LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 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 5.075 499 508 514 rBV 74515 100997 1.36% 0.178%
2 5.469 569 575 578 rBVY 6719838 6768053 90.90% 11.926%
3 6.469 740 745 748 rBVY 5819057 6590734 88.52% 11.614%
4 6.851 806 810 813 rBVY 2063621 1755104 23.57% 3.093%
5 7.004 832 836 840 rBVY 5558159 5365505 72.07% 9.455%

7.410 900 905 908 rBV 4437617 4333564 58.21% 7.636%
8.134 1023 1028 1032 rBV 2676142 2333319 31.34% 4.112%
9.216 1206 1212 1215 rBV 8052310 7445302 100.00% 13.120%
9.892 1322 1327 1331 rBV 2956994 2608096 35.03% 4 _.596%
10.681 1456 1461 1465 rBV 4742452 4421363 59.38% 7.791%

=
QO ~NO®

11 11.380 1576 1580 1584 rBV 3101827 2652378 35.62% 4.674%
12 12.974 1846 1851 1854 rBV 7770070 7227844 97.08% 12.737%
13 14.021 2025 2029 2033 rBV 1863714 1827711 24.55% 3.221%
14 14.504 2107 2111 2114 rBV 112951 111341 1.50% 0.196%
15 14.810 2160 2163 2167 rBV 181280 185498 2.49% 0.327%

16 15.157 2218 2222 2226 rVB 241755 258530 3.47% 0.456%
17 15.498 2274 2280 2284 rBV 1283990 1697535 22.80% 2.991%
18 15.539 2284 2287 2294 rVB 247374 347578 4.67% 0.612%
19 15.986 2358 2363 2369 rVB 215786 308841 4._.15% 0.544%
20 16.504 2445 2451 2459 rVB 139307 271791 3.65% 0.479%

21 17.104 2549 2553 2559 rVB4 70973 137148 1.84% 0.242%

Sum of corrected areas: 56748232
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.81 2.19 ng 185498 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 l1-lodoundecane 282 C11H23l1 004282-44-4 87
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 83
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2163 (14.810 min): BF119473.D (-2160) (-) m/z 57.00 100.00%
57.0
LDUREU SRR SRR SUNIN B
14.40 14.60 14.80 15.00 15.20
1411
—_— .|', l J o J117482080 2648 3030 a9 o taToe Bl oy
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR BRI B SO B
mmmmmmﬁmmm
99.0 m/z 71.05 52.79%
27r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #128607: 1-lodoundecane
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 38.79%
27,0 99.0 155.0
U g ‘ 197.0 282. 0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #105893: Heptadecane, 2-methyl-
43.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 24 .30%
5000
85.0
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.16 3.05 ng 258530 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 89
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 1-lodoundecane 282 C11H23l1 004282-44-4 87

Abundance Scan 2223 (15.163 min): BF119473.D (-2218) (-) m/z 57.10 100.00%

57.1
5000

A
j 141 1 207 0 14.80 15.00 15.20 15.40
bl STOATe1 72392 2049 8411 AOLOL 5T 4308 60 01%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L B
14.80 15.00 15.20 15.40
113.0 m/z 71.05 48.02%
83.0
2RO LA o T a0 om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
R EEE RS SRR
14.80 15.00 15.20 15.40
5000 m/z 85.05 39.78%
990 268.0
7o) |4 a2 0 s
i |
e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl- PR T T T
57.0 14.80 15.00 15.20 15.40
m/z 55.00 19.33%
5000
99.0 140.0
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\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 4 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.64 ng 308841 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2364 (15.992 min): BF119473.D (-2358) (-) m/z 57.00 100.00%
571.0
5000
99.1 UNDRLIRA PR B BN
1410 1831 15.60 15.80 16.00 16.20 16.40
ol .l, y J S 1831 2260 2661 8550 40001 7o T43700  54.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 NN R N

15.60 15.80 16.00 16,20 16.40
m/z 71.05 50.56%

99.0
270 | | j , 1410 1830 2250 267.0 323.0  380.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
T T T T T T T
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 44 .76%
99.0
quJ‘\lﬂom%2%0%m 338.0
T e B L B e e o e e N B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane S AEamEE s Sesa ol
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.58%
5000
99.0
27‘}0“ L[, 140 1830 2260
T o e B A o B e ML e o R S R o SR R
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032020\
Data File : BF119473.D

Aca On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 5 2-Bromo dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.20 ng 271791 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 86
Abundance Scan 2450 (16.498 min): BF119473.D (-2445) (-) m/z 57.00 100.00%
57.0
N AR
1552  208.0 16.20 16.40 16.60 16.80
...J,] ll'.1...,-....,-..2.4.10.2:8.19....,...., m/z 71.10 57.30%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 LR DAL DL B SR
mmmmmmmm
m/z 43.00 51.58%
27,0 99.0 169.0
—h 1 '*'l'4'l}?ao = I A I T T
m/z--> 50 100 150 200 250 300 350
Abundance #209568: Docosane, 7-hexyl-
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 47 .11%
99.0
182.0
- ‘ i |y 240 PV 2250 2670 P70 3500 3920
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane AL B s IR
57.0 16.20 16.40 16.60 16.80
m/z 55.00 21 .35%
- \vﬂmﬁmeWww]\M¢WWWM”M$””
99.0
27,0 ‘ ‘ ‘ , 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1m 1% 2m 250 3& 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032020\
Data File : BF119473.D

Acq On : 20 Mar 2020 15:43

Operator : CG/JU

Sample : PB127713BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820.M
Quant Title : 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]
Octacosane 14.81 2.2 ng 185498 6 15.50 1697540 20.0
Pentadecane, 2,6,... 15.16 3.0 ng 258530 6 15.50 1697540 20.0
Heptacosane 15.99 3.6 ng 308841 6 15.50 1697540 20.0
2-Bromo dodecane 16 .50 3.2 ng 271791 6 15.50 1697540 20.0
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