LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample - K2951-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 5.310 545 548 556 rBvY 63424 65193 1.12% 0.137%
2 5.457 570 573 599 rBV 2509662 2688369 46.30% 5.654%
3 6.469 742 745 761 rBV 1663602 1890656 32.56% 3.977%
4 6.604 764 768 775 rBV 4782998 4320790 74.42% 9.088%
5 6.828 803 806 814 rBV 1472341 1218438 20.99% 2.563%
6 6.987 829 833 836 rBV 4493917 4027622 69.37% 8.471%
7 7.392 898 902 905 rBV 3542697 3350352 57.70% 7.047%
8 8.110 1021 1024 1035 rBV 1644247 1580399 27.22% 3.324%
9 9.186 1203 1207 1210 rBV 6242743 5806107 100.00% 12.212%
10 9.580 1271 1274 1279 rVB 101771 91145 1.57% 0.192%

11 9.863 1319 1322 1326 rBV 1688770 1671870 28.80% 3.516%
12 9.898 1326 1328 1334 rVB2 89874 86183 1.48% 0.181%
13 10.075 1354 1358 1362 rBV 261293 246831 4._.25% 0.519%
14 10.416 1412 1416 1421 rVB 191819 181155 3.12% 0.381%
15 10.569 1439 1442 1450 rVB 63219 74352 1.28% 0.156%

16 10.657 1453 1457 1472 rVV 3448372 3509251 60.44% 7.381%
17 11.351 1571 1575 1578 rBV 1851925 1737436 29.92% 3.654%
18 11.374 1578 1579 1584 rVV 320802 235387 4._05% 0.495%
19 11.427 1586 1588 1592 rVB 120731 118485 2.04% 0.249%

20 11.586 1611 1615 1620 rBV3 54889 73912 1.27% 0.155%
21 11.857 1657 1661 1662 rBV2 72802 74784 1.29% 0.157%
22 11.874 1662 1664 1672 rVB 565959 579851 9.99% 1.220%
23 11.969 1677 1680 1682 rBV 72471 72825 1.25% 0.153%
24 12.104 1698 1703 1708 rBv4 29537 69656 1.20% 0.147%

25 12.569 1778 1782 1788 rBV 818288 772513 13.31% 1.625%

26 12.657 1791 1797 1805 rBV2 362000 495621 8.54% 1.042%
27 12.798 1815 1821 1827 rVB 557115 590144 10.16% 1.241%
28 12.933 1840 1844 1848 rBV 4682711 4820323 83.02% 10.138%
29 13.827 1993 1996 1998 rBV2 84842 76478 1.32% 0.161%
30 13.851 1998 2000 2007 rVB3 51741 68851 1.19% 0.145%

31 13.992 2019 2024 2027 rBV2 1271547 1466177 25.25% 3.084%
32 14.021 2027 2029 2036 rVB 216304 222472 3.83% 0.468%
33 14.139 2046 2049 2053 rBV 190664 184056 3.17% 0.387%
34 14.445 2098 2101 2106 rBV 398013 348666 6.01% 0.733%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample - K2951-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.751 2149 2153 2158 rVB 538876 518938 8.94% 1.091%

36 15.039 2198 2202 2205 rBV 172663 267591 4.61% 0.563%
37 15.080 2205 2209 2214 rVB2 595346 694466 11.96% 1.461%
38 15.339 2250 2253 2260 rVB 100869 124441 2.14% 0.262%
39 15.404 2261 2264 2268 rBV 86218 97813 1.68% 0.206%
40 15.462 2268 2274 2284 rVV2 1220106 1876945 32.33% 3.948%

41 15.880 2340 2345 2352 rVB 390472 569059 9.80% 1.197%
42 16.374 2424 2429 2440 rVB2 195781 346587 5.97% 0.729%
43 16.951 2522 2527 2534 rVB4 105271 233067 4.01% 0.490%

Sum of corrected areas: 47545257
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

Abundance TIC: BF114465.D
6000000

5000000 6.60
6.99

4000000
7.39

3000000
5.46

2000000 6.47

1000000

5.31 L L

o= e e s e A

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: BF114465.D
6000000 9|19

5000000 12.93
4000000
10.66

3000000
2000000 811 9.86 11.35

1000000 12.57
11.87 2 &)2.80

958  §0d%% 10/(4?0.54'(_ ! lelié‘i.sg 1}e892.10

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: BF114465.D
6000000

5000000
4000000
3000000

2000000
13.99 15.46

1000000 1aas 1475 15.08 15.88
agfl 0214 1%435 \ 16.37 16.95
B A A~ J AN \

e ER————— L L

T 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\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 unknown6.60 Concentration Rank 1

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

6.60 70.92 ng 4320790 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 767 (6.598 min): BF114465.D (-764) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 6.40 6.60 6.80 7.00
o Jrer | ysus N n/z 68.10  44.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL R AR L
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.95%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.93%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- EEEE S e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17 .64%
117
5000
29 91
7 1R er ey )
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| S GO N N —
m/z--> 20 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.67 ng 579851 Phenanthrene-d10 11.35
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 1663 (11.869 min): BF114465.D (-1662) (-) m/z 43.05 100.00%
60 73
5000
129
Vous | BT amaes 02 11,60 11.80 12.00 12.20
(o} m/z 73.00 91.76%
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 LRI UL BN BRI B

11. 60 11. 80 12. OO 12 20

m/z 60.00 89.69%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R EAmOEE S
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 79.23%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R T T
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 75.65%
5000 129
29
o 15 L_“u' 143157
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\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 5.71 ng 495621 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1798 (12.663 min): BF114465.D (-1791) (-) m/z 43.10 100.00%
73
5000
1240 12.60 12:80 13.00
0! m/z 73.00 79.39%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
97 185 241 12.40 12.60 12.80 13.00
H ‘ m/z 57.10 79.07%
ol ‘.”“‘. Lol \ 15“7 I\ s \I 2}3| || |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
73
120 1240 12.60 12:80 13.00
5000 m/z 59.95 74 .82%
43
101 172
L L L WL S B B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R EEE s e e
43 12.40 12.60 12.80 13.00
m/z 55.00 65.00%
73
- T NW\JL/&—/
129
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o e
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\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.51 ng 184056 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
5 Heptacosane 380 C27H56 000593-49-7 76

Abundance Scan 2049 (14.139 min): BF114465.D (-2046) (-) m/z 57.10 100.00%

g7
43 | 71
5000 85

99
113127141155169 13.80 14.00 14.20 14.40
183 210,
,,| M STTATI41195100183 210024 245 283 | T4 00" 64 a6%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57
43 71
5000 85 LA L L L L L L |
13.80 14.00 14.20 14.40
m/z 71.05 64 .26%
29 994 13107 169
Y A S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 L L L B
71 13.80 14.00 14.20 14.40
5000 o m/z 85.10 46.61%
29

99
113127141155169183197 226

li

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane

57 13.80 14.00 14.20 14.40

43 m/z 41.05 24 _.13%
71
5000 85
29 99
0 ‘ ‘ w M i J 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14. OO 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14._.44 4.76 ng 348666 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2100 (14.439 min): BF114465.D (-2098) (-) m/z 57.10 100.00%

57
5000 85

14. 20 14.40 14.60 14.80

d113 141163183 207 230 258 284303 324

ol e e S m/z 43.10 69.63%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA UL DAL UL B
85 14.20 14.40 14.60 14.80

m/z 71.10 59.90%

29
0 | || M8 141 169 197 225 253 281 323 351 380
b T 141 169 197 225 253 281 323 351 380
miz--> 50 100 150 200 250 300 350
Abundance
57

14. 20 14.40 14.60 14.80

5000 85 m/z 85.05 40.98%
113
oL 38 141 169 197 % 267 294 323 352
LA e e o e e B L S o B St o o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14. 20 14.40 14.60 14.80

m/z 55.00 23.46%

85
5000
29 113
DL T 169 197 225 253 296

- R ERREEEE s

m/z--> 50 100 150 200 250 300 350 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 Tridecane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.53 ng 518938 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2153 (14.751 min): BF114465.D (-2149) (-) m/z 57.05 100.00%
57
5000 85
11 14.40 1460 14.80 15.00
ol, ll LT 169 197 225 266 295 322 351 nyz 43.10  64.68%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 U BN S UL S B
85 14.40 14.60 14.80 15.00

m/z 71.10 61.59%

29
A 141 169 197 225 253 281 323 351 380
e B B L A N LM
m/z--> 50 100 150 200 250 300 350
Abundance
57
e EaaETT s
14.40 14.60 14.80 15.00
5000 m/z 85.10 46.20%
29
85
o 113 140 169 19g
T e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane EEEEEE S S e e
57 14.40 14.60 14.80 15.00
m/z 55.05 21.76%
5000 g5
29
oL ] | | 113 141 160 107 225 253 281 300 337 365 394
Al e T S R S R R Y .
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\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.88 6.06 ng 569059 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 2345 (15.880 min): BF114465.D (-2340) (-) m/z 57.10 100.00%
g7
5000 85 I J\ [
L DAL SN SN B
15.60 15.80 16.00 16.20
141
ol ll L. 160183206225 249 262 309 3% | "n/z 43.05 63.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA BN UL BN UL
15,60 15.80 16.00 16.20
- 13 m/z 71.10 62.89%
o ‘,L Lu ML 00 107 225 253 2%
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.05 46.61%
. 29 M3 141 169 107 205 253 295 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane P T T
57 15.60 15.80 16.00 16.20
m/z 55.00 22.20%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample : K2951-15

Misc :

ALS Vial : 18 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

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 Decane, 3,8-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.37 3.69 ng 346587 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2428 (16.368 min): BF114465.D (-2424) (-) m/z 57.05 100.00%
57
5000 85 I
UNNUNSUSUARSR SRR
113 16.00 16.20 16.40 16.60
155
ol LA 4 A 332195070 204223 253278 300 3 | pso 7105 67.38%
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 RUNARARUARAR IR AR
16.00 16.20 16.40 16.60
m/z 43.10 65.78%
113 141
AN 0 -
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.05 49_07%
. 29 13 141 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane L B
57 16.00 16.20 16.40 16.60
m/z 55.05 23.86%
h | L\JLM
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
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\BF052119\
Data File : BF114465.D

Acq On : 21 May 2019 19:23

Operator : JU/SJ

Sample - K2951-15

Misc :

ALS Vial : 18 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 .60 6.60 70.9 ng 4320790 1 6.83 1218440 20.0
n-Hexadecanoic acid 11.87 6.7 ng 579851 4 11.35 1737440 20.0
Octadecanoic acid 12.66 5.7 ng 495621 4 11.35 1737440 20.0
2-Bromo dodecane 14.14 2.5 ng 184056 5 14.00 1466180 20.0
Heptacosane 14 .44 4.8 ng 348666 5 14.00 1466180 20.0
Tridecane, 3-methyl- 14.75 5.5 ng 518938 6 15.46 1876950 20.0
Heneicosane 15.88 6.1 ng 569059 6 15.46 1876950 20.0
Decane, 3,8-dimet... 16.37 3.7 ng 346587 6 15.46 1876950 20.0
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