LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

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-BF051019.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 5.451 568 572 598 rBVY 4051085 4244048 93.20% 10.214%
2 6.469 740 745 762 rBVY 3993197 4513389 99.12% 10.863%
3 6.592 762 766 780 rVB 4759172 4262176 93.60% 10.258%
4 6.810 800 803 812 rBVY 1058277 952262 20.91% 2.292%
5 6.969 826 830 847 rBVY 3668038 3180250 69.84% 7 .654%
6 7.375 895 899 911 rBY 2685884 2728478 59.92% 6.567%
7 8.092 1017 1021 1035 rBvV 1388470 1219762 26.79% 2.936%
8 9.169 1199 1204 1207 rBV 4932587 4435132 97.40% 10.674%
9 9.563 1268 1271 1277 rBV 352891 295667 6.49% 0.712%
10 9.845 1316 1319 1329 rVB 1457790 1340823 29.45% 3.227%

11 10.645 1450 1455 1467 rBV 2697166 2900268 63.69% 6.980%
12 11.333 1569 1572 1582 rBV 1590426 1456693 31.99% 3.506%
13 11.857 1658 1661 1673 rBV 196040 254401 5.59% 0.612%
14 12.645 1790 1795 1801 rBV2 34841 56888 1.25% 0.137%
15 12.921 1837 1842 1845 rBV 4470160 4553611 100.00% 10.960%

16 13.139 1872 1879 1882 rBV 52737 66361 1.46% 0.160%
17 13.480 1932 1937 1940 rBV2 75823 77851 1.71% 0.187%
18 13.809 1989 1993 2004 rBV 428120 618578 13.58% 1.489%
19 13.980 2018 2022 2030 rBV 1277480 1189671 26.13% 2.863%
20 14.121 2043 2046 2050 rBV 110878 118418 2.60% 0.285%

21 14.427 2095 2098 2106 rBV 139449 146476 3.22% 0.353%
22 14.727 2146 2149 2155 rVB 199231 180014 3.95% 0.433%
23 14.804 2158 2162 2166 rVV 239764 235083 5.16% 0.566%
24 15.056 2201 2205 2210 rBV 254798 286284 6.29% 0.689%
25 15.439 2263 2270 2280 rBvV2 818198 1403535 30.82% 3.378%

26 15.851 2335 2340 2347 rBV 266634 407280 8.94% 0.980%
27 16.345 2418 2424 2438 rVB 155473 295834 6.50% 0.712%
28 16.915 2518 2521 2530 rVB2 63386 130023 2.86% 0.313%

Sum of corrected areas: 41549256
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114577.D

5.45 6.47

4000000
6.97

3000000
7.37

2000000

1000000

e L SR L 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: BF114577.D

4000000

3000000 10.64

2000000

8.09 9.85 11.33

1000000
9.56

1186 12.64 | 13.14

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: BF114577.D

4000000
3000000

2000000

13.98
1000000 15.44

13.81
#:80 15/.\06 15.85 16.34

13.48 1412 1443 1iiﬂ 16.92

T 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\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.59 Concentration Rank 1

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

6.59 89.52 ng 4262180 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 766 (6.592 min): BF114577.D (-762) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
B E e m/z 68.10 42 .60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR S AR AL R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.74%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 65.95  27.42%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“|‘|8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.74%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.49 ng 254401 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1662 (11.863 min): BF114577.D (-1658) (-) m/z 43.05 100.00%
4 60 73
5000 129
97 213 rrryrrrryrrrrprrryrTrT1
| l[ LS g 187171185 0 T s 1160 11.80 12,00 12.20
| 0,
e m/z 73.00 91.24%
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 L L B SR B
11.60 11.80 12.00 12.20
m/z 60.00 88.54%
| lITJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
1160 11.80 12.00 12.20
5000 m/z 57.05 78 .65%
29
a5 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid T T
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 71.68%
5000 129
29
15 e Bcstbeutsiet
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11feo 11!80 12)00 12)20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tricosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 10.40 ng 618578 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1993 (13.809 min): BF114577.D (-1989) (-) m/z 57.05 100.00%
57
5000
ﬂllll DRI RIS PR SUNI B
139 13.40 13.60 13.80 14.00 14.20
AN g S8 209 28t . m/z 43.05 80.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #233557: Tricosyl pentafluoropropionate
57
97
5000 AR R SRR SRR B
13140 13.60 13.80 14.00 14.20
125 m/z 55.10 64 .63%
%9 J 1,,1 ¢153 181 210 238264 204 322 367 468
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57
97 LR SRR DA SUNL B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 52.17%
- 125
L ¥ i 154 182 224 252 297 348
m/z--> 50 100 1%0 200 250 360 350 400 450
Abundance #223732: Tricosyl trifluoroacetate AR R LR S e s
57 13.40 13.60 13.80 14.00 14.20
o7 m/z 97.10 51.18%
5000
125
i ‘ L J‘A153 181 210 238264 294 322 367 418
LA I B N B N B A B N | B B B B B B B B B B s B B s e e —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Nonadecane, 9-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.43 2.46 ng 146476 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
4 Tricosane 324 C23H48 000638-67-5 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2098 (14.427 min): BF114577.D (-2095) (-) m/z 57.10 100.00%
57
5000 85
113 141 207 324 14.20 14.40 14.60 14.80
— .|, AT e 207 230 2s S hz7T 43.05  72.49%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
85
5000 LB S B I S
14.20 14.40 14.60 14.80
140 m/z 71.10 57 .75%
29 11 168
B T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
" 14.20 14.40 14.60 14.80
5000 g5 m/z 85.05 47 .10%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- N T T
57 14.20 14.40 14.60 14.80
m/z 55.00 24 .16%
5000 85
3 } || M2 141 169 210 239 267 309 335 366
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.57 ng 180014 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2149 (14.727 min): BF114577.D (-2146) (-) m/z 57.10 100.00%
g7
5000 85
113 . 155 14.40 14.60 14.80 15.00
|,I |aept®S 188 a1 265 477 43.05 64.57%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LN AL B BRI UL
14.40 14.60 14. 80 15.00
- m/z 71.10 61.64%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #175557: Tetracosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 45 .89%
29 113
| ] Il 777,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #202662: Heptacosane e e Bt S
57 14.40 14.60 14.80 15.00
m/z 55.00 20.93%
5000
85
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo ' 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.80 3.35 ng 235083 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
Abundance Scan 2161 (14.798 min): BF114577.D (-2158) (-) m/z 69.05 100.00%
69
5000
41
DN I AN SN
14.40 14.60 14.80 15.00 15.20
b '| 5.”.7.‘. A1 203231 267 3 m/z 81.10 52.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 AR BRI SN IR N
14.40 14.60 14.80 15.00 15.20
m/z 41.05 29.38%
95 137
| d f1y’) 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1440 14.60 14.80 15.00 15.20
5000 m/z 95.05 13.49%
41
’ 95 137
w317 163 191 217 245 273 299 341 367 410
m/z--> §o 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e e
69 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.25%
5000 41
93
L J‘\ h @hq | 161 192 231 273 315341 384
m/z--> 50 100 150 2(')0 250 300 350 400 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\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 4.08 ng 286284 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2206 (15.062 min): BF114577.D (-2201) (-) m/z 57.10 100.00%
57
5000 85
13 1480 15.00 15.20 1540
141 169
— |,I AT de 107 239 267 @5 71010 61.73%
m/z--> 50 1 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L B B SUM BAUS
14.80 15.00 15.20 15.40
29 m/z 43.10 60.70%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #175557: Tetracosane
57
| 14.80 15.00 15.20 1540
5000 P m/z 85.10 50.71%
29 113
| ] Il 777,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #194493: Hexacosane T T
57 14.80 15.00 15.20 15.40
m/z 41.05 20.67%
5000 85
29 i || M 141 169 107 205 253 295 323 367

II‘I IIIJI II‘II T T 17T T T T T T T T T T T T T T T T T IIIIIIIIIIIIIIIIIII
T | T | T T T I T

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\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.85 5.80 ng 407280 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2340 (15.851 min): BF114577.D (-2335) (-) m/z 57.05 100.00%
g7
5000 85 ML/
R PR SN SO B
113 15.60 15.80 16.00 16.20
141
...l,.J.-.J.I Lo L1017 225 258 28 m/z 71.10 60.16%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
g7
5000 LR SUMRUE B SUNRRA B
85 15,60 15.80 16.00 16.20
29 m/z 43.05 59.76%
| J | | 113 141 169 197 205 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
1560 15.80 16.00 16.20
5000 m/z 85.10 42 _74%
85
2910 J J13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T T
57 15.60 15.80 16.00 16.20
m/z 55.05 19.84%
5000 85
29 113
| ‘ I L 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114577.D

Aca On : 24 May 2019 18:45

Operator : JU/SJ

Sample : K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.34 4.22 ng 295834 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2423 (16.339 min): BF114577.D (-2418) (-) m/z 57.10 100.00%

57

5000 85

:

113 141 169 16.00 16.20 16.40 16.60

197 265
.....-Hl A2 2252 m/z 43.10 63.36%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane

s

5000 85 LA I L L L L L |
16.00 16.20 16.40 16.60
29 m/z 71.10 62.30%
113
1| j J “ (141,169 197 225 253 281 309 337 380
el . T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
T T T

16.00 16.20 16.40 16.60

5000 85 m/z 85.10 45_.03%
29 113
| I Ly 141‘169 197 225 253 281 309 338
e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e
57 16.00 16.20 16.40 16.60
m/z 41.05 18.38%
29 113
‘ i_]lg |70, 141 169 197 225 253 295 323 367
T e e e e e
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052419\
Data File : BF114577.D

Acq On : 24 May 2019 18:45

Operator : JU/SJ

Sample - K3019-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .59 6.59 89.5 ng 4262180 1 6.81 952262 20.0
n-Hexadecanoic acid 11.86 3.5 ng 254401 4 11.33 1456690 20.0
Tricosyl pentaflu... 13.81 10.4 ng 618578 5 13.98 1189670 20.0
Nonadecane, 9-met... 14.43 2.5 ng 146476 5 13.98 1189670 20.0
Octacosane 14.73 2.6 ng 180014 6 15.44 1403540 20.0
Squalene 14.80 3.4 ng 235083 6 15.44 1403540 20.0
Tetracosane 15.06 4.1 ng 286284 6 15.44 1403540 20.0
Eicosane 15.85 5.8 ng 407280 6 15.44 1403540 20.0
Heptacosane 16.34 4.2 ng 295834 6 15.44 1403540 20.0
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