LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 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-BF051420.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 5.222 530 533 559 rBY 3696069 4287018 73.70% 8.093%
2 5.557 587 590 601 rBV 58430 105669 1.82% 0.199%
3 5.881 642 645 649 rBv4 29171 59524 1.02% 0.112%
4 6.263 707 710 734 rBVY 3569550 4386079 75.41% 8.280%
5 6.610 766 769 780 rBVY 1305883 1666209 28.65% 3.145%
6 6.769 792 796 818 rBVY 3231152 3613487 62.12% 6.821%
7 7.181 862 866 896 rBY 2494558 2976365 51.17% 5.619%
8 7.898 984 988 1009 rBVY 2096696 2334268 40.13% 4_.407%
9 8.975 1166 1171 1184 rBV 5946745 5816500 100.00% 10.980%
10 9.369 1235 1238 1246 rVB 624893 619510 10.65% 1.169%

11 9.645 1281 1285 1289 rBV 2813876 2789884 47.96% 5.267%
12 9.680 1289 1291 1303 rVB 169140 205427 3.53% 0.388%
13 10.439 1416 1420 1438 rBV 2971680 3352446 57.64% 6.329%
14 11.127 1534 1537 1546 rBV 2592711 2813381 48.37% 5.311%
15 11.674 1626 1630 1639 rBvV2 586398 691670 11.89% 1.306%

16 12.339 1739 1743 1750 rBV 467393 494516 8.50% 0.934%
17 12.457 1761 1763 1776 rBvV2 198362 338122 5.81% 0.638%
18 12.569 1776 1782 1786 rBV 400862 497392 8.55% 0.939%
19 12.716 1803 1807 1816 rBV 4899849 5362082 92.19% 10.122%
20 12.898 1835 1838 1842 rVB2 68040 79337 1.36% 0.150%

21 12.957 1842 1848 1852 rBV4 74124 132504 2.28% 0.250%
22 13.004 1853 1856 1862 rVB2 55050 81266 1.40% 0.153%
23 13.263 1896 1900 1904 rBV 550353 553391 9.51% 1.045%
24 13.621 1957 1961 1970 rBV2 597018 878603 15.11% 1.659%
25 13.768 1981 1986 1989 rBV 1915613 2245025 38.60% 4.238%

26 13.945 2013 2016 2021 rBV2 186600 202011 3.47% 0.381%
27 14.251 2065 2068 2070 rBV 317394 327371 5.63% 0.618%
28 14.274 2070 2072 2075 rVB2 148624 128873 2.22% 0.243%
29 14.327 2078 2081 2082 rBV 111423 117109 2.01% 0.221%
30 14.404 2091 2094 2098 rBV 474740 558849 9.61% 1.055%

31 14.492 2107 2109 2111 rBV 148191 114904 1.98% 0.217%
32 14.539 2115 2117 2120 rVV 441822 410045 7.05% 0.774%
33 14.574 2120 2123 2128 rVB 287568 327859 5.64% 0.619%
34 14.621 2128 2131 2133 rBV 153842 120319 2.07% 0.227%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.651 2134 2136 2138 rBV 158099 115111 1.98% 0.217%

36 14.739 2148 2151 2154 rBV 133760 160398 2.76% 0.303%
37 14.768 2154 2156 2158 rBV 111874 105853 1.82% 0.200%
38 14.845 2165 2169 2172 rBV 702672 700706 12.05% 1.323%
39 15.045 2200 2203 2208 rVB 117846 164279 2.82% 0.310%
40 15.104 2209 2213 2217 rVB 154930 197023 3.39% 0.372%

41 15.157 2218 2222 2225 rVV 1302331 1593838 27.40% 3.009%
42 15.186 2225 2227 2236 rVB 374172 431397 7.42% 0.814%
43 15.574 2289 2293 2298 rVB 377309 520176 8.94% 0.982%
44 16.021 2366 2369 2377 rVB3 105471 155275 2.67% 0.293%
45 16.474 2443 2446 2453 rVB2 79604 141998 2.44% 0.268%

Sum of corrected areas: 52973069
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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: BF120331.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.67 4.92 ng 691670 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
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 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1629 (11.669 min): BF120331.D (-1626) (-) m/z 60.00 100.00%
6d.0
5000
85.0 129.1
192.1

39 #o“ 1 157.1 2131 256.2 11.40 11.60 11.80 12.00

i . m/z 72.95 97 .05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0
11.40 11.60 11.80 12.00

83.0 0
157.0 1g50 2130 256.0 m/z 42.95 93.42%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
_'_'_l—l_l_'_l_l—l_l_'_'_l—l_l_'_'_'—rl_l_'_f
11.40 11.60 11.80 12.00
5000 129.0 m/z 56.95 86.65%
150 | i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid I B B i B
43.0 73.0 11.40 11.60 11.80 12.00
m/z 55.00 74 .33%
5000 129.0 ’\AL
.1.5.'?....,... I RAEEE RS EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 3 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.46 3.01 ng 338122 Chrysene-di12 13.77
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 30

Abundance Scan 1764 (12.463 min): BF120331.D (-1761) (-) m/z 57.00 100.00%

57,0

5000 129.0

i

12.20 12.40 12.60 12.80
m/z 73.00 96.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 e

12.20 12,40 12.60 12.80
m/z 43.00 93.43%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0
I R o A
12.20 12.40 12.60 12.80
5000 m/z 59.95 93.05%
15.0] I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid T T T T PR
60.0 12.20 12.40 12.60 12.80
m/z 55.00 79.37%
5000
157.0 185.0 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexanedioic acid, bis(2-eth... Concentration Rank 6

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

13.26 4.93 ng 553391 Chrysene-di12 13.77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Diisooctvl adipate 370 C22H4204 001330-86-5 90
3 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 83

4 Hexanedioic acid. dioctvl ester
5 Hexanedioic acid,

370 C22H4204
mono(2-ethylhe. .. 258 C14H2604

000123-79-5 70
004337-65-9 58

Abundance Scan 1900 (13.263 min): BF120331.D (-1896) (-)
128.9
57.0
5000
101.
o || 1| " 0.0 199.1 241, 2 285.2316.1
i phlf Ly T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #196973: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 57.0
259.0
27r°l| | | ..1 O.% 1# 157-0 199.0 231.0 | 313.0341.0370.0
: L S e e e e L e
m/z--> 0 50 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate
129.0
57.0
5000
27,0 101. 241.0
7 O O | 157.0 199.0 | 272.0 313.0341.0370.0
Pt e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000
241.0
57.0
oy | | PIF | asro 1990 | om0
m/z--> 0 50 100 150 200 250 300 350

m/z 128_.95 100.00%

I

13.00 13.20 13.40 13.60

m/z 57.00 57 .33%

&

13. OO 13 20 13. 40 13.60

m/z 55.00 33.55%

E

13.00 13.20 13.40 13.60

m/z 71.00 31.20%

.

13.00 13.20 13.40 13.60

m/z 70.00 30.51%

-

13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.62 7.83 ng 878603 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
Abundance Scan 1961 (13.621 min): BF120331.D (-1957) (-) m/z 57.00 100.00%
57.0
97.0
5000
230.0 RN BRI SN B
13.40 13.60 13.80 14.00
O S | 271.0 307.1 m/z 55.00 74.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LR UL BRI SULBULE IR
1340 13.60 13.80 14.00
m/z 43.00 69.27%
39.0 1950 2520 297.0 3480
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 IR BN BRI SO
13.40 13.60 13.80 14.00
5000 m/z 83.00 65.42%
15.0] ) . i (1290 177,02100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R AL e ma e
57.0 13.40 13.60 13.80 14.00
m/z 97.05 55.42%
97.0
- MJ\\__/L.
169.0
L l | 137.0 ] 224.0 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.25 2.92 ng 327371 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 81

Abundance Scan 2068 (14.251 min): BF120331.D (-2065) (-) m/z 57.00 100.00%

57,
5000

14.00 14.20 14.40 14.60
m/z 71.05 60.79%

11601 2401 30813579 4289
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 60O

Abundance #94345: Heptadecane
57.0

5000 A Baa s B S
14.00 14.20 14.40 14.60

m/z 43.00 51.52%

J]ﬁ”-o 169.0 240.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
RN R SR e e
14.00 14.20 14.40 14.60
5000 m/z 85.05 42.66%
13. O
‘ ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e A e e T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane B
57.0 14.00 14.20 14.40 14.60
m/z 55.00 23.21%
5000
13.0

| J169 .0 225, 0 309 0 365 0 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .54 5.15 ng 410045 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Docosane. 7-butvl- 366 C26H54 055282-15-0 78
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 2117 (14.539 min): BF120331.D (-2115) (-) m/z 57.00 100.00%
5%.0
5000 85.0
131 14:20 14.40 14.60 14.80
b A [T 141600 21402421 26213252 3642 pzT 4300 50.55%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 L SRR BRI BRI BUL
85.0 1420 1440 1460 14.80
29.0 m/z 71.10 49 .81%
: 13.0 169.0
I T 71
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
14:20 14.40 14.60 14.80
m/ 85.00 42 .90%
5000 85.0 z o
29.0
i ﬂ130141016901960 2400
m/z--> 56 100 1%0 260 250 300 3%0
Abundance #194497: Docosane, 7-butyl- L LI B L B N AL
43.0 14.20 14.40 14.60 14.80
m/z 55.00 16.36%
71.0
5000
99.0 154.0
UL 73T, T 183.0211.0230.0 281.0309.03370
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&'30 14'20 14. 40 14 60 14|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Phthalic acid, hept-3-yl no... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.11 ng 327859 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 53
2 Phthalic acid. 5-methvlhex-2-vl ... 390 C24H3804 1000371-08-5 53
3 Phthalic acid. octvl pentafluoro... 444 C22H21F504 1000356-30-2 53
4 Phthalic acid. hexvl 4-methvlhep... 362 C22H3404 1000377-94-1 50
5 Phthalic acid, butyl 3,3-dimethy... 306 C18H2604 1000357-00-2 50
Abundance Scan 2122 (14.568 min): BF120331.D (-2120) (-) m/z 149.00 100.00%
148.0
5000 570
J@Mm mmmW%MZ%z 3532 410.0 14.20 14.40 1460 1480
i e g el b 28 f0Y Tm/z 57.00 36.24%
m/z--> 100 150 200 250 300 350 400
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester
148.0
5000 L UL UL B BN

14.20 14.40 14.60 14.80
m/z 71.10 26.54%

270,570 980 293.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #207753: Phthalic acid, 5-methylhex-2-yl nonyl ester
149.0
R BT
14.20 14.40 14.60 14.80
5000 m/z 43.05 23.47%
43.0 293.0
S PR D O
m/z--> 50 100 150 200 250 300 350 400
Abundance #225722: Phthalic acid, octyl pentafluoropheny! ester A B o
149.0 14.20 14.40 14.60 14.80
m/z 41.00 19.19%
5000
57.0
270/ |, 1040 1840 93102610 5150
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\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .84 8.79 ng 700706 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Docosane 310 C22H46 000629-97-0 97
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2168 (14.839 min): BF120331.D (-2165) (-) m/z 57.00 100.00%
57.0
5000 85.1

‘ 13.1 14.60 14.80 15.00 15.20
1552 2680
ol A .‘l.'l,l Aot y2,2183.1210.9239.1°50.0298.0 33513653 | sz 71.05  56.45%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 850 LIRS

14.60 14.80 15.00 15.20
m/z 43.00 47.39%

13.0
200 § )4 f 140169.0 211.0239.0267.0295.0323,0352.0
s T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
e
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 40.36%
130
e N
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T e T
57.0 14.60 14.80 15.00 15.20
m/z 55.00 19.10%
5000
85.0
290
| | 113.0141.0160.0197.0225.0253.0281.0  323.0351.0380.0
R e s S e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.06 ng 164279 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2202 (15.039 min): BF120331.D (-2200) (-) m/z 252.10 100.00%
25%.1
5000
125.0 14.80 15.00 15.20 15.40
55.0 950 156.3 223.9 316.0 : : : .
_ 80 980, | 1563 10102239 || 2821 S160318.1 3831 m/z 250.10 27.01%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.0
5000
14.80 15.00 15.20 15.40
m/z 253.10 23.40%
125.0
50.0 83.0 , | 174.0 224.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #104220: Benzo[a]pyrene
25p.0
1480 15.00 15.20 15.40
5000 m/z 125.00 16.44%
126.0
510 830 || 1740 2240 |
m/z--> 50 100 150 200 250 300 350 '
Abundance #104229: Benz[e]acephenanthrylene b RREmE EE e
250.0 14.80 15.00 15.20 15.40
m/z 126.00 15.82%
5000
126.0
51.0 83.0 | ﬂ 174.0  224.0
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051520\
Data File : BF120331.D

Aca On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.57 6.53 ng 520176 Perylene-di12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2292 (15.568 min): BF120331.D (-2289) (-) m/z 57.00 100.00%
57.0
J 1991 ! }41 1 183.1 218 1 270.1302.0 348.0 1520 1540 1560 1580 -
ol b g 50 18312181 27013020 3480 m/z 71.10 55.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 LR S B B SRS B
mmmmmmmm
m/z 43.00 46 .59%
99.0
26/0{ | || | s 141.0 183. 0 2250 281.0 337.0  394.0
m/z--> éo 100 1éo 200 250 300 350 460
Abundance #185533: Pentacosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 40.57%
99.0
260 | | | j }*O0 1830 2250 267.0 3000 3520
m/z--> éo 160 1éo 260 250 300 3%0 460
Abundance #232379: Tetracosane, 11-decyl- R o B B S
57.0 15.20 15.40 15.60 15.80
m/z 55.00 21.03%
5000

?

l l’ 141.0 183, 02250 26402950 337.0 3780 420.0

T
m/z--> 50 100 150 200 250 300 350 400 15.20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051520\
Data File : BF120331.D

Acq On : 15 May 2020 19:43

Operator : MA/SJ

Sample : L2663-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420_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]
n-Hexadecanoic acid 11.67 4.9 ng 691670 4 11.13 2813380 20.0
Octadecanoic acid 12.46 3.0 ng 338122 5 13.77 2245030 20.0
Hexanedioic acid,... 13.26 4.9 ng 553391 5 13.77 2245030 20.0
Octadecyl trifluo... 13.62 7.8 ng 878603 5 13.77 2245030 20.0
Heptadecane 14.25 2.9 ng 327371 5 13.77 2245030 20.0
2-Bromo dodecane 14_.54 5.2 ng 410045 6 15.16 1593840 20.0
Phthalic acid, he... 14.57 4.1 ng 327859 6 15.16 1593840 20.0
Pentacosane 14.84 8.8 ng 700706 6 15.16 1593840 20.0
Benzo[e]pyrene 15.04 2.1 ng 164279 6 15.16 1593840 20.0
Octacosane 15.57 6.5 ng 520176 6 15.16 1593840 20.0
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