LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 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-BF031820.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 5.045 498 503 510 rvB 72995 111409 1.49% 0.201%
2 5.428 562 568 571 rBVY 6407295 6950338 92.93% 12.533%
3 6.445 734 741 744 rBVY 5498554 6857804 91.69% 12.366%
4 6.804 798 802 805 rBVY 1417850 1096025 14.65% 1.976%
5 6.963 824 829 832 rBY 5966724 5429347 72.59% 9.790%
6 7.369 892 898 901 rBVY 4106192 4512315 60.33% 8.137%
7 8.086 1016 1020 1023 rBvV 1706949 1353179 18.09% 2.440%
8 9.169 1198 1204 1207 rBvV 7572117 7479045 100.00% 13.486%
9 9.557 1266 1270 1274 rBV 771565 621455 8.31% 1.121%
10 9.845 1314 1319 1322 rBvV 1785413 1418085 18.96% 2.557%

11 10.639 1447 1454 1457 rBV 3907218 4104521 54.88% 7.401%
12 11.333 1567 1572 1575 rBV 1367332 1260652 16.86% 2.273%
13 11.863 1654 1662 1672 rBV 1133251 1141304 15.26% 2.058%
14 12.569 1776 1782 1787 rBv4 121709 212380 2.84% 0.383%
15 12.651 1792 1796 1805 rVvV 544315 635307 8.49% 1.146%

16 12.745 1808 1812 1815 rVvB2 138861 144519 1.93% 0.261%
17 12.921 1837 1842 1846 rBV 5533416 5790745 77.43% 10.442%
18 13.157 1875 1882 1885 rBV2 153442 251786 3.37% 0.454%
19 13.404 1916 1924 1930 rVB 1167805 1148620 15.36% 2.071%
20 13.498 1937 1940 1942 rVB 141266 104405 1.40% 0.188%

21 13.821 1991 1995 2006 rVB2 733939 986443 13.19% 1.779%
22 13.968 2017 2020 2024 rVB 1049349 968480 12.95% 1.746%
23 14.145 2047 2050 2054 rBV 239912 225992 3.02% 0.408%
24 14.451 2099 2102 2107 rBV 475755 580553 7.76% 1.047%
25 14.751 2150 2153 2156 rBV 251424 237630 3.18% 0.429%

26 15.086 2207 2210 2213 rBV 249215 319986 4.28% 0.577%
27 15.427 2263 2268 2271 rBV 711367 887131 11.86% 1.600%
28 15.462 2271 2274 2279 rVB 207158 259980 3.48% 0.469%
29 15.898 2344 2348 2353 rBV 135257 191871 2.57% 0.346%
30 15.945 2353 2356 2364 rBV5 91534 174872 2.34% 0.315%

Sum of corrected areas: 55456179
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119753.D

7000000
5.43

6000000 6.96
6.45

5000000
7.37
4000000
3000000

2000000
6.80

1000000

5.05

e

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: BF119753.D

7000000
6000000 1299
5000000
4000000 10.64
3000000

2000000 8.09 9.85
11.33 11.86

1000000 9.56 12.65
L 12.5t2.74 13.16

orr ¥~ A"

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: BF119753.D

7000000
6000000
5000000
4000000
3000000

2000000
8.40 13.97

1000000 13.82 14.45 15.43
350 14.14 14.75 15.09 46 15504

]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\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 16

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

5.05 2.03 ng 111409 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 504 (5.051 min): BF119753.D (-498) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 | 4.80 5.00 5.20 5.40
il e e e e m/z 59.00 66.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ""I""I""I""A"
4.80 5.00 5.20 5.40
59 m/z 101.00 17.48%
21 53,|| 67 7783 a1 }Ol
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
5000 m/z 58.00 16.35%
41
29 101
53 73 86
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol T T
59 4.80 5.00 5.20 5.40
m/z 41.00 8.75%
5000 29 41 83
101
‘ Ul 53 8 77 | o1 | 112 109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.86 18.11 ng 1141300 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 64
Abundance Scan 1662 (11.863 min): BF119753.D (-1654) (-) m/z 60.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.05  94.43%

304320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43 73
5000 LI L L L LN L LB

11.60 11.80 12.00 12.20

2 213 m/z 73.00 94 _.32%
157 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 78
R B o e e
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 83.46%
171
27 97
113 152 197214
mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #95851: Pentadecanoic acid i R E R
4 73 11.60 11.80 12.00 12.20
m/z 55.00 75.61%
5000 129
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. 00 12.20

8270-BF031820.M Mon Apr 06 15:55:53 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Z-11-Pentadecenol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.37 ng 212380 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-11-Pentadecenol 226 C15H300 1000130-77-0 96
2 Z-9-Pentadecenol 226 C15H300 1000130-76-9 92
3 Cvclohexane. 1-(cvclohexvImethyl... 208 C15H28 054934-92-8 78
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 74
5 E-11-Tetradecenoic acid 226 C14H2602 1000130-96-2 74
Abundance Scan 1782 (12.569 min): BF119753.D (-1776) (-) m/z 55.00 100.00%

5000

-

12.20 12.40 12.60 12.80
m/z 41.05 70.10%

111127 150 175 193 211 237

264 284 302

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82971: Z-11-Pentadecenol

-

5000

12.I20 12.I4O 12!60 12.I80
m/z 69.05  60.04%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 L e
97 12.20 12.40 12.60 12.80
5000{ 4 m/z 43.05  48.53%
111
125 166 208 226
151 185

Wmmﬂmmmrﬁrﬂwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67970: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, trans- i o o e
5 111 12.20 12.40 12.60 12.80
m/z 83.00 43.91%

-

5000

3

137152
R A EE R E e e o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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.
12.65 13.12 ng 635307 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1796 (12.651 min): BF119753.D (-1792) (-) m/z 43.00 100.00%

5000

:

12.40 12.60 12.80 13.00
m/z 59.95  93.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73

5000 129 L e
12.40 12.60 12.80 13.00

m/z 57.00 93.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

3

73

43 I R o EEmE s
12.40 12.60 12.80 13.00

5000 129 m/z 73.00 88.93%
171
27 97 214
113 152 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid

]

12.40 12.60 12.80 13.00
m/z 55.00 82.87%

5000

i

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.75 2.98 ng 144519 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 86
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
4 Dodecanamide 199 C12H25NO 001120-16-7 27
5 (n-Butylthio)acetonitrile 129 C6H11INS 071037-08-6 27

Abundance Scan 1813 (12.751 min): BF119753.D (-1808) (-) m/z 56.00 100.00%

5000 257

72 239
101 129 152 ,,-194213

281 305 396 12.40 12.60 12.80 13.00

3 m/z 59.00 65.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 -|----|I-\-‘--|----|--'-‘-|-
29 7 12.40 12.60 12.80 13.00
129 m/z 41.00 53.84%
i. %11 157 185 213 239257 591 31
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
56
i B M LM
12.40 12.60 12.80 13.00
5000 m/z 57.00 49.81%
29 3 257
129
101 157 185 213 20 283 312
mmﬁwwwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester e
57 12.40 12.60 12.80 13.00
m/z 257.20  43.74%
5000 4
{ 239 57
129 ‘
213
g WL o e e o || s L,y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknownl3.16 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.16 5.20 ng 251786 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 41
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 38
3 Tetradecane 198 C14H30 000629-59-4 38
4 Eicosane 282 C20H42 000112-95-8 38
5 Heptadecane 240 C17H36 000629-78-7 38

Abundance Scan 1883 (13.163 min): BF119753.D (-1875) (-) m/z 302.10 100.00%

57

5000

12.80 13.00 13.20 13.40
m/z 57.00 78.71%

168 188205 225 249267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane
57
5000 LA L L L L L B
85 12.80 13.00 13.20 13.40
29 m/z 43.05 40.36%
| . 113 141 189 212
e e b b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
R e e R
12.80 13.00 13.20 13.40
5000 m/z 71.00 38.28%
71

99 127 155 183 211 239

AR IR A AR R AR BN A AR LR LA AR LA LA AR LARAN LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane T
57 12.80 13.00 13.20 13.40
m/z 303.10 31.95%

5000 85

29
L d

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13. 20 13 40

113 141 169 198
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.40 23.72 ng 1148620 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 Decanamide- 171 C10H21NO 002319-29-1 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 56
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Octadecanamide 283 C18H37NO 000124-26-5 45

Abundance Scan 1923 (13.398 min): BF119753.D (-1916) (-) m/z 59.00 100.00%

59

5000

—_—

13.00 13.20 13.40 13.60 13.80
m/z 72.00 50.35%

83100 126 154 189198 220238 264281 304321338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA INLL B L L B LB L LB

13.00 13.20 13.40 13.60 13.80
m/z 55.00 33.73%

41
281

114 136154 184

220238 264

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
T
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.00 27 .09%
41 86
15 110128 154171
Wmﬁvwwwwmﬁmﬁrrﬁwmﬁrrﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide R T
59 13.00 13.20 13.40 13.60 13.80
m/z 43.00 20.26%
B AJ\’LJ
4
| T | | 86 114 145 170 195212 238255
A L g ek A A RAAAa Raanamana oy B A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. OO 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tricosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.16 ng 104405 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Eilcosane 282 C20H42 000112-95-8 80
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 76
4 Octadecane 254 C18H38 000593-45-3 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 1940 (13.498 min): BF119753.D (-1937) (-) m/z 57.00 100.00%
g7
113 13.20 13.40 13.60 13.80
141 302
ol 3 Ly J77 191 169100 223244 267 3028335 376 T anTenT 57 73
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 T T T T T T T T I T T T
Bmmmmmmm
m/z 71.05 52.18%
113 324
39 I . i J 141 169 197 ‘239 267 795
m/z--> 55 100 1%0 260 2%0 360 3%0
Abundance
57
13.20 1340 13.60 13.80
5000 m/z 85.05 39.34%
85
29
113 141 169 197 225 253 282
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #152416: Tridecane, 1-iodo- L L L L L B B
57 13.20 13.40 13.60 13.80
m/z 41.00 16.95%
5000 85 ﬂwﬁ/LRﬂmmJkNﬂ\vthﬁNA\~*a
28
183
.|..|.‘..L.‘llul3...];5.5..{.|.... ....3:!-0...|... R e et
m/z--> 50 100 150 200 250 300 350 1wmmm%m%o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 20.37 ng 986443 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1995 (13.821 min): BF119753.D (-1991) (-) m/z 57.00 100.00%
57
83
5000
111 N ] ]
13.60 13.80 14.00 14.20
140
0 , 1 A740.168 196 230253278300 332 m/z 43.10 76.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
57
5000 "' 1360 13.80 14.00 14.20
29 125 58 m/z 55.00  69.01%
i [Pz |
m/z--> éo 16 250 360 3%0 460
Abundance
57
97 R AN SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 83.05 53.70%
147 | 196 224 769 420
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #227400: Heptadecy! heptafluorobutyrate BB REEET L
57 13.60 13.80 14.00 14.20
m/z 97.10 47 .24%
83
5000
111
[ ‘ | ) 1139 199 510 233 23 434
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(')0 13. 60 13 80 14. oo 14. 20

8270-BF031820.M Mon Apr 06 15:55:56 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.14 4.67 ng 225992 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2049 (14.139 min): BF119753.D (-2047) (-) m/z 57.00 100.00%
g7
5000
85
113 145 13.80 14.00 14.20 14.40
ol ol T, 104 193215 239 265 803 336356376 | 1z  43.10  59.25%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 UL SN RN SRR
85 13.80 14.00 14.20 14.40
29 m/z 71.10 49.04%
| L) 118 141 160 195 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
13:80 14.00 14.20 14.40
5000 85 m/z 85.05 35.37%
29 113 141 169 197 995 254
m/z--> " 50 100 150 200 250 300 350
Abundance #209566: Octacosane R e AR
57 13.80 14.00 14.20 14.40
m/z 55.05 22 .86%
5000 85
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394

T
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\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .45 11.99 ng 580553 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 93
2 Cvclotetracosane 336 C24H48 000297-03-0 87
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 2102 (14.451 min): BF119753.D (-2099) (-) m/z 57.00 100.00%
57
5000 85

14.20 14.40 14.60 14.80
\ J 141 169 397
b b A i 169 192213233258 281 309 3363953761 | nso 43.00  65.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro-
57
5000 LU BURBLELN I SURBLALE B
14.20 14.40 14.60 14.80
29 m/z 71.05 48 .74%

||| .;33 161183203 231 259 302

N
L LINNLL I B B B B N I B B

m/z--> 50 150 200 250 300 350 400
Abundance
43 83
L e o
14.20 14.40 14.60 14.80
5000 m/z 55.00 42 .96%
111
63 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester I a  BREEEEES B
43 14.20 14.40 14.60 14.80
- m/z 85.10 38.65%
5000 97

125
L LT 155 183 224 293

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\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.36 ng 237630 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
3 Heneicosane. 10-methvl- 310 C22H46 013287-25-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
Abundance Scan 2153 (14.751 min): BF119753.D (-2150) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141 253
. ,I. AT 2T 182 212232293 281 308327346 378398 | o743 00 | 57.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 UL SURIUR SR B
14.40 14.60 14.80 15.00
182 m/z 71.05 53.05%
LR e | angme e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.40 14.60 14.80 15.00
5000 a5 m/z 85.05 42 .86%
28
113 155 183 310
m/z--> 50 100 150 200 250 300 350 400
Abundance #153229: Heneicosane, 10-methyl- BB R B R o S
57 14.40 14.60 14.80 15.00
m/z 55.00 20.71%
5000 8
154
29 113 182
e .“- 1 ,H,NI Li | 2123 o8 3O I —
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 7.21 ng 319986 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
2 Hexacosane 366 C26H54 000630-01-3 81
3 1-lodoundecane 282 C11H231 004282-44-4 70
4 Octacosane 394 C28H58 000630-02-4 64
5 Tridecane 184 C13H28 000629-50-5 62
Abundance Scan 2211 (15.092 min): BF119753.D (-2207) (-) m/z 57.00 100.00%
7
5000 85 302
113 150 14.80 15.00 15.20 15.40
b L LT, 188 214034256276 ) 326351 978402 oy 05 7. 700
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LI RS B SUMILE B
14.80 15.00 15.20 15.40
m/z 43.10 54 .14%
113
L e 7 P 67 o0 323 32
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14,80 15.00 15.20 15.40
5000 a5 m/z 302.10 42 .66%
113
29 141 169 197 225 253 295 366
m/z--> 50 100 150 200 250 300 350 400
Abundance #128607: 1-lodoundecane
57 14.80 15.00 15.20 15.40
m/z 85.10 40.55%
5000 85
29
A M s o 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\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 15 Sulfurous acid, butyl undec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.90 4.33 ng 191871 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 1-lodoundecane 282 C11H231 004282-44-4 74
Abundance Scan 2348 (15.898 min): BF119753.D (-2344) (-) m/z 57.10 100.00%
57
113 15.60 15.80 16.00 16.20
— ,I W 191 109192 222 256 266 326 357360403428 | 77 71.05  51.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecy! ester
57
5000 L SRR SN B SULE
85 15.60 15.80 16.00 16.20
- m/z 43.05 49_76%
il s
m/z--> 50 160 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 44 _49%
113
29 141 169 211 239 267 295 373 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester B B e S
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .57%
5000 85
29
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119753.D

Aca On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Tricosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.94 ng 174872 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 1-Tricosene 322 C23H46 018835-32-0 93
3 Cvclotetracosane 336 C24H48 000297-03-0 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 89
Abundance Scan 2355 (15.939 min): BF119753.D (-2353) (-) m/z 57.00 100.00%
57
97
5000

307 333358 392 429 15.60 15.80 16.00 16.20
m/z 55.00 66.49%

231 o7

m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
5|7
5000 15,60 15.80 16.00 16.20
308
29 | 125 m/z 97.05 63.16%
i HJll1n1§1.~2‘?9238..2?0.,....,....,....
m/z--> 50 250 300 350 400
Abundance
57 83
s
15.60 15.80 16.00 16.20
5000 m/z 83.00 61.99%
111
29
139 169 106 224 252 294 322
A LA e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane R e EEAER R
55 83 15.60 15.80 16.00 16.20
m/z 43.10 57 .84%
5000 111 336
29
DL LI L 12 267 195 200 251 270 308

m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040320\
Data File : BF119753.D

Acq On > 4 Apr 2020 8:56

Operator : MA/SJ

Sample : L2125-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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... 5.05 2.0 ng 111409 1 6.80 1096030 20.0
n-Hexadecanoic acid 11.86 18.1 ng 1141300 4 11.33 1260650 20.0
Z-11-Pentadecenol 12.57 3.4 ng 212380 4 11.33 1260650 20.0
Octadecanoic acid 12.65 13.1 ng 635307 5 13.97 968480 20.0
Hexadecanoic acid... 12.75 3.0 ng 144519 5 13.97 968480 20.0
unknown13.16 13.16 5.2 ng 251786 5 13.97 968480 20.0
9-Octadecenamide, ... 13.40 23.7 ng 1148620 5 13.97 968480 20.0
Tricosane 13.50 2.2 ng 104405 5 13.97 968480 20.0
1-Docosene 13.82 20.4 ng 986443 5 13.97 968480 20.0
Heptadecane 14.14 4.7 ng 225992 5 13.97 968480 20.0
Nonadecane, 1-chl... 14.45 12.0 ng 580553 5 13.97 968480 20.0
Tridecane, 7-hexyl- 14.75 5.4 ng 237630 6 15.43 887131 20.0
Heptadecane, 9-oc... 15.09 7.2 ng 319986 6 15.43 887131 20.0
Sulfurous acid, b... 15.90 4.3 ng 191871 6 15.43 887131 20.0
1-Tricosene 15.94 3.9 ng 174872 6 15.43 887131 20.0
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