LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 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-BF091319.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 5.004 492 496 507 rBV 41751 59309 4 .95% 0.363%
2 5.422 563 567 584 rBV 741125 850628 70.94% 5.207%
3 6.439 736 740 758 rBV 891986 965564 80.53% 5.910%
4 6.569 758 762 775 rVB 1117597 979603 81.70% 5.996%
5 6.792 797 800 812 rVB 269788 248750 20.75% 1.523%
6 6.951 823 827 842 rBV 779609 707343 58.99% 4 _.330%
7 7.357 892 896 916 rBV 504980 566027 47 .20% 3.465%
8 8.075 1014 1018 1045 rBV 283076 329087 27.44% 2.014%
9 9.151 1197 1201 1213 rBvV 1070957 1016436 84.77% 6.222%
10 9.545 1264 1268 1277 rBV 147262 137786 11.49% 0.843%

11 9.827 1313 1316 1327 rVB 396872 387200 32.29% 2.370%
12 10.621 1447 1451 1462 rBV 604562 610349 50.90% 3.736%
13 11.316 1566 1569 1578 rBV 340880 380379 31.72% 2.328%
14 11.845 1654 1659 1672 rBV 233385 292830 24.42% 1.792%
15 12.539 1757 1777 1787 rBV2 327956 1151449 96.03% 7.048%

16 12.627 1787 1792 1803 rVB 203339 270416 22.55% 1.655%
17 12.898 1834 1838 1842 rBV 1126062 1012638 84.45% 6.199%

18 13.121 1872 1876 1881 rBV5 9841 16258 1.36% 0.100%
19 13.204 1885 1890 1896 rBV7 11527 26202 2.19% 0.160%
20 13.463 1930 1934 1936 rBV3 14566 18099 1.51% 0.111%

21 13.539 1936 1947 1956 rVvVv 482469 1199084 100.00% 7.340%
22 13.792 1985 1990 2000 rBV2 136721 211001 17.60% 1.292%
23 13.962 2015 2019 2030 rVvVv 362710 401452 33.48% 2.457%
24 14.057 2031 2035 2039 rvv4 10885 17778 1.48% 0.109%
25 14.110 2039 2044 2050 rVB 107481 105817 8.82% 0.648%

26 14.227 2056 2064 2077 rBV 558382 1056831 88.14% 6.469%
27 14.415 2091 2096 2099 rBV 227732 217677 18.15% 1.332%
28 14.586 2120 2125 2127 rBV4 21106 34103 2.84% 0.209%
29 14.609 2127 2129 2133 rVB5 19735 23649 1.97% 0.145%
30 14.715 2141 2147 2151 rBV 348930 387677 32.33% 2.373%

31 14.792 2153 2160 2168 rVV 358573 605805 50.52% 3.708%
32 15.045 2197 2203 2213 rVB 366165 417982 34.86% 2.559%
33 15.162 2219 2223 2227 rBV7 6514 12342 1.03% 0.076%
34 15.268 2232 2241 2243 rBVS 14954 37523 3.13% 0.230%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 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-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.415 2257 2266 2281 rVB2 532716 951098 79.32% 5.822%

36 15.827 2328 2336 2342 rBvV 192682 315831 26.34% 1.933%

37 16.121 2379 2386 2391 rBV3 30678 75239 6.27% 0.461%

38 16.315 2412 2419 2427 rVB 79770 151286 12.62% 0.926%

39 16.880 2508 2515 2520 rBv4 29892 59026 4.92% 0.361%

40 17.545 2623 2628 2636 rVB8 11839 29161 2.43% 0.178%
Sum of corrected areas: 16336715
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117361.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown5.00 Concentration Rank 15

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

5.00 4.77 ng 59309 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 35
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 495 (4.998 min): BF117361.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 N
| 83 460 4.80 5.00 5.20 5.40
R e o o e e s o Y RN m/z 59.00 70.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 RS SRS SR
101 460 4.80 500 520 5.40
28 ‘ 59 m/z 101.00 27 .37%
70 84
0 ||| 0 R Y -3
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 16.65%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- e e
43 460 4.80 5.00 5.20 5.40

m/z 41.00 7.90%

5000 59

15 101
T 25,3 3 53 83 |

O et b e e e e e e R A — .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF091319.M Fri Oct 11 13:36:50 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2 unknown6.57 Concentration Rank 1

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

6.57 78.76 ng 979603 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF117361.D (-758) (-) m/z 132.00 100.00%
132
5000 68
96 AR SRR
40 5y 8 | 106 6.20 6.40 6.60 6.80 7.00
01 B e e m/z 68.10 40.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR AR RS SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.95%
01 2
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 og 116 m/z 66.00 26.14%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.26%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 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\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.85 15.40 ng 292830 Phenanthrene-d10 11.32
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1660 (11.851 min): BF117361.D (-1654) (-) m/z 73.00 100.00%
73
43 60
5000 129
213 SO SRS
143187171185 | 507 256 11,60 11.80 12.00 12.20

0Ll m/z 59.95 73.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256

11.60 11.80 12.00 12.20
213 m/z 43.05 68.15%

|| I ‘J‘“ 143157171185199
R R SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

11.60 11.80 12.00 12.20

o

5000 129 m/z 57.05 62.87%
29 87
115 | 143 199 242
101 157171185
ol 15 213226
R T T T T [ T TP T ] T [ T e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e e T
60 73 1160 1180 12.00 12.20
43 m/z 55.00 62.21%
5000 129
185 228
‘ m 01115 | 143,171 ‘ 199513
0 ...,....‘J... il ‘” o ML S
miz--> 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\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 60.54 ng 1151450 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1777 (12.539 min): BF117361.D (-1757) (-) m/z 57.10 100.00%
57
85
5000
rprrrrpTTTT T T T T T T T
141 169 12.20 12.40 12.60 12.80
Y l|11ﬂ 22225 27 | m/z 71.10 88.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 IUABSRTARRA BB AR
nmnmnmnm
m/z 85.10 63.75%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
12.20 12.40 12.60 12.80
5000 85 m/z 43.10 60.60%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #185534: 2-methyltetracosane
57 12.20 12.40 12.60 12.80
m/z 55.05 25.15%
29 113
N J‘d | |7 4 169 107 225 253 309 337
m/z--> % 1& 1% 2& 2m 3& 3% ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.63 14.22 ng 270416 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1792 (12.627 min): BF117361.D (-1787) (-) m/z 73.00 100.00%
7B
43
5
5000 129
12140 12160 12.80 13.00
0 m/z 43.05 72 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
43 §
129
5000/ 28 284
12.40 12.60 12.80 13.00
m/z 60.00 72 .73%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.40 12.60 12.80 13.00
m/ 55.00 63.72%
5000 129 4 0
29 87 185 228
101115 143157171 199,54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid et
60 nmnmnmnm
m/z 57.00 61.75%
41
5000 129
|
115 172
o Ll U h\ | L35,
TrrTyrTTT ISR SRR S D D D N N rrrTprTTT T T T T T T T T T T T

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\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.54 59.74 ng 1199080 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1947 (13.539 min): BF117361.D (-1936) (-) m/z 57.05 100.00%
g7
85
5000
113
141 169 13.20 13.40 13.60 13.80
ol J~, l ,J.,.l|| L 107 225 281309 m/z 71.05 86.67%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
13.20 13.40 13.60 13.80
m/z 85.10 65.51%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
13.20 13.40 13.60 13.80
5000 85 m/z 43.05 60.84%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194499: Eicosane, 7-hexyl- LA T B B B
57 13.20 13.40 13.60 13.80
m/z 55.10 24 .45Y%
0 Loy MR aar 182 515 5y 281 508 337
LRI UL UL UL UL S UL SRR N AR IR
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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-Dodecanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.79 10.51 ng 211001 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 81
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 81
Abundance Scan 1990 (13.792 min): BF117361.D (-1985) (-) m/z 57.05 100.00%
57
5000
007 13.40 13.60 13.80 14.00 14.20
o.nt““.“.“..” R R B Amma e m/z 43.05 83.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
13.40 13.60 13.80 14.00 14.20
m/z 71.05 72.97%
ol 39 182 204 280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57 o7
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 71.79%
0 139 182 222 266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate P R TR
57 13.40 13.60 13.80 14.00 14.20
m/z 55.00 64 .39%
97
5000
ol J] f?% 181 222 264 306 348 390 432 476 521 672
IRRRE REREN LLRRN BRREN SRR R BRARE BRERE BRERRE BN SRR B BRRRN BN AR AR AL A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.11 5.27 ng 105817 Chrysene-di12 13.96
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 Heptadecane 240 C17H36 000629-78-7 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 2044 (14.110 min): BF117361.D (-2039) (-) m/z 57.10 100.00%
57
85
5000

141 169 21 23 13.80 14.00 14.20 14.40
oL h Lk d.JJ.. A m/z 71.05 84.41%

T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
13.80 14.00 14.20 14.40
m/z 85.05 66.10%
29 |113 141 169
0 ..j.:, .!.j.' L, ﬂ,'} .%97.%2?.ZF%. .?9?.. ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.00 65.60%
29
. 13 141 160 197 205 253 205 303 367
L B o e o e L A B e e e e e AL s o e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane S N L L L B B B R |
57 13.80 14.00 14.20 14.40

m/z 41.00 29.19%

5000 85
29
J } || H113 141 169 197 225 253 281 309 337 380

oL 7, 97 197,225 298 261 309 337 380 el s Sh S A

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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.
14.23 52.65 ng 1056830 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2064 (14.227 min): BF117361.D (-2056) (-) m/z 57.05 100.00%
g7
85
5000
11
141 169 14.00 14.20 14.40 14.60
o...J, |11 AP 197 225 8 o8 m/z 71.10 84.67%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.00 14.20 14.40 14.60
m/z 85.05 63.71%
29 113
ol | (141,169 197 225 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
85 14.00 14.20 14.40 14.60
5000 m/z 43.05 58.82%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R e e e e ]
57 14.00 14.20 14.40 14.60
m/z 55.05 23.66%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 1400 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.42 10.84 ng 217677 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2097 (14.421 min): BF117361.D (-2091) (-) m/z 57.10 100.00%
g7
85
5000
|1n3m 14.20 14.40 14.60 14.80
169 . : . .
I B e L S m/z 71.10 89.10%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.20 14.40 14.60 14.80
m/z 85.10 73.16%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> éo 100 1%0 260 2%0 360 350
Abundance
57
85 14.20 14.40 14.60 14.80
5000 m/z 43.10 59.08%
29
0 13 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- R e e
57 14.20 14.40 14.60 14.80
m/z 55.00 27 .20%
5000 85
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\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexadecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.72 8.15 ng 387677 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 2148 (14.721 min): BF117361.D (-2141) (-) m/z 57.05 100.00%
g7
85
5000
113
141 1g3 14.40 14.60 14.80 15.00
ol A .'l|, L, 1B m/z 71.10 92.80%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.40 14.60 14.80 15.00
113 m/z 85.10 66.91%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 64 .38%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #184946: Hexadecane, 1-iodo- L L L B L N B R |
57 14.40 14.60 14.80 15.00
m/z 55.05 27 .49%
85
5000
225
29 13 141 149
0t T "J'I J'M o '%QF' L SR B "3?% T LU BN RN UL
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\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-Bromotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 12.74 ng 605805 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2160 (14.792 min): BF117361.D (-2153) (-) m/z 57.05 100.00%
57
5000
¥ 1440 L4160 1480 1560 1620
o,”..,.”1Lf4ﬁ3§ﬁ??§,3?%..”,.”.,”..“..w..”,“..“.. m/z 71.05 90.09%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20

9 m/z 85.05 67.93%
141 183 225 267 309 365

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.05 59.82%
99
ol 26 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T T e
517 14.40 14.60 14.80 15.00 15.20
m/z 69.05 28.32%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L A e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.04 8.79 ng 417982 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 2202 (15.039 min): BF117361.D (-2197) (-) m/z 57.05 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
okt A d h 11 e L. — m/z 71.05 84.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
13 m/z 85.05 68.17%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> §o 100 150 200 250 300 350 400
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 60.61%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane ST T T
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .48%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117361.D

Aca On : 10 Oct 2019 15:48

Operator :© JU

Sample : K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 16 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.18 ng 151286 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2420 (16.321 min): BF117361.D (-2412) (-) m/z 57.05 100.00%
7
85
5000
” T 16.00 16.20 16.40 16.60
ol --1-"-','.'..'.-,:...,....,....,....,... m/z 71.10 84.06%
m/z--> 50 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 AR AR DA DR
16 00 16 20 16. 40 16 60
13 m/z 85.10 72.20%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> §o 100 150 200 2éo 360 3%0 460
Abundance
57
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
85 16.00 16.20 16.40 16.60
5000 m/z 43.05 64 .99%
29 113
o 141 169 197 225 253 296
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane T e
57 16.00 16.20 16.40 16.60
m/z 99.10 26.58%
5000 85
113 141
oL 2/ | 7] 141 169 107 225 253 281 309 337 365 393 422
IIIII""""I""I""""I""I""IIII
m/z--> 50 100 150 200 250 300 350 400 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\BF101019\
Data File : BF117361.D

Acq On : 10 Oct 2019 15:48

Operator : JU

Sample - K5297-16

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown5.00 5.00 4.8 ng 59309 1 6.79 248750 20.0
unknown6 .57 6.57 78.8 ng 979603 1 6.79 248750 20.0
n-Hexadecanoic acid 11.85 15.4 ng 292830 4 11.32 380379 20.0
Heneicosane 12.54 60.5 ng 1151450 4 11.32 380379 20.0
Octadecanoic acid 12.63 14.2 ng 270416 4 11.32 380379 20.0
2-methyloctacosane 13.54 59.7 ng 1199080 5 13.96 401452 20.0
1-Dodecanol, 2-oc... 13.79 10.5 ng 211001 5 13.96 401452 20.0
Hexacosane 14 .11 5.3 ng 105817 5 13.96 401452 20.0
Heptacosane 14.23 52.6 ng 1056830 5 13.96 401452 20.0
Tridecanol, 2-eth... 14.42 10.8 ng 217677 5 13.96 401452 20.0
Hexadecane, 1-iodo- 14.72 8.2 ng 387677 6 15.42 951098 20.0
2-Bromotetradecane 14.79 12.7 ng 605805 6 15.42 951098 20.0
Heptadecane, 9-oc... 15.04 8.8 ng 417982 6 15.42 951098 20.0
Pentacosane 16.32 3.2 ng 151286 6 15.42 951098 20.0
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