LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 5.351 552 555 578 rBV 922978 982964 81.37% 9.002%
2 6.381 726 730 747 rBVY 1112886 1109079 91.81% 10.157%
3 6.504 747 751 760 rVB 1313310 1116590 92.43% 10.226%
4 6.728 786 789 802 rBV 253460 264343 21.88% 2.421%
5 6.887 812 816 830 rBV 942043 801859 66.37% 7.343%
6 7.298 882 886 909 rBV 644627 667373 55.24% 6.112%
7 8.010 1004 1007 1031 rBV 353780 349037 28.89% 3.196%
8 9.086 1186 1190 1193 rBV 1463258 1194068 98.84% 10.935%
9 9.481 1254 1257 1272 rBB 160763 136112 11.27% 1.246%
10 9.763 1301 1305 1321 rBB 476650 410121 33.95% 3.756%
11 10.104 1360 1363 1365 rBB 19252 13968 1.16% 0.128%

12 10.551 1435 1439 1457 rBV 749239 734757 60.82% 6.729%
13 11.245 1554 1557 1567 rBV 397188 413638 34.24% 3.788%

14 11.780 1644 1648 1657 rBV 77893 91131 7.54% 0.835%
15 12.469 1762 1765 1769 rBV 24105 24239 2.01% 0.222%
16 12.557 1777 1780 1790 rBV2 15590 23979 1.98% 0.220%
17 12.692 1798 1803 1807 rBV2 19288 23416 1.94% 0.214%

18 12.833 1822 1827 1830 rBV 1354342 1208076 100.00% 11.063%
19 13.727 1975 1979 1997 rBV2 150442 259082 21.45% 2.373%
20 13.892 2003 2007 2015 rBV 327452 370284 30.65% 3.391%

21 14.039 2028 2032 2036 rBV 20860 23882 1.98% 0.219%
22 14.345 2079 2084 2087 rBV 35710 37473 3.10% 0.343%
23 14.368 2087 2088 2098 rVB6 9447 19257 1.59% 0.176%
24 14.639 2131 2134 2138 rBV 42808 42020 3.48% 0.385%
25 14.957 2184 2188 2193 rVB 54620 64511 5.34% 0.591%
26 15.315 2244 2249 2261 rBV 240180 320140 26.50% 2.932%
27 15.715 2312 2317 2323 rBV2 39012 57166 4.73% 0.524%
28 15.798 2323 2331 2341 rBvVS 22935 82773 6.85% 0.758%
29 16.180 2389 2396 2401 rBv4 22585 41467 3.43% 0.380%
30 16.727 2485 2489 2498 rVB6 9519 21784 1.80% 0.199%
31 16.868 2505 2513 2515 rBV5 6834 15049 1.25% 0.138%
Sum of corrected areas: 10919638
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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: BF117487.D

1400000 6.50

1200000 6.38

1000000 535 6.89

800000
7.30
600000
400000

200000

S L SR LSS

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: BF117487.D

1400000 9109 12.83

1200000
1000000
800000 10.55

600000

400000,  8.01 11.25

200000 9.48

11.78
A 10.10 k . 1§£w@pq

ot e e A ——

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: BF117487.D

1400000

1200000
1000000
800000
600000
400000 13.89

15.32
200000 13.73

. 14,04 My3gy 1464 1496 15180 16,18 16.75.87
T I T T T T I T T T T I T T T T T T T T I T T T I T T T T I T T T T I T T T T T T T T

I
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 : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 84 .48 ng 1116590 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117487.D (-747) (-) m/z 132.00 100.00%
5000 68
96 ARSI S R AR
4 o 54 ZI‘ | [CH | 104 ‘ 6.20 6.40 6.60 6.80
SNBSS i AN RN ....,....,....,....,.'!..,....,...., | N m/z 68.10 48.49%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR LR L S
6.20 6.40 6.60 6.80
78 m/z 134.00 31.25%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 6.40 6.60 6.80
5000 m/z 66.00 31.17%
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l""l'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14395: 1,3,5-Trifluorobenzene R EmEE s L EAaa e
132 6.20 6.40 6.60 6.80
m/z 69.10 20.62%
5000
63 81
31 37 44 50 57 174 8‘8 101 1:!-? ‘
s % b S o % % 180 110 Do 10 10 620 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 : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 4.41 ng 91131 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 1648 (11.780 min): BF117487.D (-1644) (-) m/z 73.00 100.00%
73
60
43
5000 129
115 157171 213 11.40 11.60 11.80 12.00
143 185
S U ,l.||...|",'. LT TR | 227 288 T Te0 00 70,820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L SRR R U
11. 40 11. 60 11.80 12.00
m/z 43.00 61.24%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.40 11.60 11.80 12.00
5000 m/z 55.10 55.98%
29
5
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid 0 L B | lll
60 73 11.40 11.60 11.80 12.00
43 m/z 41.10 52.96%
5000 129
29
15 oh 214
T } ‘ 143157 ‘ 185
Il‘lll‘l‘l\llulml‘lh IH \H |‘|‘|| ”“ A I NES— e
m/z--> 20 40 60 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 : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 3-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.73 13.99 ng 259082 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76

Abundance Scan 1979 (13.727 min): BF117487.D (-1975) (-) m/z 57.00 100.00%
a7
5000 111
l Il3g 13.40 13.60 13.80 14.00
B b 207 | 'm/z 83.10 97.87%
m/z--> 50 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000
29 11 13.40 13.60 13.80 14.00
m/z 55.10 90.85%
| 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
13.40 13.60 13.80 14.00
5000 m/z 69.05 86.75%
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 #107662: n-Heptadecanol-1
55 83 13.40 13.60 13.80 14.00
m/z 43.10 85.26%
5000 111
29
L‘\ J ‘\ H \ Jl139‘168 210 238

m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF101819.M Thu Oct 24 17:36:37 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .35 2.02 ng 37473 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 2085 (14.351 min): BF117487.D (-2079) (-) m/z 57.00 100.00%
57
85
5000
mee 14000 1420 1040 1060 "
— ey | m/z 71.05 91.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85
14.00 14.20 14.40 14.60
113 m/z 85.10 76.13%
JLJL 757,141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 350 460 !
Abundance #194493: Hexacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 43.05 70.89%
29 113 449
DLl 7,241 169 197 225 253 295 323 367
m/z--> éo 160 1éo 260 2%0 360 3%0 460 !
Abundance #215181: 2-methyloctacosane e B
57 14.00 14.20 14.40 14.60
m/z 55.00 28.50%
5000 85
113
%9ﬂ ‘ U 177,241 169 197 225 267 205 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 351;0 4(')0 ! 14.00 14.20 14.40 14.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.63 ng 42020 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexacosane 366 C26H54 000630-01-3 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2134 (14.639 min): BF117487.D (-2131) (-) m/z 57.05 100.00%
57
85
5000
DLy, s 140 1460 1450 15,00
Ak ..ud.h.,.. — m/z 71.10 99.70%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.40 14.60 14.80 15.00
- m/z 85.05 67.21%
0 | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 65.87%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane e BB R R
57 14.40 14.60 14.80 15.00
m/z 55.05 24 .09%
5000 85
29

DL (MR 141 169 107 225 253 205 323 367

I T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 Heptadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .96 4.03 ng 64511 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Heneicosane 296 C21H44 000629-94-7 64
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 59
4 Hexacosane 366 C26H54 000630-01-3 58
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 43
Abundance Scan 2189 (14.963 min): BF117487.D (-2184) (-) m/z 57.05 100.00%
g7
5000
4 U3 s 101008 14160 1480 15,00 15.20
e e 281 m/z 71.10 89.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
g7
85
5000
4 14.60 14.80 15.00 15.20
m/z 85.10 67.71%
BLd | P 14 169 10729, 240
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
g7
14.60 14.80 15.00 15.20
5000 4 85 m/z 43.10 56.05%
15 ] | “ Loy MR 14 169 197 225 253268 295
m/z--> 20 40 60 éo 160 150 140 1é0 180 200 220 240 260 280 300
Abundance #113721: Sulfurous acid, butyl nonyl ester T
57 14.60 14.80 15.00 15.20
m/z 99.00 20.05%
5000 85
4
g 1%7143161179
m/z--> 20 4b eb 80 160 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20

8270-BF101819.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.57 ng 57166 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 2318 (15.721 min): BF117487.D (-2312) (-) m/z 57.05 100.00%
57
85
5000
13 1 1540 15560 150 16,00
— T m/z 71.10 97.74%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85
15.40 15.60 15.80 16.00
113 m/z 85.10 73.57%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
g7
15.40 15.60 15.80 16.00
5000 m/z 43.05 59.28%
29 85

U u113 141 168 197 243

Ll 18 201 1p 19

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R R B R
57 15.40 15.60 15.80 16.00
m/z 41.00 27.07%
85
5000

29 113
BNy J | 141 169 197 225 253 296

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 : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 9 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.80 5.17 ng 82773 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 2331 (15.798 min): BF117487.D (-2323) (-) m/z 83.10 100.00%
57 8B
111
5000
| IlTT 007 281 15.40 15.60 15.80 16.00 16.20
R L e I T o B e e B e m/z 97.05 91.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
48
5000 83
15.40 15.60 15.80 16.00 16.20
M 111 m/z 57.05 81.07%
1 (139167 196 224 267292 321 462 490
m/z--> éo 160 1%0 260 250 300 350 460 4éo '
Abundance #234498: Eicosyl heptafluorobutyrate
57
o7 R AR SRS SN B
15.40 15.60 15.80 16.00 16.20
5000 m/z 43.00 78.83%
125
29 l | 16910624 252280 35 476
m/z--> éo 160 1%0 260 250 360 3%0 460 4éo '
Abundance #225763: Eicosy pentafluoropropionate R e BRAR R
57 15.40 15.60 15.80 16.00 16.20
97 m/z 55.00 72.69%
5000
125
2| ‘134?3}82210 252280 325 426
m/z--> éo 160 1%0 260 250 360 3%0 460 4éo ' 15h0 1560 1580 1&50 1&20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117487.D

Aca On : 23 Oct 2019 17:11

Operator :© JU

Sample = K5494-09

Misc :

ALS Vial : 6 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 10 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.59 ng 41467 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 72
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Hexacosane 366 C26H54 000630-01-3 64
Abundance Scan 2396 (16.180 min): BF117487.D (-2389) (-) m/z 57.00 100.00%
57
85
5000
|2, 155 - 15180 15,00 1620 1640
....,J.L ....|....|....|..h|....|....|....| m/z 71.05 81.92%
m/z--> 50 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000
15.80 16.00 16.20 16.40
m/z 85.00 70.78%
29 113
| I 1§1‘169 197 225 253 281 309 337 380
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #129494: 10-Methylnonadecane
57
85 15.80 16.00 16.20 16.40
5000 m/z 43.00 58.91%
154
29
113
"{'I{i"%""lk"'l"" 2'6'7"|""|""|""|
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A B e
57 15.80 16.00 16.20 16.40
m/z 55.05 33.98%
5000 85
113 141
", 141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117487.D

Acq On : 23 Oct 2019 17:11

Operator : JU

Sample - K5494-09

Misc :

ALS Vial : 6 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 84.5 ng 1116590 1 6.73 264343 20.0
n-Hexadecanoic acid 11.78 4.4 ng 91131 4 11.25 413638 20.0
3-Eicosene, (E)- 13.73 14.0 ng 259082 5 13.89 370284 20.0
Hentriacontane 14_.35 2.0 ng 37473 5 13.89 370284 20.0
Octacosane 14 .64 2.6 ng 42020 6 15.32 320140 20.0
Heptadecane 14.96 4.0 ng 64511 6 15.32 320140 20.0
2-methyloctacosane 15.72 3.6 ng 57166 6 15.32 320140 20.0
17-Pentatriacontene 15.80 5.2 ng 82773 6 15.32 320140 20.0
Heptacosane 16.18 2.6 ng 41467 6 15.32 320140 20.0
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