LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 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-BF091418 .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 4.896 432 435 443 rVB 30993 31470 3.74% 0.272%
2 5.319 503 507 510 rBV 744083 639597 75.96% 5.535%
3 6.342 677 681 687 rBV 721490 685999 81.47% 5.936%
4 6.484 701 705 708 rBV 746682 600451 71.31% 5.196%
5 6.719 741 745 748 rBV 697600 559600 66.46% 4.842%
6 6.872 768 771 775 rBV 602606 522809 62.09% 4.524%
7 7.272 835 839 842 rBV 527355 444006 52.73% 3.842%
8 8.001 959 963 966 rBV 933329 755221 89.69% 6.535%
9 9.072 1142 1145 1149 rBV 989603 840437 99.81% 7.273%
10 9.172 1156 1162 1165 rBV5 9794 14346 1.70% 0.124%
11 9.295 1178 1183 1184 rBV5 9296 13013 1.55% 0.113%
12 9.466 1209 1212 1215 rBV 125640 98560 11.71% 0.853%
13 9.578 1228 1231 1234 rBV3 23419 24956 2.96% 0.216%
14 9.701 1250 1252 1253 rBvV2 19973 16300 1.94% 0.141%
15 9.748 1256 1260 1264 rVV 833951 800469 95.07% 6.927%
16 9.866 1274 1280 1283 rBV6 41264 85469 10.15% 0.740%
17 9.966 1295 1297 1299 rBvV2 25796 28634 3.40% 0.248%

18 10.442 1375 1378 1381 rBV4 64943 115236 13.69% 0.997%
19 10.530 1390 1393 1396 rVB 428977 341636 40.57% 2.956%
20 11.230 1508 1512 1515 rBV 661294 682377 81.04% 5.905%

21 12.295 1691 1693 1698 rVB 272120 238248 28.29% 2.062%
22 12.436 1715 1717 1722 rVB 162591 151809 18.03% 1.314%
23 12.777 1773 1775 1777 rBV2 110369 121197 14.39% 1.049%
24 12.807 1777 1780 1784 rVB 523594 579258 68.79% 5.013%
25 13.054 1820 1822 1825 rVV3 128869 132304 15.71% 1.145%

26 13.083 1825 1827 1830 rVB 244739 244998 29.10% 2.120%
27 13.854 1954 1958 1960 rVvVv 939644 842021 100.00% 7.286%

28 13.871 1960 1961 1965 rVB 52228 48211 5.73% 0.417%
29 14.007 1982 1984 1987 rBvV4 49379 48797 5.80% 0.422%
30 14.642 2089 2092 2097 rVB3 81996 119075 14.14% 1.030%
31 14.854 2126 2128 2131 rVV 67363 71135 8.45% 0.616%
32 14.883 2131 2133 2138 rVB4 71527 94294 11.20% 0.816%
33 15.018 2154 2156 2158 rBV3 37493 21692 2.58% 0.188%
34 15.142 2173 2177 2180 rBV 50036 70077 8.32% 0.606%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 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\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.189 2183 2185 2189 rVV 86837 101931 12.11% 0.882%

36 15.254 2192 2196 2199 rVvVv 553284 649818 77.17% 5.623%
37 15.307 2203 2205 2216 rVB 135828 268794 31.92% 2.326%
38 15.712 2270 2274 2279 rBV 116797 159489 18.94% 1.380%
39 16.095 2337 2339 2345 rVB6 20554 24392 2.90% 0.211%
40 16.177 2349 2353 2363 rVB3 74734 154291 18.32% 1.335%

41 16.595 2420 2424 2432 rVB2 33415 66607 7.91% 0.576%
42 16.724 2442 2446 2447 rBV3 35224 47228 5.61% 0.409%
Sum of corrected areas: 11556252
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\

BF109040.D

17 Sep 2018 11:36

JussJ

J4941-04 2X

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.48 Concentration Rank 1

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

6.48 21.46 ng 600451 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 704 (6.478 min): BF109040.D (-701) (-) m/z 132.10 100.00%
132.1
68.1
5000
96.1 L L I I L
400 540 ‘ | 8.0 | 195 620 6.40 6.60 6.80
Okl el 80 LA Ml m/z 68.10 55.00%
m/z--> 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 IR SR R R A
6.20 6.40 6.60 6.80
210 510 78.0 m/z 66.10 36.00%
OH'WL“ww!“JL'w'“!h““l“'w'“'w““ SABSSRABIRABENE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80
5000 m/z 134.10 31.64%
33.0 44.0 0.0 105.0
0 ‘ L1 609 . QO ‘ ‘ | 115.0 |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- e R ma
132.0 6.20 6.40 6.60 6.80
m/z 69.10 22 .54%
104.0
5000
510 77.0
39.0 65.0 ‘ 010 115.0
0”'%'”J“'”IHWW““'PFH\”'W“”'PJ“I”MW'”'It”l” IS SR R L A
m/z--> 30 40 50 60 70 80 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\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.87 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.87 2.14 ng 85469 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.5-dimethvl-2-(1... 166 C11H180 006711-26-8 47
2 2.4.4-Trimethvl-3-(3-methvlbuta-... 206 C14H220 097452-05-6 38
3 Diallvidivinvisilane 164 C10H16Si 119901-88-1 38
4 4-Methvlimidazole-5-butvric acid 168 C8H12N202 1000129-14-7 38
5 Silane, chlorodiethyl(2-methylpe... 222 C10H23CIOSi 1000363-12-7 27
Abundance Scan 1281 (9.872 min): BF109040.D (-1274) (-) m/z 81.10 100.00%
531 811 123.1

()
~
[N

5000 2 158.2 206.2
175.1 rrryrrrryrrrryrrrTrTrTTT
9.60 9.80 10.00 10.20
0 m/z 55.10 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35089: Cyclohexanone, 2,5- dlmethyl 2-(1-methylethenyl)-

41.0 123.

{

5000

9.60 980 1000 1020
m/z 41.00 96 .35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66147: 2,4,4-Trimethyl-3-(3-methylbuta-1,3-dienyl)cyclohe...
109.0
93.0 206.0 R AR
9.60 9.80 10.00 10.20
5000 41.0 m/z 123.10 83.52%
67.0 137.0
177.0
O I i" .‘a .‘ ‘H‘ m‘ . H‘ “a .‘i“‘a‘. il .“???".O. SRR .‘. — A
m/z--> 20 40 6 100 120 140 160 180 200
Abundance #33581. Diallyldivinylsilane A o Al BRRmsma
123.0 9.60 9.80 10.00 10.20
m/z 109.10 82.21%
95.0
5000 55.0 /MNMMVJMWWV“quJJFﬁﬁﬁvhdkﬂ
0.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”. S ——
m/z--> 20 40 60 100 120 140 160 180 200 9.60 9.80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl10.44 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.44 2.88 ng 115236 Acenaphthene-d10 9.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 44
2 Imidazole. 4-methyl-5-13.3.3-tri... 234 C10H13F3N20 1000129-15-8 43
3 Benzene. 1.2-dichloro-4-nitro- 191 C6H3CI2NO2 000099-54-7 35
4 1.1.6.6-Tetramethvlspirol4.41nonane 180 C13H24 074054-92-5 30
5 2H-Pyran, 5,6-dihydro-5-(p-metho... 484 C30H4405 1000161-03-6 22

Abundance Scan 1378 (10.442 min): BF109040.D (-1375) (-) m/z 95.10 100.00%

A

5000

10.20 10.40 10.60 10.80

0! m/z 81.10 77.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45628: (2-Penta-2,4-dienyl-cyclohexyl)-methanol
95.0
67.0

10.20 10,40 10.60 10.80
m/z 109.10 76.69%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88534: Imidazole, 4-methyl-5-[3,3,3-trifluoropropionylpro...
95.0
RS mEEE L
10.20 10.40 10.60 10.80
5000 m/z 69.10 62.40%
42.0
H 136.0 165.0 234.0
‘ Al M T ” Ly I, I ‘ Iy
0..w...w..”,.”.,.” AL AN TN SN R NN S
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #53900: Benzene, 1,2-dichloro-4-nitro- RS mEEE L
109.0 145.0 10.20 10.40 10.60 10.80
191.0 m/z 55.10 58.60%
74.0
5000 fVHIJJWmmﬁ¢vwvawa~vwv%wwA
163.0
T | T
0..w.ﬂ.W.J”*W.L,ﬁu”,.”hlg?J,JL.‘u..,”wt...w...w. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octadecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 6.98 ng 238248 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
Abundance Scan 1694 (12.301 min): BF109040.D (-1691) (-) m/z 57.10 100.00%
51.1
99.1
| }]Hlmu 2383  5g53 12,00 12.20 12.40 12.60
o....,-.ll| L D N s A— m/z 71.10 95.83%
m/z--> 50 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 AR AR AR
nmnmnmnm
99.0 m/z 85.10 61.92%
27|10 .
i L[y 1950 so70 2530
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0
12.00 12.20 12.40 12.60
5000 m/z 43.10 51.01%
99.0
o210 J 3\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #83028: Hexadecane AR e R RE
57.0 12.00 12.20 12.40 12.60
m/z 99.10 27.02%
5000
99.0
0 26‘0 I i J‘ J ‘141 0 183 0 226 0
m/z--> % 1m 150 2m 250 3m 3% ' 1mmnmummo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl3.05 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.05 3.14 ng 132304 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 35
2 I(4-Methvl-6-phenvl-2-pvrimidinyv... 260 C13H12N202S 077517-13-6 25
3 8-Phosphadispirol2.1.2.2Tnonane.... 216 C14H17P 1000162-94-6 25
2-I3-PvridvlImethvlene-3-auinucl... 216 C13H16N20 273748-56-4 18
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 18
Abundance Scan 1821 (13.048 min): BF109040.D (-1820) (-) m/z 95.10 100.00%
1

5000
2612 TT T T TTTT TT T T TTTT TTT
293.2 324.3 12.80 13.00 13.20 13.40
0 m/z 69.10 90.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74425: Fluoranthene, 2-methyl-
216.0
5000 LI L LR B TTT

12:80 13.00 13.20 13.40
m/z 81.10 67.09%

108.0
300 740 | 139016301890 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #110418: [(4-Methyl-6-phenyl-2-pyrimidinyl)thio]acetic acid
216.0
R A M
12.80 13.00 13.20 13.40
5000 67.0 170.0 m/z 109.10 57.36%
10201290
‘ ‘ | | 2420
o M—S 1 TR NI NN e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74338: 8-Phosphadispiro[2.1.2.2]nonane, 8-phenyl- R EmEEES L
216.0 12.80 13.00 13.20 13.40
m/z 57.10 57.31%
5000
39.0 5.0 ‘ 133.0 16201880 ‘
o IR O Y A A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. OO 13 20 13 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 m,p*-DDD Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.08 5.82 ng 244998 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m.p"-DDD 318 C14Hio0Cl4 004329-12-8 94
2 1.1-Dichloro-2.2-bis(p-chlorophe... 318 C14H10CI14 000072-54-8 94
3 Mitotane 318 C14Hio0Cl4 000053-19-0 93
4 3-Butanone. 1.l1-bis(4-chlorophen... 320 C18H18CIl20 1000158-20-4 80
5 2,2-Bis(p-chlorophenyl)ethanol 266 Cl14H12CI20 002642-82-2 78
Abundance Scan 1826 (13.077 min): BF109040.D (-1825) (-) m/z 235.00 100.00%
235.0
165.1
5000
55.1 ' - “' “""""“ T
12.80 13.00 13.20 13.40
ol 2r21 3082 m/z 165.10  75.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159151: m,p'-DDD
235.0
5000 LI SR SN SN B
165.0 12.80 13.00 13.20 13.40
199.0 m/z 237.00 62 .59%
150,500 750 101.0 136.0 ' 282.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159160: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0
12.80 13.00 13.20 13.40
5000 165.0 m/z 95.10 26.29%
o 50.0 7§01010 1360 | 19? 0‘ 282.0 320.0
miz-> 2 40 80 80 100 130 140 160 150 200 230 240 260 280 300 350
Abundance #159155: Mitotane A EEmEEEEE
235.0 12.80 13.00 13.20 13.40
m/z 199.10 19.31%
5000
165.0
199.0
500 /501010 1370 | |7 283.0 3200
iz 90 40 0 80 100 130 135 160 150 0 550 24D 550 550 300 356 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.66 ng 119075 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 64
2 Nonadecane 268 C19H40 000629-92-5 53
3 Triacontane 422 C30H62 000638-68-6 52
4 Heneicosane 296 C21H44 000629-94-7 52
5 Octadecane 254 C18H38 000593-45-3 49
Abundance Scan 2092 (14.642 min): BF109040.D (-2089) (-) m/z 57.10 100.00%
1
5000
149.1 217.2 3001 R B BN UM B
' " 259.3 3332  3g6.3 14.40 14.60 14.80 15.00
o m/z 71.10 77 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 LI IS B UL B
14,40 14.60 14.80 15.00
99.0 m/z 85.10 65.60%
. 2500, J J | 1410 1830 2400
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
' 14.40 14:60 14.80 15.00
5000 m/z 43.10 58.78%
oL2sl0] | L10 1410 183 0 2250 2539
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #219831: Triacontane EEEE BRI
57.0 14.40 14.60 14.80 15.00
m/z 41.00 49.65%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.31 8.27 ng 268794 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 86
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 80
5 Heptacosane 380 C27H56 000593-49-7 76
Abundance Scan 2206 (15.312 min): BF109040.D (-2203) (-) m/z 57.10 100.00%
57.1
85.1
5000
| | |11113 1 15511861 2261 2572 290.1 319.2 15.00 15.20 15.40 1560 _
o.npnq”.“u¢“J.Awﬁhp”q“““”wn”“”.”.q””“”w””“”q. m/z 71.10 75.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane
57.0
5000 LR SRR BN DR B
85.0 15.00 1520 15.40 15.60
29.0 m/z 43.05 53.48%
ol F@MMm%mmnm
m/z--> 25 Jo éo éo 160 120 140 160 180 200 220 240 260 280 360 350
Abundance #94346: Heptadecane
57.0
85.0 15.00 15.20 15.40 15.60
5000 m/z 85.10 52.24Y%
29.0
0 | “ [ \\1130141016901970 2400
m/z--> 25 Jo 60 éo 160 120 140 160 180 200 220 240 260 280 360 350
Abundance #129490: Eicosane e  EammEEmEE
57.0 15.00 15.20 15.40 15.60
m/z 55.10 20.38%
85.0
5000
113.0
0 290‘ |y 50 169.0107.0 225.0 253.9 2820
m/z--> 2'0 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 15 Ioo 15 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.71 4.91 ng 159489 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2274 (15.712 min): BF109040.D (-2270) (-) m/z 57.05 100.00%
57.0
5000 851
| ||W“M“mmwnnmz%u%l 332.0 15.40 15,60 16.80 16,00
0.““”¢”..me“.”w”“p”w””“”.””.”w”“.”.””“”w””, m/z 71.10 73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57.0
85.0
5000 U B B SULRULN BN
mmmmmmmm
m/z 43.10 64 .63%
290 113.0 141.0
N I i I| 1 1690197022502530 296.0
m/z--> 25 45 60 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 51.76%
0 “ ‘ ‘\11‘43 01141 0 183 0 211 0 239 0 267 o 296.0
m/z--> 25 45 60 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance #48854: Dodecane, 2-methyl- BB mEmEE
57.0 15.40 15.60 15.80 16.00
m/z 99.10 20.15%
85.0
5000
20.0 141.0
| ‘ | ‘1130 169.0
0 IIII"""IIIII "l' "" TTITTTTTTpTTTT ""' A A SR S B B B B TTrrrrp Ty T T T T T
m/z--> 2omeommmmmmmmmmnmm%mmmmm mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109040.D

Aca On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n 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 12 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.75 ng 154291 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2353 (16.177 min): BF109040.D (-2349) (-) m/z 57.10 100.00%
57.1
5000
LLLLS2nssms, mmomeioms s 15580 16,00 1620 16.40
o, A m/z 71.10 70.21%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA BN DU B B
85.0 15. 80 16 00 16 20 16.40
29.0 m/z 43.10 59.35%
. .|.‘ | | | [1301410160.0197.0225.0253.0 282.0
m/z--> §o 160 150 200 2%0 300 3%0
Abundance #194499: Eicosane, 7-hexyl-
57.0
15,80 16.00 16.20 16.40
5000 85.0 m/z 85.05 54 _.43%
0 1 | ‘13{3094}0‘ 182.0211.0 252.0281.0308.0337.0
m/z--> §o 160 1éo 260 2%0 360 350
Abundance #141426: Heneicosane LA R e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.20%
85.0
29.0 113.0
oL Ly || M410169.0197.0225.02530 2960
m/z--> 5'0 100 150 2(')0 250 300 3&1;0 15. 80 16 00 16 20 16. 40 '

8270-BF091418.M

Tue Sep 18 19:14:12 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091718\
Data File : BF109040.D

Acq On : 17 Sep 2018 11:36

Operator : JU/SJ

Sample : J4941-04 2X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
unknown6 .48 6.48 21.5 ng 600451 1 6.72 559600 20.0
unknown9 .87 9.87 2.1 ng 85469 3 9.75 800469 20.0
unknown10.44 10.44 2.9 ng 115236 3 9.75 800469 20.0
Octadecane, 1l-iodo- 12.30 7.0 ng 238248 4 11.23 682377 20.0
unknown13.05 13.05 3.1 ng 132304 5 13.85 842021 20.0
m,p"-DDD 13.08 5.8 ng 244998 5 13.85 842021 20.0
Heptadecane 14 .64 3.7 ng 119075 6 15.25 649818 20.0
Hexadecane 15.31 8.3 ng 268794 6 15.25 649818 20.0
Heneicosane 15.71 4.9 ng 159489 6 15.25 649818 20.0
Eicosane 16.18 4.8 ng 154291 6 15.25 649818 20.0
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