LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 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-BF061020.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 5.487 575 578 594 rBV 762190 836665 43.83% 6.145%
2 6.510 748 752 770 rBV 763657 905815 47.46% 6.653%
3 6.798 797 801 804 rBV 353734 285479 14.96% 2.097%
4 6.951 823 827 831 rBVY 1683665 1495750 78.36% 10.986%
5 7.363 892 897 900 rBY 1572384 1366095 71.57% 10.033%

8.081 1015 1019 1026 rBV 958004 906033 47.47% 6.654%
9.151 1197 1201 1204 rBV 2509401 1908773 100.00% 14.019%
rBv 112547 104025 5.45% 0.764%
9.692 1290 1293 1297 rBV 22186 24960 1.31% 0.183%
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1 9.833 1313 1317 1320 rVB 496134 426666 22.35% 3.134%
11 10.233 1382 1385 1387 rBV2 38965 39137 2.05% 0.287%
12 10.627 1449 1452 1457 rBV 643221 602676 31.57% 4.426%
13 10.745 1469 1472 1475 rBV2 69258 75521 3.96% 0.555%

14 11.216 1549 1552 1556 rVB 141486 136944 7.17% 1.006%
15 11.321 1567 1570 1572 rBV 501121 429516 22.50% 3.155%

16 11.345 1572 1574 1577 rVB 142992 120589 6.32% 0.886%
17 12.539 1774 1777 1782 rVB 249578 212142 11.11% 1.558%
18 12.768 1813 1816 1822 rVB 209468 232977 12.21% 1.711%
19 12.910 1836 1840 1843 rVB 1383392 1165374 61.05% 8.559%
20 13.798 1989 1991 1998 rVB2 168741 207514 10.87% 1.524%

21 13.939 2012 2015 2016 rBV 170657 147813 7.74% 1.086%
22 13.963 2016 2019 2022 rVV2 463211 523457 27.42% 3.845%
23 13.992 2022 2024 2029 rVB 128088 111056 5.82% 0.816%
24 14.992 2190 2194 2201 rBV 141302 236404 12.39% 1.736%
25 15.051 2202 2204 2207 rVV2 76137 85706 4._.49% 0.629%

26 15.080 2207 2209 2215 rVB3 68459 97716 5.12% 0.718%
27 15.286 2241 2244 2249 rVB 83600 104716 5.49% 0.769%
28 15.345 2251 2254 2260 rVB 118156 142770 7.48% 1.049%
29 15.409 2261 2265 2272 rVB 354346 482674 25.29% 3.545%
30 15.839 2335 2338 2343 rVB 63647 91195 4.78% 0.670%

31 16.833 2504 2507 2515 rVB2 61298 109448 5.73% 0.804%

Sum of corrected areas: 13615606
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
2500000 TIC: BF120741.D

2000000

6.95
7.36

1500000

1000000
5.49 6.51

500000 6.80

Ot e et
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance : .
2500000 TIC: BF120741.D

I
5.50 6.00 6.50 7.00 7.50

2000000 12.91

1500000

1000000 8.08 11.32 12.54

500000

T o e e PR L Y SR
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
2500000 TIC: BF120741.D

2000000

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 unknownl0.75 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.52 ng 75521 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 45
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 43
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 43
4 Decane. 2.8.8-trimethvl- 184 C13H28 1000060-81-2 38
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 38
Abundance Scan 1473 (10.751 min): BF120741.D (-1469) (-) m/z 57.10 100.00%
57 | M\
5000
43
119 133 BN UL R B A
| | ﬁS 9? |] || I | 196 21 o6 10.40 10.60 10.80 11.00 |
0|””|I|”||. b by |. ||I "".'I'”" ...".,l..'.'.l."... m/z 71.10 79.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57
71
5000 43 R AR SR B
10,40 10.60 10.80 11.00
- 85 m/z 43.10 34 .29%
I
O b e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 NN UL SN
10.40 10.60 10.80 11.00
5000 43 m/z 56.10 21.17%
85
113
0 il 9 120141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester R B .
57 10.40 10.60 10.80 11.00
71 m/z 133.05 18.76%
85 113
m/z--> ﬁo 45 60 85 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.22 6.38 ng 136944 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Octadecane 254 C18H38 000593-45-3 72
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
Abundance Scan 1553 (11.222 min): BF120741.D (-1549) (-) m/z 57.10 100.00%
g7
43
5000
"' 11.00 11.20 11140 11.60
0 m/z 71.10 79.88%

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

Abundance #83028: Hexadecane
57
71
5000 43 LA L L L L L LB
11.00 11.20 11.40 11.60
m/z 43.10 58.58%
Jd2 ) J 113127 155169183 226
“.”“..,”.w”.w.”..”...”..”,””,”..”...”..”.“.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 s AR e S
71 11.00 11.20 11.40 11.60
5000 m/z 85.10 57 .43%
29 99 3
. 113127 155160183 211225039254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T EREE e
57 11.00 11.20 11.40 11.60
71 m/z 184.00 55.93%
43
5000
99113
0 L “ Il | 77127 155169183 211225239 267281296
R aa A B o e LA RN AN L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 3-Eicosene, (E)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.80 7.93ng 207514  Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96

2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702
3 Pentafluoropropionic acid. penta... 374 C18H31F502
4 Heptafluorobutvric acid. pentade... 424 C19H31F702

007365-36-8 94
959092-08-1 94
959261-23-5 94

5 Cetene 224 C16H32 000629-73-2 91
Abundance Scan 1991 (13.798 min): BF120741.D (-1989) (-) m/z 57.10 100.00%
57
T VMMAAMmmmJ\wA«MVAWWA
5000
163 2 13.40 13.60 13.80 14.00 14.20
189 214234 259280 305 328 : : : : :
Ol iRl m/z 43.10 90.44%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
a7
83
5000 | NI LI L L L LB LB L
29 111 13.40 13.60 13.80 14.00 14.20
m/z 83.10 82.54%
0 | [139 167 196 224 252 280
- L I T 17T I L T 1 T I L I L I
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 81.01%
29 169
0 140 196215 241 392 W
L s e s L e e LN A A o s e
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e e o IS
13.40 13.60 13.80 14.00 14.20
83 m/z 69.10 71.89%
5000 111 %
29
o J‘ ‘ S U~ N S B
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.08  4.05ng 97716  Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecere 266 Cl1oH38 018435-45-5 83

2 n-Tetracosanol-1
3 1-Heneicosanol

4 Behenic alcohol

5 n-Nonadecanol-1

354 C24H500
312 C21H440
326 C22H460
284 C19H400

000506-51-4 83
015594-90-8 83
000661-19-8 83
001454-84-8 83

Abundance Scan 2209 (15.080 min): BF120741.D (-2207) (-) m/z 55.10 100.00%
g5 83
5000
139 174 200 224 22 95 327 355 14.80 15.00 15.20 15.40
(o} m/z 83.10 87.17%
m/z--> 50 100 150 200 250 300 350
Abundance #115904: 1-Nonadecene
57 83
5000 111 LA L L L L L L LB
29 14.80 15.00 15.20 15.40
139 266 m/z 97.10 85.72%
| | l167 196 238
0 ——
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
T
14.80 15.00 15.20 15.40
5000 11 m/z 43.10 81.81%
29 139
o 167 195 222 250 280 308 336
I o T e e
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol T
55 83 14.80 15.00 15.20 15.40
m/z 69.10 76.69%
5000 111
29
oLl I‘ DL )15 167 105 g 265 oo
e T e e T
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\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.34 ng 104716 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Pervlene 252 C20H12 000198-55-0 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93

Abundance Scan 2245 (15.292 min): BF120741.D (-2241) (-) m/z 252.10 100.00%

252

5000

125 15.00 15.20 15.40 15.60

m/z 250.10 27 .45%

o 41 57 74 101 156174 199 224 277295 315 355
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 22.00%
0 50 74 99 , | 146 174 200 224 |
e A e e e et e e ey
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
R R SRR
15.00 15.20 15.40 15.60
5000 m/z 251.05 10.13%
126
74 99 200 224

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #104218: Benzo[a]pyrene B e S
252 15.00 15.20 15.40 15.60

m/z 125.00 9.67%

5000

126
39 57 74 100, | 149 174 200 224

N — S

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120741.D

Aca On 29 Jun 2020 21:38

Operator : JU/CG

Sample : L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 7 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.84 3.78 ng 91195 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 2338 (15.839 min): BF120741.D (-2335) (-) m/z 57.10 100.00%
57
85
5000
155 182 212 247266289 316 342 15.60_15.80 16.00 16.20
oLk i 11'1433“'----«.-~.. Lm0 Tm/z 71.10  70.40%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 L B BRI B B
15.60 15.80 16. oo 16 20
- m/z 43.10 68.66%
oL, | ﬂ1}3,1f1d169 197 225 253 338
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
o " 15.60 15.80 16.00 16.20
5000 m/z 85.05 57.68%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane T
57 15.60 15.80 16.00 16.20
m/z 55.10 21.87%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 15%0 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062920\
Data File : BF120741.D

Acq On 29 Jun 2020 21:38

Operator : JU/CG

Sample - L3128-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
unknown10.75 10.75 3.5 ng 75521 4 11.32 429516 20.0
Hexadecane 11.22 6.4 ng 136944 4 11.32 429516 20.0
3-Eicosene, (E)- 13.80 7.9 ng 207514 5 13.96 523457 20.0
1-Nonadecene 15.08 4.0 ng 97716 6 15.41 482674 20.0
Benzo[e]pyrene 15.29 4.3 ng 104716 6 15.41 482674 20.0
Tetracosane 15.84 3.8 ng 91195 6 15.41 482674 20.0
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