ié.8cl)l -
A e s~ m/z 68.00 49.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 B LR L S
6.20 6.40 6.60 6.80
m/z 134.00 30.69%

31 51 8
|

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

Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 29.79%
el B L dor s e
m/z--> 20 40 60 80 100 120 140 160 180 /L
Abundance #14396: 1,2,4-Trifluorobenzene R L EAam Ea
132 6.20 6.40 6.60 6.80
m/z 69.05 20.77%
5000 63 81
31 101 112
S R 0 Loy e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.61 ng 129424 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 38
Abundance Scan 1648 (11.780 min): BF117485.D (-1641) (-) m/z 73.00 100.00%
43 L&
60
5000 129
213
3157171185 256 11.40 11.60 11.80 12.00
S— .'J" . ”'...|',-..'..,....,....,..'..,.'...9,9..|. 2t . m/z 43.10 80.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00
m/z 60.00 70.56%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1140 11.60 11.80 12.00
5000 m/z 57.10 60.23%
29
s | |
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 59.63%
5000 129
; 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.07 ng 40561 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 14
Abundance Scan 1781 (12.562 min): BF117485.D (-1777) (-) m/z 73.00 100.00%
7B
43
5000
‘| “ 12.20 12.40 12.60 12.80
el m/z 43.00 77.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
7B
43
5000 129
29 12.20 12.40 12.60 12.80
H 214 m/z 60.00 69.17%
143157
- |'|! . |||||I| ull ||=| -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid
60
12.20 12.40 12.60 12.80
5000 43 m/z 56.95 62.75%
29 85 129
101115 186
..1?,.‘.‘..‘,‘.‘..‘.“ \,\ .‘l“---“.‘----. ‘ ‘..??7.1.7.1.,.‘... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid
60 12.20 12.40 12.60 12.80
m/z 55.00 52.62%
5000 41
129
i s
172
...,.‘...‘,‘.‘..M ‘ I, H 1‘91\\\ ””1‘\?:?}?7”1.'”” L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 11.96 ng 236201 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1979 (13.727 min): BF117485.D (-1975) (-) m/z 83.05 100.00%
57
5000 11
3 139 13.40 13.60 13.80 14.00
e m/z 57.10 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

5000
13.40 13.60 13.80 14.00

m/z 69.10 96.17%

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

13.40 13.60 13.80 14.00
5000 m/z 97.10 91.28%
29
167 196 238 266 294

I ‘ “
TreT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecy! ester

Ll
e e
vic} 13.40 13.60 13.80 14.00
83 m/z 43.05 89.01%

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

5000

139
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .96 3.45 ng 63753 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2189 (14.962 min): BF117485.D (-2185) (-) m/z 57.05 100.00%
57
85
5000
113 14.60 14.80 15.00 1520
141 207
— | e SN .- M m/z 71.05 83.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

5000 ST T
14.60 14.80 15.00 15.20

m/z 85.10 56.59%
29 113
L b g 1] | 141,169 197 225 253 296
el T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85 14.60 14.80 15.00 15.20
5000 m/z 43.05 56.53%
29
113
\‘ L | | 1L Jl Al i 141 L 169 197 240
— e 77—
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R B e O
57 14.60 14.80 15.00 15.20
m/z 99.10 23.57%
5000 85
29 113
L i L 77,141 169 197 225 253 295 323 367
e R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.68 ng 105060 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2318 (15.721 min): BF117485.D (-2313) (-) m/z 57.10 100.00%
g7
85
5000
| WBM11%M ﬁbﬁ@ﬁ%ﬁ@u

S L e m/z 71.10 88.67%

m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57

5000 85 R e ABRREa S
15. 40 15 60 15. 80 16.00

29 m/z 85.10 69.95%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
P 15.40 15.60 15.80 16.00
5000 m/z 43.05 58.50%
29 113
UL |, M0,199 197 225 253 296
B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A B mm B S,
57 15.40 15.60 15.80 16.00
m/z 55.00 26.30%
5000 85
29 113
L ‘ ﬂ ;141 169 197 225 253 295 323 367
i e e L s ey
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 4.19 ng 77595 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 2330 (15.792 min): BF117485.D (-2323) (-) m/z 97.00 100.00%
56 7
5000
125
| 007 15.40 15.60 15.80 16.00 16.20
S 8 m/z 83.05 99.69%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
a7
5000 1 LIS DUREUAME SR SRR I
15.40 15.60 15.80 16.00 16.20
- m/z 55.00 97 .67%
, 1i9,1§7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
15.40 15.60 15.80 16.00 16,20
5000 m/z 69.05 89.16%
125
22 10 e A L 51?3‘181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 A EAREE B
55 88 15.40 15.60 15.80 16.00 16.20
m/z 43.10 76 .96%
5000 11
29
139
2L iz s Do
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117485.D

Aca On : 23 Oct 2019 16:18

Operator :© JU

Sample = K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2- Chloropropionic acid, oc... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.86 2.66 ng 49255  Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2- Chloropropionic acid. octadec...
2 Pentafluoropropionic acid. tetra...
3 Trifluoroacetic acid. pentadecvl...
4 Heptafluorobutvric acid. n-tetra...
5 Tetradecyl trifluoroacetate

360 C21H41CI102
360 C17H29F502
324 C17H31F302
410 C18H29F702
310 C16H29F302

088104-31-8 72
006222-06-6 58
959010-23-2 58
007365-36-8 58
006222-02-2 58

Abundance Scan 2512 (16.862 min): BF117485.D (-2503) (-) m/z 82.95 100.00%
57
5000
| 281 16.60 16.80 17.00 17.20
1 e m/z 97.05 95.14%
m/z--> 50 100 1 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
5000 1l
16.60 16.80 17.00 17.20
m/z 57.00 84.21%
WP 168 190 224 20 a7 360
e
m/z--> 100 150 200 250 300 350
Abundance #190374 Pentafluoropropionic acid, tetradecyl ester
83
s S
16.60 16.80 17.00 17.20
5000 m/z 71.00 82.73%
‘ J 149 168 196 223241 342
. R B e o
m/z--> 100 1 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester  E BEREmEEma e
57 16.60 16.80 17.00 17.20
83 m/z 69.00 74.07%
5000 111
N [ EE -
m/z--> 50 150 200 250 300 350 16. 60 16. 80 17. 00 17. 20

8270-BF101819.M Thu Oct 24 17:36:11 2019

Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117485.D

Acq On : 23 Oct 2019 16:18

Operator : JU

Sample - K5494-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown6 .50 6.50 74.5 ng 971099 1 6.73 260605 20.0
n-Hexadecanoic acid 11.78 6.6 ng 129424 4 11.24 391647 20.0
Tridecanoic acid 12.56 2.1 ng 40561 4 11.24 391647 20.0
n-Tetracosanol-1 13.73 12.0 ng 236201 5 13.89 394911 20.0
Heneicosane 14 .96 3.5 ng 63753 6 15.32 370024 20.0
Octacosane 15.72 5.7 ng 105060 6 15.32 370024 20.0
1-Heptacosanol 15.79 4.2 ng 77595 6 15.32 370024 20.0
2- Chloropropioni... 16.86 2.7 ng 49255 6 15.32 370024 20.0
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