LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 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-BF110818 .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 2.228 20 24 33 rvB 26164 38075 6.47% 0.644%
2 5.163 521 523 534 rBB 12217 16474 2.80% 0.279%
3 5.557 587 590 604 rBV 328594 362734 61.61% 6.133%
4 6.563 758 761 767 rBV 395924 410235 69.68% 6.937%
5 6.710 783 786 797 rBV 493350 414721 70.44% 7.012%
6 6.945 822 826 839 rVB 515829 456576 77 .55% 7.720%
7 7.098 849 852 863 rBV 357410 318279 54.06% 5.382%
8 7.510 918 922 938 rBV 198969 239962 40.76% 4_.057%
9 8.228 1040 1044 1057 rBV 641123 588771 100.00% 9.955%
10 8.322 1057 1060 1067 rVB2 6034 10681 1.81% 0.181%
11 9.298 1222 1226 1236 rBV 444401 405335 68.84% 6.854%
12 9.698 1289 1294 1300 rBV 10462 11512 1.96% 0.195%
13 9.986 1339 1343 1356 rVB 620768 565180 95.99% 9.556%
14 10.392 1409 1412 1416 rVB 36235 29089 4.94% 0.492%
15 10.780 1475 1478 1487 rBvV 152041 152439 25.89% 2.578%
16 10.869 1491 1493 1498 rVvB2 5401 8434 1.43% 0.143%
17 11.480 1593 1597 1608 rBvV 519629 461142 78.32% 7.797%
18 11.986 1681 1683 1693 rBvV3 7376 13705 2.33% 0.232%
19 12.698 1803 1804 1808 rVB 6280 6127 1.04% 0.104%
20 12.933 1842 1844 1848 rVB 8335 8014 1.36% 0.136%
21 13.063 1862 1866 1873 rBV 307332 284506 48.32% 4.811%
22 13.939 2013 2015 2020 rBv4 23587 27796 4.72% 0.470%
23 14.133 2044 2048 2052 rBV 448813 439385 74.63% 7.429%
24 14.562 2118 2121 2126 rBv4 28411 46746 7.94% 0.790%
25 14.733 2147 2150 2155 rVB 199486 178781 30.37% 3.023%
26 14.874 2172 2174 2181 rVB3 36803 45045 7 .65% 0.762%
27 15.227 2232 2234 2238 rVB2 39872 39125 6.65% 0.662%
28 15.621 2299 2301 2304 rBV2 28361 39039 6.63% 0.660%

29 15.657 2304 2307 2314 rVB 215147 296195 50.31% 5.008%

Sum of corrected areas: 5914103
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110654.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 18.17 ng 414721 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 786 (6.710 min): BF110654.D (-783) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sao || g0 %0 "ok 650 080 700
o) NN || AP IS A PP MM NS SERUR | MM m/z 68.10 41.64%
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 ISR SRR AN SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.66%
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 #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.73%
41.0 97.0
53.0
‘ 20.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 AL
Abundance #14491: 5-Aminoindole LI L L B L NN |
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.19%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl4.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.56 2.13 ng 46746 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 46
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 46
3 Octacosane 394 C28H58 000630-02-4 46
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 46
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 43
Abundance Scan 2121 (14.562 min): BF110654.D (-2118) (-) m/z 57.10 100.00%
57.1
5000
"1 134.0168.0203.12350 287 1420 14.40 14.60 1480
ob— bl m/z 43.10 63.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 LR SRR DU SR B
1.0 14.20 14.40 14.60 14.80
m/z 71.10 61.75%
133.0 175.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
14.20 14.40 14.60 14.80
5000 m/z 55.00 44 _22%
97.0
oLl 14 ‘M L 1410 183.0217.0  273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R AR EEEEE T
57.0 14.20 14.40 14.60 14.80
m/z 85.10 41.04%
5000
99.0
012680 ‘ I I 141.0 1830 2250 281.0 337.0  394.0
m/z--> 50 100 1%0 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.73 8.14 ng 178781 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 91
2 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 62
3 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 58
4 Terephthalic acid. 2-ethvlhexvl ... 390 C24H3804 1000324-00-5 43
5 9-(2",2"-Dimethylpropanoilhydraz... 576 C30H42CI2N403 1000111-04-6 27
Abundance Scan 2149 (14.727 min): BF110654.D (-2147) (-) m/z 70.05 100.00%
7d.0
149.0
5000 112.1
410 261.1
14.40 14.60 14.80 15.00
ol .l.hiI.L 1-.'|.',~l.|.| . .LE?(.".l,z.l?'?. e, m/z 149.00 63.66%
miz--> 5 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 112.0 AR B B BUNN
14.40 14.60 14.80 15.00
410 { l m/z 112.05 46.92%
0 L ,h ||L , 80.0 215.0 91.0 333.0361.0
miz--> 50 100 150 200 250 300 350 '
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0 U VRGPS | VS
149.0 261.0 14.40 14.60 14.80 15.00
5000 m/z 57.10 43.79%
41.0
o \“ i\JL“ .{‘\\ 79.0 2320 { 304.0333.0361.0
miz--> 50 100 150 200 250 300 350 '
Abundance #207685: Terephthalic acid, di(4-octyl) ester R AEmEEEE L
261.0 14.40 14.60 14.80 15.00
m/z 261.15 36.45%
167.0
5000
112.0
0 41|.O|\72.0h | ‘ |
mz-> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl14.87 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1487 2.05ng 45045  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 49

2 Hexacosane 366 C26H54 000630-01-3 49
3 Octadecane 254 C18H38 000593-45-3 49
4 Heneicosane 296 C21H44 000629-94-7 49
5 Heptadecane 240 C17H36 000629-78-7 49
Abundance Scan 2173 (14.868 min): BF110654.D (-2172) (-) m/z 57.05 100.00%
57.0
5000
1941 2351 g3 R R e
14.60 14.80 15.00 15.20
0! m/z 71.10 68.54%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LA L L L L L LB
mmmmmmmm
m/z 43.10 65.97%
o 270} . | “ | _}4} 0. 183 0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 150 260 250 360 3%0
Abundance #194493: Hexacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.05 63.64%
99.0
oL 1. j | ;{ 1410 1830 2250 2670 3090  367.0
m/z--> 55 100 150 200 2%0 360 3%0
Abundance #105886: Octadecane L B B B
57.0 14.60 14.80 15.00 15.20
m/z 59.00 44 .56%
5000
99.0
L 200 | | [ 1410 183.0 22502540
m/z--> 5'0 1(')0 1&'30 2(')0 2&'30 3(')0 3&'30 14.60 14.80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110654.D

Aca On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample : J5887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.23 2.64 ng 39125 Perylene-d12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 80
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Pentacosane 352 C25H52 000629-99-2 80

Abundance Scan 2234 (15.227 min): BF110654.D (-2232) (-) m/z 57.10 100.00%

5000

15.00 15.20 15.40 15.60
m/z 71.10 61.57%

o i
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

15.00 15.20 15.40 15.60
m/z 43.10 61.01%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
R N R A REEEmmas
15.00 15.20 15.40 15.60
5000 m/z 85.10 49 .68%
ol 1 ] 130 169.0 2250 2810 3650
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194499: Eicosane, 7-hexyl- R mEEEE RS S
57.0 15.00 15.20 15.40 15.60
m/z 69.10 21.03%
5000

130 1820 2810 337

o4 et e e e R EEEE B e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.20 15.40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110654.D

Acq On : 10 Nov 2018 3:31

Operator : JU/SJ

Sample - Jb887-11 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.71 6.71 18.2 ng 414721 1 6.95 456576 20.0
unknown14 .56 14.56 2.1 ng 46746 5 14.13 439385 20.0
1,4-Benzenedicarb... 14.73 8.1 ng 178781 5 14.13 439385 20.0
unknownl14 .87 14.87 2.0 ng 45045 5 14.13 439385 20.0
Tetratetracontane 15.23 2.6 ng 39125 6 15.66 296195 20.0
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