LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 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-BF120518 .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 5.010 488 497 504 rVvB 564232 753452 8.36% 0.832%
2 5.422 561 567 570 rBVY 8490656 8485329 94.14% 9.365%
3 6.433 733 739 743 rBVY 8822569 9013441 100.00% 9.948%
4 6.575 758 763 766 rBVY 8467923 8098877 89.85% 8.938%
5 6.804 798 802 806 rVB 2864374 2247157 24.93% 2.480%
6 6.963 825 829 832 rBVY 6816441 5656439 62.76% 6.243%
7 7.363 892 897 900 rBY 5560725 4907825 54.45% 5.416%
8 8.086 1016 1020 1023 rBV 4417126 3567869 39.58% 3.938%
9 9.163 1198 1203 1206 rBVY 10804957 9012230 99.99% 9.946%
10 9.551 1266 1269 1273 rBvV 1238333 1057287 11.73% 1.167%

11 9.839 1314 1318 1322 rBV 4872264 3945348 43.77% 4 _.354%
12 10.621 1447 1451 1455 rBV 6126412 5698112 63.22% 6.289%
13 11.321 1566 1570 1572 rBV 4071282 3342085 37.08% 3.688%
14 11.345 1572 1574 1576 rVV 340449 270591 3.00% 0.299%
15 11.392 1576 1582 1585 rVB2 109366 105381 1.17% 0.116%

16 11.857 1657 1661 1671 rBV 2413786 2334140 25.90% 2.576%
17 12.527 1772 1775 1779 rBV 593382 533272 5.92% 0.589%
18 12.639 1790 1794 1806 rBV 1240752 1299956 14.42% 1.435%
19 12.757 1808 1814 1817 rVB 592268 559309 6.21% 0.617%
20 12.910 1835 1840 1843 rVB 7448506 6650602 73.79% 7.340%

21 13.151 1878 1881 1884 rVB 133623 111581 1.24% 0.123%
22 13.492 1936 1939 1942 rVB 196544 147161 1.63% 0.162%
23 13.815 1990 1994 2006 rVB2 1373635 1873166 20.78% 2.067%
24 13.957 2012 2018 2020 rBV 3259491 3295449 36.56% 3.637%
25 13.980 2020 2022 2025 rVB 243268 195251 2.17% 0.215%

26 14.139 2045 2049 2052 rBV 490682 421453 4.68% 0.465%
27 14.445 2095 2101 2106 rBV2 479142 585504 6.50% 0.646%
28 14.745 2149 2152 2157 rVB 434255 416811 4.62% 0.460%
29 14.815 2160 2164 2169 rBV 672511 723179 8.02% 0.798%
30 14.974 2187 2191 2195 rBV 255563 422261 4.68% 0.466%

31 15.074 2204 2208 2213 rBV2 431568 475957 5.28% 0.525%
32 15.268 2238 2241 2245 rVB 163266 189967 2.11% 0.210%
33 15.327 2247 2251 2257 rVB 283111 372576 4._.13% 0.411%
34 15.392 2257 2262 2266 rBV 2080696 2411008 26.75% 2.661%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.445 2268 2271 2278 rVB 246389 281312 3.12% 0.310%

36 15.868 2339 2343 2348 rBV 177898 270958 3.01% 0.299%
37 15.927 2348 2353 2364 rVV2 166490 399541 4.43% 0.441%
38 16.362 2423 2427 2434 rVB2 98806 161057 1.79% 0.178%
39 16.792 2496 2500 2507 rVB3 109342 209819 2.33% 0.232%
40 17.215 2568 2572 2577 rVB2 74782 106300 1.18% 0.117%

Sum of corrected areas: 90609013
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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: BF111197.D

1e+07
5.42 6'4:%3.57

8000000
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6000000 7.36

4000000
6.80

2000000
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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: BF111197.D

1e+07

8000000 12.91

10.62
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9.55 12.64
L 14,34 12.5312.76
1

T T T T e e LT L

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: BF111197.D

13.15
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le+07
8000000
6000000
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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\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.01 6.71 ng 753452 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 497 (5.010 min): BF111197.D (-488) (-) m/z 43.00 100.00%
43.0
59.1
5000
oLt 460 480 500 520 540
ot 8L 2010 o s9.10  52.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L
59.0 460 480 500 520 5.40
0,
150 1010 m/z 101.10 17.14%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520 540
5000 410 m/z 57.95 13.83%
o Il 126.0142,0
m/z--> 20 4I 65 80 100 150 140 160 180 200 |
Abundance #4030: 2,3-Butanedione, monooxime T T T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.22%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2 unknown6.57 Concentration Rank 1

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

6.57 72.08 ng 8098880 1,4-Dichlorobenzene-d4 6.80
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF111197.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 96.1 J SRS AR AR
54.0 6.20 6.40 6.60 6.80 7.00
0 XSO N . S | N m/z 68.10 44.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR AR AR LR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.08%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 29.60%
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%::‘"?..al....“l..H.l....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.66%
74.0
5000 9go 1160
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 ,%8?9. S Y1 SN
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\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 13.97 ng 2334140 Phenanthrene-d10 11.32
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 91
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1662 (11.863 min): BF111197.D (-1657) (-) m/z 43.05 100.00%
430 730
5000 129.1 k
97.1 213.2 TR T
| 5 L1 oas 256.3 11.60 11.80 12.00 12.20
(I ' : m/z 73.00 88.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
9.0
5000 129.0 L UL B SULR RAUE
nmnmnmnm
4‘“ - 1570 1gs0 2130 2560 | M/Z 60.00  88.67%
of :
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 73.93%
0150 ‘
m/z--> 60 85 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid R B N B R
60.0 11.60 11.80 12.00 12.20
m/z 41.10 73.65%
5000
29.0 85.0 129.0
186.0
oo L ALl gorg | ospo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.64 7.89 ng 1299960 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1794 (12.639 min): BF111197.D (-1790) (-) m/z 43.05 100.00%
43.0 73.0
5000
129.1
9r.0 185.2 241.2
: : 284.3 12.40 12.60 12.80 13.00
S N L 213.2 m/z 73.05  79.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73.0

5000

12.40 12.60 12.I80 13.IOO
m/z 57.10 75.65%k

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 75.27%
0 .1.5.?. A bu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e e e A R
60.0 12.40 12.60 12.80 13.00
m/z 55.10 68.94%
5000 129.0
83.0
157.0 185.0 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.37 ng 1873170 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1995 (13.821 min): BF111197.D (-1990) (-) m/z 57.05 100.00%

57.0
5000 j 97.0

13.60 13.80 14.00 14.20
H J }391 197.2 244.1282.2

I R S e L S m/z 43.10 76.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
13.60 13.80 14.00 14.20
m/z 55.05 54 _95%

oL 3?? 1820 2520 297.0 3480
...,....,....,....,....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate

57.0

9r.0 13 60 13.80 14.00 14.20
5000 m/z 71.10 52.18%
o dd Al 1390 1650 2380 2830 3340
e L N M e B e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0 13.60 13.80 14.00 14.20

m/z 83.10 42 .82%

97.0
5000
390
ol | L, 1810 224.0 264.0 308.0 353.0 454.0

m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 12
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.56 ng 421453 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2049 (14.139 min): BF111197.D (-2045) (-) m/z 57.10 100.00%
57.1
5000
|J 9? 1411 1831 271 oeg4 255.0 13.80 14.00 14.20 14.40
VMR 9 U NP N B L Y - =1 m/z 43.05 63.13%
m/z--> 0 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 AUV SR U
13.80 14.00 14.20 14.40
99.0 m/z 71.10 62.90%
ok LA LY e gm0 20
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.10 45.10%
99.0
o 270 ‘ A 1410 1830 2250 266,0296.0
m'z--> 0 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 13.80 14.00 14.20 14.40
m/z 55.10 23.18%
5000
99.0
o r‘j H 1410 1830 2250 267.0 309.0  365.0
m'z--> 0 50 100 1&'30 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.55 ng 585504 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2100 (14.439 min): BF111197.D (-2095) (-) m/z 57.10 100.00%
51.1
e ’k_/\:\J L_M/\
1] ;9?'1 141.2 176.9 211.1240.1 2810 326.0355.1 397.3 1420 14,40 1460 1480
o b b S e e PN m/z 71.10 59.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 m“-‘-‘J--u---- AR SRR B
mmmmmmmm
99.0 m/z 43.10 57.26%
41.0
oL LAAd | 140 g0 pso w20
m/z--> 50 10 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
" 14/20 14.40 14.60 14.80
5000 m/z 85.05 44 .27%
99.0
ol L, J ] uJ1‘}410 183.0 225.0 267.0__309.0 3610
m/z--> §0 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R R ma
57.0 14.20 14.40 14.60 14.80
m/z 55.10 21.52%
5000
99.0
0l280 L1y || M0 1830 2250 267.0 3000 3650
m/z--> 5'0 100 1&'30 2(')0 250 300 3&1,0 400 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.82 6.00 ng 723179 Perylene-d12 15.39
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 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 2165 (14.821 min): BF111197.D (-2160) (-) m/z 69.10 100.00%
69.1
5000 J
P e
07.1137.2 953.2 14.60 14.80 15.00 15.20
oL, ?9.\-0,-1-.1 ploai d g 22t 2172 52 2913 311 Tz 81.10 56.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 DRI SN BN RN RN
14.60 14.80 15.00 15.20
m/z 41.10 28.80%
07.0137.0
0 L b Dyl L 175.0 2310 273.0 341.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
' 14.60 14.80 15.00 15.20
5000 m/z 95.05 13.10%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol e
69.0 14.60 14.80 15.00 15.20
m/z 68.10 11.47%
- ML\_&
137.0
02|7:0|||JIJAOISIOIIIIIII:II'Q?OIIII ——r— T R A REEE SR S
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 11 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.95 ng 475957 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 72
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 72
5 Eicosane 282 C20H42 000112-95-8 68
Abundance Scan 2207 (15.068 min): BF111197.D (-2204) (-) m/z 57.10 100.00%
51.1
5000 85.1 vVV\J{Juﬂwmthk“w,\,y\MALv“
R DA SUNLE SRR B
113.1 252.1 14.80 15.00 15.20 15.40
411
o Ao TITA11802 2070 AR 3011 3859 s ttU10G  63.67%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 wa
5000 LR SR BUGIL B B
mmmmmmmm
m/z 43.10 63.28%
29.0 113.0
. JJ LJJJHMMwMWm5mm02%O
m/z--> éo 160 150 260 250 300 3%0
Abundance #175558: Tetracosane
57.0
85.0 14.80 15.00 15,20 15.40
5000 m/z 85.10 44 .02%
113.0
oL._30.0] L |y J | [141:0169.0197.0225.0253.0281.0309.0 338-0
m/z--> éo 160 1%0 260 2éo 360 3%0 ,AAJ
Abundance #202264: Octadecane, 1-iodo- R R e e B RaEa
57.0 14.80 15.00 15.20 15.40
m/z 55.10 26.78%
5000 85.0
29.0 ﬂwﬂ
0 L) 30 1550155050 2530
m/z--> éo 160 1éo 200 2éo 300 3%0 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 12 Nonadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.44 2.33 ng 281312 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Eicosane 282 C20H42 000112-95-8 74

Abundance Scan 2270 (15.439 min): BF111197.D (-2268) (-) m/z 57.10 100.00%
57.1
5000 85.1
13. 15.20 15.40 15.60 15.80
1411 266.1
ol , ]1 G 20l 2070237.02000 8131 8551 | sz 43.05  57.63%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 LR S I UL B
1520 15.40 15.60 15.80
20.0 m/z 71.10 53.85%
'\ ﬂ13°141016901970 268.0
0"l"l' s |???q T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
'~ 15.20 15.40 15.60 15.80
5000 m/z 85.10 37 .52%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- R R
57.0 15.20 15.40 15.60 15.80
m/z 41.10 18.23%
5000 85.0
28.0
183.0
o ,|,,I‘,I,,L,|1,3;°, e moo e
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.25 ng 270958 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 96
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2343 (15.868 min): BF111197.D (-2339) (-) m/z 57.05 100.00%
571.0
5000 85.1
113.1 141 2 207.1 268.1 15.60 15.80 16.00 16.20
ol b L 7421602 2071 041226815062 355.0 m/z 43.05 68.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 LR B UL IR SR

15.60 15.80 16.00 16.20
m/z 71.05 59.07%

113.0
o \ [ AT 141.0 * 183.0211.0239.0267.0296.0
i — T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
A e B T e
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10  45.45%
29.0
ol } || [1130141.0160.0197.02250  268.0
ey
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L S
57.0 15.60 15.80 16.00 16.20
m/z 41.05 21.95%
5000 85.0
29.0 113.0
oL, 1 | | 77 141.0169.0197.0225.0253.0 295.0323.0 367.0
e e T e R R R
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\BF120718\
Data File : BF111197.D

Aca On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample : J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 14 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.31 ng 399541 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 87
3 1l-Heptacosanol 396 C27H560 002004-39-9 81
4 n-Tetracosanol-1 354 C24H500 000506-51-4 81
5 1-Tricosene 322 C23H46 018835-32-0 74
Abundance Scan 2354 (15.933 min): BF111197.D (-2348) (-) m/z 57.10 100.00%
51.1
7.1
5000
264.1 UL NN SUNRA SRR
9.1 2071 327.0 15.60 15.80 16.00 16.20
0 e m/z 83.05 83.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
58.0
5000 or.0 R SR U UL R BN
15.60 15.80 16.00 16.20
m/z 43.10 79.74%
L e, 290
G L L B UL B W L WL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
15.60 15.80 16.00 16,20
5000 83.0 m/z 97.10 73.37%
. 1259 167.0 2100 267.0307.0 490.0
m/z--> 50 100 1%0 200 250 300 350 400 450 '
Abundance #210517: 1-Heptacosanol e EREmEmEE T
57.0 97.0 15.60 15.80 16.00 16.20
m/z 69.05 67.08%
5000
9.0
ol il 4 1, 181.0222.0 264.0 306.0 378.0
m/z--> §0 100 1%0 200 250 300 350 400 450 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120718\
Data File : BF111197.D

Acq On : 7 Dec 2018 19:59

Operator : JU/SJ

Sample - J6214-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
2-Pentanone, 4-hy... 5.01 6.7 ng 753452 1 6.80 2247160 20.0
unknown6 .57 6.57 72.1 ng 8098880 1 6.80 2247160 20.0
n-Hexadecanoic acid 11.86 14.0 ng 2334140 4 11.32 3342090 20.0
Octadecanoic acid 12.64 7.9 ng 1299960 5 13.96 3295450 20.0
Octadecyl trifluo... 13.82 11.4 ng 1873170 5 13.96 3295450 20.0
Heptadecane 14.14 2.6 ng 421453 5 13.96 3295450 20.0
Eicosane 14.44 3.5 ng 585504 5 13.96 3295450 20.0
Squalene 14.82 6.0 ng 723179 6 15.39 2411010 20.0
Heneicosane 15.07 4.0 ng 475957 6 15.39 2411010 20.0
Nonadecane 15.44 2.3 ng 281312 6 15.39 2411010 20.0
Heptadecane, 2,6,... 15.87 2.3 ng 270958 6 15.39 2411010 20.0
Cyclopentadecane 15.93 3.3 ng 399541 6 15.39 2411010 20.0
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