LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 2.116 3 5 19 rvVB 1200777 1352700 26.43% 2.631%
2 5.498 575 580 597 rBVY 4807599 5003139 97.77% 9.733%
3 6.510 747 752 755 rBVY 5155384 5117267 100.00% 9.955%
4 6.633 769 773 777 rBV 5403081 5007622 97 .86% 9.741%
5 6.857 807 811 814 rBVY 1575481 1342928 26.24% 2.612%
6 7.010 833 837 841 rBVY 3770675 3631644 70.97% 7.065%
7 7.416 902 906 909 rBY 3352946 3139089 61.34% 6.106%
8 8.133 1025 1028 1046 rVB 1762780 1678766 32.81% 3.266%
9 9.210 1207 1211 1222 rBV 5542021 5019130 98.08% 9.764%
10 9.604 1274 1278 1283 rBV 863695 779914 15.24% 1.517%

11 9.892 1323 1327 1340 rVB 1981390 1810788 35.39% 3.523%
12 10.680 1457 1461 1471 rBV 3280943 3238089 63.28% 6.299%
13 11.374 1575 1579 1583 rBV 1876276 1769970 34.59% 3.443%
14 11.904 1665 1669 1677 rBV 942704 975341 19.06% 1.897%
15 12.457 1760 1763 1766 rBV 74605 62132 1.21% 0.121%

16 12.686 1798 1802 1809 rBV 272211 351037 6.86% 0.683%
17 12.957 1844 1848 1852 rBV 4247455 4003290 78.23% 7.788%
18 13.186 1884 1887 1890 rVB 106597 109982 2.15% 0.214%
19 13.527 1942 1945 1948 rVB 125769 113437 2.22% 0.221%
20 13.851 1996 2000 2006 rBV 1018850 1129242 22.07% 2.197%

21 14.021 2025 2029 2034 rBV 1480950 1388242 27.13% 2.701%
22 14.174 2052 2055 2062 rVB 315338 301914 5.90% 0.587%
23 14.486 2105 2108 2115 rBV2 491283 722683 14.12% 1.406%
24 14.798 2158 2161 2165 rVB 465928 435679 8.51% 0.848%
25 15.133 2215 2218 2222 rBV 559004 659165 12.88% 1.282%

26 15.509 2278 2282 2290 rVB2 1337087 1801072 35.20% 3.504%
27 15.951 2354 2357 2362 rVB 325072 462036 9.03% 0.899%

Sum of corrected areas: 51406298
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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: BF114242.D
6.58(63
5000000 5.50

4000000 701
7.42

3000000

2000000
6.86

1000000

- ; ,
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: BF114242.D

5000000
12.96
4000000
10.68
3000000

2000000 813 9.89 11.37

1000000 9.60 11.90

LTl e

ot e T T

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: BF114242.D

5000000

4000000

3000000

2000000 14.02 15.51

13.85

15.13

14.49 14.80

1000000 14.17

O T

R 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\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.12 20.15 ng 1352700 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF114242.D (-3) (- m/z 73.10 100.00%
78
5000 43
55 87

2.20 2.30 2.40 2.50
43.10 45_.93%

39
||| 14751 | 59 6569 81

S — U S 3 T P M P S R m/z

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 /\

Abundance #4486: Butane, 2-methoxy-2-methyl-

5000 LI L L L L L L LB L B}
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 28.14%
133 39| 50 |59 69| 80
L N H L e R e I s
m/z--> 0O 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl-
73
B BAREERREEEa
2.20 2.30 2.40 2.50
5000 m/z 87.10 28.01%
43
2 15 94 2933 39 | |47 53 59 6569 || 7781 88
TP PP PP PP T T P e PP e PP e re e ey
m/z--> 0O 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2054: 1,3-Dioxolane, 2-methyl- e
73 2.20 2.30 2.40 2.50
m/z 41.10 14.16%

43
5000
29 58
15 87
\ 2@‘ 39,4751 6 .

m/z--> 0

5

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.63 Concentration Rank 1

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

6.63 74.58 ng 5007620 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 772 (6.628 min): BF114242.D (-769) (-) m/z 132.00 100.00%
5000 68
© st s J 62 64 650 B> 700
o A8 L Mss  ~ m/z 68.05 46.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I I RN IR LA
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 31.96%
'I"'%I!||'I'!'JI""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 65.95 29.05%
NN ...,....,.?% II@Q7 ‘ el 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14396: 1,2,4-Trifluorobenzene | BSELLN BLALLELE LEL  IL B LI
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.91%
5000 63 g
31 101 112
'|"""| .?8.‘,““72\ A lg.z. ﬂ.‘.l‘.,..“. T
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\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 11.02 ng 975341 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1668 (11.898 min): BF114242.D (-1665) (-) m/z 43.05 100.00%
78
59
5000
129
97 AR S AR IR
us | 157171185, 0 218, g 1160 11,80 12.00 12.20
m/z 73.00 95.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 L B BN BN SULA

11. 60 11. 80 12. OO 12. 20

m/z 60.00 86.04%
213
| J‘“ 143157171185199
RARRERRT R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
T T T
11. 60 11.80 12.00 12.20
5000 129 m/z 41.10 76.46%
185 241 284
Il M' 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid i SR an e
43 | 3 11.60 11.80 12.00 12.20
5 m/z 57.05 75.88%
5000 129
29
199
‘ ‘ 143157171185 242
L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.97 ng 351037 Phenanthrene-d10 11.37
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1803 (12.692 min): BF114242.D (-1798) (-) m/z 43.10 100.00%
43 73
5000
185 226241 o
12.40 12.60 12.80 13.00
N Aamazes Lot m/z 73.05 92 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
78
43
129
5000 28 284 SRR SR SN B
12.40 12.60 12.80 13.00
m/z 57.10 86 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43
12.40 12,60 12.80 13.00
5000 m/z 55.10 84.16%
i
el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid AR EEREE L
43 12.40 12.60 12.80 13.00
m/z 41.10 72.81%
5000
2
|||||‘l||‘|‘ﬁ‘n”|‘|| R N REEE S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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

Concentration Rank 4

Peak Number 6 5-Eicosene, (E)-

R.T. EstConc Area Relative to ISTD R.T.
13.85 16.27 ng 1129240 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 2000 (13.851 min): BF114242.D (-1996) (-) m/z 57.10 100.00%
57
83
5000
111
R AN S SO B
139 13.60 13.80 14.00 14.20
I | J AL 182207230252 281302 339 368 | “nsz 43.10 88.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 LR SRR BRI SULBURA SR
13.60 13.80 14.00 14.20
29 ]llﬂ. m/z 55.05 72.63%
1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate
57
97 U AN SR SR B
13.60 13.80 14.00 14.20
5000 m/z 83.10 58.51%
- 125
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosy pentafluoropropionate L B e e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 55.87%
5000
125
29‘ { {“L h1?3“182 210 252 280 325 426
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 Pentacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.17 4_.35 ng 301914 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Hexacosane 366 C26H54 000630-01-3 95
3 Octadecane 254 C18H38 000593-45-3 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2054 (14.168 min): BF114242.D (-2052) (-) m/z 57.10 100.00%
57
113 13.80 14.00 14.20 14.40
141
ol—3 ,J. b T M 209 202 236 259279298 325 384317 | Thsz  43.10  64.34%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
g7
5000 85 A R UL UL B
13.80 14.00 14.20 14.40
”3 m/z 71.10 54 _.30%
20 hhi ﬂ L 169189 211 239 267 295 333 352
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
g7
13.80 14.00 14.20 14.40
5000 g5 m/z 85.10 41 _.53%
113
29| || T, 14 169 197 225 253 205 366
m/z--> 50 100 1éo 260 250 300 350
Abundance #105886: Octadecane L B B o
57 13.80 14.00 14.20 14.40
m/z 41.10 25.02%
5000 85 Mm*qAwﬁﬁwakA'w,“NNWAMvww
29
| l | |\1}3 4141 169 197 205 254
m/z--> 50 100 150 2(')0 250 300 350 13.80 14.00 14.20 14.40

8270-BF051019.M Tue May 14 17:50:02 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.49 10.41 ng 722683 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2109 (14.492 min): BF114242.D (-2105) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80
141 397
ol -.\, A ll 109 197 225250 283 308 33935837871 | 177 43.10  68.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LI LU B S B
1420 14.40 14.60 14.80
29 m/z 71.10 64 .68%
| J | | 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
1420 14.40 14.60 14.80
5000 85 m/z 85.10 47 .02%
3 L I ﬂ1}31331? ,183 211 239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane e
57 14.20 14.40 14.60 14.80
m/z 55.10 36.43%
5000 85
29
DLy ) 13141 169 107 205 254

m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.80 4.84 ng 435679 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Octadecane 254 C18H38 000593-45-3 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2161 (14.798 min): BF114242.D (-2158) (-) m/z 57.10 100.00%

7
5000 85

113 14.40 14.60 14.80 15.00 15.20
141 169
0 | A '1 o 197220 253 295 336 366 396 426 m/z 71.10 63.76%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
5|7
5000 85 TT T T[T T I T [T T T T[T T TT[TT
14. 40 14. 60 14. 80 15. 00 15 20
113 m/z 43.10 60.76%
2]y ﬂ | J1?1,1§9I 211 239 267 295 323 352
et T B B B e e e I B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194495; Hexacosane
57
T T
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 47 .25%
29
DR e e 197 225 253 281 309 337 306
B o e e IR e o B o o LA e e e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl- L e ma E a
43 14.40 14.60 14.80 15.00 15.20
= m/z 41.10 18.10%
5000
i 5 196
| u (127 155 l 1225 252 280
] I B A A I B e e e e e e o o I N T T
m/z--> 50 100 150 200 250 300 350 400 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\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.13 7.32 ng 659165 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2218 (15.133 min): BF114242.D (-2215) (-) m/z 57.10 100.00%
g7
5000 85
113 14.80 15.00 15.20 15.40
141
oL b LU AT, 141 109 107218230 276300 335359 386409 | sy 7110 64.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
g7
5000 85 LR UL U SULRR R BN

14.80 15.00 15.20 15.40
m/z 43.10 64.26%

28 13 141
T T 169 197 225 253 281 309 337 365 394
b N L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
e
14.80 15.00 15.20 15.40
5000 m/z 85.05  46.44%
85
29
C | J J113‘141 169 197 225 253 281 323 351 380
b bl L R L AR 00 e P
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L B
57 14.80 15.00 15.20 15.40
m/z 55.05 21.63%
5000 85
29 113
‘w L) 77,141 169 197 225 253 295 323 367
N e N S e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051319\
Data File : BF114242.D

Aca On : 13 May 2019 21:03

Operator : JU/SJ

Sample : K2823-03

Misc :

ALS Vial : 23 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 11 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.95 5.13 ng 462036 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptacosane 380 C27H56 000593-49-7 93
3 Tetracosane 338 C24H50 000646-31-1 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2357 (15.951 min): BF114242.D (-2354) (-) m/z 57.10 100.00%
57
5000 85 ,/\ﬂ_ﬂvhvﬂw“h}\/\_v,,-\4hij
LN SUNIRA SN B
113 111 15.60 15.80 16.00 16.20
ol Lid 11! Ly 09 207 245 282303325 350382404426 | n 7110  62.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AR UM RN B
15.60 15.80 16.00 16.20
m/z 43.10 60.50%
Zig‘ Ly 1| ({169 197 225 255 282
m/z--> 50 100 150 260 250 300 350 400
Abundance #202661: Heptacosane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 43.16%
29 1314
| H 169 197 225 253 281 309 337 380
m/z--> 55 " 100 1%0 260 250 300 350 400
Abundance #175558: Tetracosane R B
57 15.60 15.80 16.00 16.20
m/z 55.00 19.91%
85
5000
113
3 ‘i || ﬂ | 141 169 197 225 253 281 309 338
m/z--> 50 100 1&'30 2(')0 250 300 350 400 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\BF051319\
Data File : BF114242.D

Acq On : 13 May 2019 21:03

Operator : JU/SJ

Sample - K2823-03

Misc :

ALS Vial : 23 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]
Butane, 2-methoxy... 2.12 20.1 ng 1352700 1 6.86 1342930 20.0
unknown6 .63 6.63 74.6 ng 5007620 1 6.86 1342930 20.0
n-Hexadecanoic acid 11.90 11.0 ng 975341 4 11.37 1769970 20.0
Octadecanoic acid 12.69 4.0 ng 351037 4 11.37 1769970 20.0
5-Eicosene, (E)- 13.85 16.3 ng 1129240 5 14.02 1388240 20.0
Pentacosane 14.17 4.3 ng 301914 5 14.02 1388240 20.0
Octacosane 14.49 10.4 ng 722683 5 14.02 1388240 20.0
Hexacosane 14.80 4.8 ng 435679 6 15.51 1801070 20.0
Heptacosane 15.13 7.3 ng 659165 6 15.51 1801070 20.0
Eicosane 15.95 5.1 ng 462036 6 15.51 1801070 20.0
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