LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100418\

Data File : BF109587.D

Aca On : 4 Oct 2018 15:30 Instrument :

Operator : JU/SJ BNA_F

Sample - J5221-01 ClientSampleld :

Vi _ 100118-JETT-E-D-B
isc :

ALS Vial : 7 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-BF092218 .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 4.887 473 476 484 rBV 73612 87547 2.90% 0.465%
2 5.316 545 549 567 rBV 664583 760153 25.16% 4.041%
3 6.340 720 723 742 rBV 376163 542741 17 .96% 2.885%
4 6.475 742 746 769 rVV 1621148 1555680 51.49% 8.270%
5 6.704 781 785 794 rBV 530990 512764 16.97% 2.726%
6 6.863 808 812 815 rBVY 2248875 2028279 67.13% 10.783%
7 7.269 876 881 907 rBVY 1596516 1805107 59.75% 9.596%
8 7.987 999 1003 1023 rBV 651554 669971 22.18% 3.562%
9 9.063 1181 1186 1189 rBV 3285002 3021237 100.00% 16.061%
10 9.451 1249 1252 1257 rBV 41339 34964 1.16% 0.186%

11 9.734 1296 1300 1315 rVB 815732 717240 23.74% 3.813%
12 10.522 1430 1434 1448 rBV 1022864 1061306 35.13% 5.642%
13 11.210 1548 1551 1564 rBV 560190 591525 19.58% 3.145%
14 11.745 1640 1642 1646 rBV 33721 37441 1.24% 0.199%
15 12.798 1816 1821 1824 rBV 2066424 2115459 70.02% 11.246%

16 13.374 1917 1919 1929 rVB2 45295 78424 2.60% 0.417%
17 13.704 1972 1975 1983 rVB4 53558 85729 2.84% 0.456%
18 13.839 1994 1998 2009 rBV 598608 619491 20.50% 3.293%
19 14.016 2025 2028 2031 rBV 60109 64174 2.12% 0.341%

20 14.321 2077 2080 2083 rVB 124807 124758 4._.13% 0.663%
21 14.610 2126 2129 2133 rBV 252375 252614 8.36% 1.343%
22 14.927 2179 2183 2187 rVB 370248 438433 14.51% 2.331%
23 15.245 2233 2237 2240 rBV 426822 530933 17.57% 2.822%
24 15.280 2240 2243 2248 rVB 384566 445812 14.76% 2.370%
25 15.680 2306 2311 2316 rVB 265053 400019 13.24% 2.127%

26 16.139 2384 2389 2397 rVB 133815 229012 7.58% 1.217%

Sum of corrected areas: 18810813
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109587.D

3000000

2500000
6.86

2000000
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1500000
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Abundance TIC: BF109587.D
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2500000

12.80
2000000

1500000

1000000 10.52

500000
o L 9.45 11.75 L

T 1 T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109587.D

11.21

3000000
2500000
2000000
1500000

1000000
13.84
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 8

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

4.89 3.41 ng 87547 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 477 (4.893 min): BF109587.D (-473) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 IEERAEEESARRE R AR
83.0 | 460 4.80 5.00 5.20
b et e el et e || M/z 59.00 59 24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L L I
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 21.93%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.00 15.69%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- e
54.0 460 4.80 5.00 5.20
31.0 m/z 41.10 11.32%
5000 41.0
73.0
o 120 | mso.o“ | 870 1020 Iy
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 2

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

6.47 60.68 ng 1555680 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109587.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0
400 540 ‘ 6.20 6.40 6.60 6.80
o..,....,....,...:,“.'...,:!..,::.-.|,..'=~.,f.‘?;9,..!.,.196.-?....,....,'...,.. m/z 68.10 45.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.54%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.08%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 18.96%
5000
650 910
dgso 20 B0 WO Te | o | |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Phenyl-4,4-dimethyl-1-sel... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.37 2.53 ng 78424 Chrysene-d12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-4.4-dimethvl-1-seleno-1... 302 C12H19PSeSi 111514-27-3 53
2 Dodecane 170 C12H26 000112-40-3 35
3 I-Threitol. 2-0O-nonvl- 248 C13H2804 163776-15-6 35
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 35
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 35

Abundance Scan 1918 (13.369 min): BF109587.D (-1917) (-) m/z 57.00 100.00%

57.0

5000 300.1
1520 1989 2480 326.1 S —
113.1 T T T T T
13.00 13.20 13.40 13.60
0 m/z 71.00 84.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145829: 1-Phenyl-4,4-dimethyl-1-seleno-1,4-phosphasilacyc...

135.0 302.0

5000

13.00 13.20 13.40 13.60
m/z 43.05 82.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #38315: Dodecane
57.0
B R R B
13.00 13.20 13.40 13.60
5000 m/z 85.10 51.01%
85.0
29.0
‘ ‘ ‘ 112.0 141.0 170.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100489: |-Threitol, 2-O-nony!- L B o
43. 13.00 13.20 13.40 13.60
m/z 300.10 46.01%
5000

"~ 1550 1870 2170
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Sulfurous acid, octadecyl 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.77 ng 85729 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 68
2 Oxalic acid. 3.5-difluorophenvl ... 398 C22H32F204 1000309-67-8 64
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 64
4 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 52
Abundance Scan 1974 (13.698 min): BF109587.D (-1972) (-) m/z 57.10 100.00%
57.
5000 Aﬁ/ﬂﬁvﬁpwuanﬁ\w-wM~Av””“
1562 1831 225.2249.0 276.1 559 1 328.1 13.40 13.60 13.80 14.00 _
Ot m/z 43.10 79.15%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 R BN RN SO SR
13,40 13.60 13.80 14.00
m/z 71.10 78 .86%
125.0
o 155.0 183.0  224.0 253.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #211107: Oxalic acid, 3,5-difluoropheny! tetradecy! ester
57.0
13.40 13.60 13.80 14.00
0
5000 80 m/z 85.05 50.98%
29.0 196.0 2410
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200447: Sulfurous acid, butyl heptadecy! ester R e B
57.0 13.40 13.60 13.80 14.00
m/z 55.00 41.89%
5000
85.0 MmﬁmwwwmwjkmwmhﬁwWw
0 2%0‘ I [0 1390 1690 2100 2390 2910
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.07 ng 64174 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2029 (14.021 min): BF109587.D (-2025) (-) m/z 57.10 100.00%

54.1
5000 '

13.80 14.00 14.20 14.40

71411 176.1 219.0247.0 2851 324.1

(o} m/z 71.10 72.13%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L LB
13. 80 14. OO 14. 20 14. 40
29.0 m/z 43.00 63.45%
| IlfB%MMmeozmo
ol i B abar L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R B e
85.0 13.80 14.00 14.20 14.40
5000 ' m/z 85.05 54 _.61%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
S——— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane RN S B B
57.0 13.80 14.00 14.20 14.40
m/z 55.00 25.86%
o T hmvwf\dhdmu»ﬁmJML»MJ\vwwj
29.0
oL j . ‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
i . T T T R B e
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\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .32 4.03 ng 124758 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2080 (14.321 min): BF109587.D (-2077) (-) m/z 57.10 100.00%
51.1
5000 yw_”J\,~V~AwAgVA,-jk_*mﬂ
| %0 14.00 14.20 14.40 14.60
41.1 : . : :
— ,I 1| L% 1821 2241 272130813430 | 2 771 10 66.60%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 RPN DN B DR
mmmmmmmm
99.0 m/z 43.10 64 .40%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 55 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.05 53.66%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #94355: Hexadecane, 2-methyl- L L L L L L |
57.0 14.00 14.20 14.40 14.60
m/z 41.05 22.90%
5000 1970
410
|20 \ |20
m/z--> 50 100 150 260 250 360 3éo ' 1400 1420 1440 1460 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.61 9.52 ng 252614 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2129 (14.610 min): BF109587.D (-2126) (-) m/z 57.10 100.00%

517.1
85.1
5000

14.20 14.40 14.60 14.80 15.00

113.1
d 141.21602197.1224.1  267.1  320.2

Oy thy iy e e e I B e e e e B | m/z 71.10 78.65%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
85.0
5000 LIS B L L L L L L L
14. 20 14. 40 14 60 14. 80 15. OO
m/z 43.10 68.28%
290 113.0
JL 1, | | 141016001970 240.0
el i L B T B B e e e e e B B |
m/z--> 50 100 150 200 250 300
Abundance #175558: Tetracosane
57.0
R B S R
85.0 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 55.22%
113.0
0 30.0“ | |4 [7]71410160.01670225.0253.0 261.0300.0 538
L e e o e e I A o e B e R B
m/z--> 50 100 150 200 250 300
Abundance #140552: Dodecane, 1-iodo- R e e A B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 24 .23%
h T M‘I
29.0 155.0
LA e oy e
m/z--> 50 100 150 200 250 300 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .93 16.52 ng 438433 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2183 (14.927 min): BF109587.D (-2179) (-) m/z 57.10 100.00%
57.1
85.1
5000

14.60 14.80 15.00 15.20
r 141116921971
oL e 122512600 308.2 3422 m/z 71.10 76.30%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 TT LR B TTT T T
14. 60 14. 80 15. OO 15.20
0.0 130 m/z 43.10 65.17%
oL L ) 141.0160.0197.0225.0253.0  296.0
e , e L
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
e R
71.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 55.29%
99.0
0 I J J | 127015501830 225.0253.0 2950  337.0
e ; S LA e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane  BABRREER T
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22.00%
5000 85.0
13.0
oL 29 f | Lfl | 1410160.0  211.0239.0267.0295.0323.0352.0
— T T T T T e AR am 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\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.68 15.07 ng 400019 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 2311 (15.680 min): BF109587.D (-2306) (-) m/z 57.10 100.00%

517.1
85.1
5000

15.40 15.60 15.80 16.00

0 l‘ I ll ,j 14111692 2112 247.0 2910 330.2
il ,

T L e e e LA m/z 71.10 76.54%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
571.0
5000 LA L L L L L L LB
85.0 15.40 15.60 15.80 16.00
29.0 m/z 43.10 61.73%
’ 113. O 169.0
oA dd i [Taso0 [ 280
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R R EERERE SRR SRR
85.0 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 56.76%
29.0 113.0
oL Ly L 3001600107 0225 00500 206.0
— et e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane AR e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 23.63%
5000 85.0
29.0 30
oL Ly L M 0141.0160.0197.0225,0 254.0
T L e e e e A B e s AL e e e e R EERERE SRS R
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100418\
Data File : BF109587.D

Aca On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample : J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6
R.T. EstConc Area Relative to ISTD R.T.
16.14 8.63 ng 229012 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2389 (16.139 min): BF109587.D (-2384) (-) m/z 57.10 100.00%
51.1
L T 1980 1600 1650 16.40_
141 1 . . ) )
oLk " Lo 2821 2260 2631 8432 | m/z 71.10  73.30%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 AU BAREE
mmmmmmmm
99.0 m/z 43.10 57.53%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 50 100 150 260 250 360 3éo '
Abundance #194493: Hexacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 53.78%
99.0
N J H , 14r0 1830 225.0 267.0 309.0  367.0
m/z--> 55 100 1%0 200 2éo 360 3éo '
Abundance #141426: Heneicosane LI L L B LR
57.0 15.80 16.00 16.20 16.40
m/z 55.05 22.36%
5000
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100418\
Data File : BF109587.D

Acq On : 4 Oct 2018 15:30

Operator : JU/SJ

Sample - J5221-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4.89 3.4 ng 87547 1 6.70 512764 20.0
unknown6 .47 6.47 60.7 ng 1555680 1 6.70 512764 20.0
1-Phenyl-4,4-dime... 13.37 2.5 ng 78424 5 13.84 619491 20.0
Sulfurous acid, o... 13.70 2.8 ng 85729 5 13.84 619491 20.0
Heptadecane 14.02 2.1 ng 64174 5 13.84 619491 20.0
Hexadecane, 2-met... 14.32 4.0 ng 124758 5 13.84 619491 20.0
Tetracosane 14.61 9.5 ng 252614 6 15.24 530933 20.0
Heneicosane 14.93 16.5 ng 438433 6 15.24 530933 20.0
2-Bromo dodecane 15.68 15.1 ng 400019 6 15.24 530933 20.0
Octacosane 16.14 8.6 ng 229012 6 15.24 530933 20.0
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