LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample : J4936-39

Misc :

ALS Vial : 8 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_.313 331 336 344 rBV2 50980 73826 4.18% 0.414%
2 4.895 432 435 442 rVB2 52015 78420 4._.44% 0.439%
3 5.319 504 507 511 rVB 1324602 1297951 73.41% 7.271%
4 5.637 557 561 566 rBV2 57282 67439 3.81% 0.378%
5 6.160 647 650 656 rvB4 60619 79124 4._.48% 0.443%
6 6.348 679 682 688 rVB 1351546 1311997 74.20% 7 .350%
7 6.489 701 706 709 rBVY 1492630 1386231 78.40% 7.766%
8 6.719 742 745 748 rBV 748751 608638 34.42% 3.410%
9 6.878 768 772 775 rBVY 1330749 1058311 59.86% 5.929%
10 7.278 834 840 843 rBV 936895 802439 45.38% 4 _.495%
11 7.336 847 850 853 rVB 79594 69840 3.95% 0.391%
12 7.742 916 919 922 rBV2 47726 53473 3.02% 0.300%
13 8.001 959 963 966 rBV 982054 764009 43.21% 4.280%
14 8.348 1019 1022 1026 rBV 59217 63753 3.61% 0.357%
15 8.442 1035 1038 1041 rBV 60436 53202 3.01% 0.298%
16 8.607 1063 1066 1069 rBV 86912 71820 4_.06% 0.402%

17 8.713 1079 1084 1088 rBV3 179532 187413 10.60% 1.050%
18 8.760 1088 1092 1098 rVvVv 80101 105279 5.95% 0.590%
19 8.813 1098 1101 1104 rVB 83629 65247 3.69% 0.366%
20 9.078 1142 1146 1149 rBV 1705629 1325903 74.99%% 7.428%

21 9.172 1159 1162 1164 rBV2 93221 81877 4.63% 0.459%
22 9.230 1169 1172 1175 rBV 68558 58626 3.32% 0.328%
23 9.330 1187 1189 1195 rBV3 38651 58192 3.29% 0.326%
24 9.413 1200 1203 1205 rBV 79746 80369 4 _55% 0.450%

25 9.466 1209 1212 1215 rVB 131469 110320 6.24% 0.618%

26 9.578 1227 1231 1233 rVB 137251 115830 6.55% 0.649%

27 9.607 1233 1236 1242 rVB3 74727 64224 3.63% 0.360%
28 9.678 1242 1248 1250 rBV2 56136 67657 3.83% 0.379%
29 9.701 1250 1252 1256 rVB 83121 64945 3.67% 0.364%

30 9.748 1256 1260 1265 rBV 854003 762689 43.14% 4.273%

31 10.195 1334 1336 1339 rVB 100436 82752 4.68% 0.464%
32 10.530 1390 1393 1400 rBV 930748 885497 50.08% 4.961%
33 10.666 1413 1416 1418 rBV2 192951 200478 11.34% 1.123%
34 10.683 1418 1419 1423 rVB 142481 94374 5.34% 0.529%

8270-BF091418_.M Wed Sep 19 13:01:50 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample : J4936-39

Misc :

ALS Vial : 8 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 10.983 1463 1470 1473 rBv4 101694 164016 9.28% 0.919%

36 11.101 1487 1490 1491 rBV2 68813 65534 3.71% 0.367%
37 11.224 1508 1511 1514 rBV 842092 733183 41.47% 4.107%
38 11.248 1514 1515 1518 rVB 83481 54634 3.09% 0.306%
39 11.295 1521 1523 1528 rVB 66488 67066 3.79% 0.376%
40 11.536 1562 1564 1568 rBV2 67684 74652 4.22% 0.418%
41 11.577 1568 1571 1573 rVB 64275 54077 3.06% 0.303%
42 11.777 1601 1605 1608 rBVY 624673 569571 32.21% 3.191%
43 11.836 1613 1615 1617 rBV 75043 56637 3.20% 0.317%

44 11.948 1631 1634 1639 rBV2 88083 124801 7.06% 0.699%
45 12.566 1736 1739 1743 rBVY 575367 588831 33.30% 3.299%

46 12.813 1778 1781 1784 rBV 1568716 1277225 72.24% 7.155%
47 13.865 1957 1960 1963 rBV 1952062 1768074 100.00% 9.905%

Sum of corrected areas: 17850446
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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\BF091818\

BF109098.D

18 Sep 2018 16:26

JussJ

J4936-39

8 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\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 unknown4.31 Concentration Rank 12

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

4_.31 2.43 ng 73826 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl nonvl ester 272 C15H2804 1000309-37-4 47
2 1-Fluorononane 146 COH19F 000463-18-3 43
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 38
4 n-Hexanesulphonvlacetonitrile 189 C8H15N02S 203310-42-3 38
5 Octane 114 C8H18 000111-65-9 37

Abundance Scan 335 (4.307 min): BF109098.D (-331) (-) m/z 43.00 100.00%
43.0
57.1
5000
71.1 85.0 s
4.00 4.20 4.40 4.60
0! T m/z 41.00 75.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57.0
43.0
5000 I SR R I U
20.0 71.0 4.00 4.20 4.40 4.60
85.0 m/z 57.10 64 .90%
0 ||‘ N m 9%'0 126.0 17?"0
m/z--> 25 45 60 85 160 150 150 1éo '
Abundance #22247: 1-Fluorononane
43.0
570 4.00 4.20 4.40 4.60
5000 : m/z 56.10 57 .41%
70.0
29.0 84.0 970
oL 15.0 \“ \‘m \ H\ ‘H‘ ‘\ 111.0 126.0  146.0
miz--> 20 40 60 8 100 120 140 160
Abundance #3988: Pentane, 2,4-dimethyl-
43.0 57.0 4.00 4.20 4.40 4.60
m/z 43.95 47 .00%
5000 85.0
29.0
15.0 H H l 710 100.0
L I L S L UL N S| I SRR I U
m/z--> 20 40 60 80 100 120 140 160 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.90 2.58 ng 78420 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 436 (4.901 min): BF109098.D (-432) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e e
| 69.0 83.0 1111 460 480 500 5.20
O bl T L Tm/z 59.10  60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
0
150 a0 1010 m/z 101.00 21.51%
: 83.0
0 1 | i . .
RS I SULIU SO SO SO UL IR SULILL SULIUSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
T )
460 4.80 5.00 5.20
5000 m/z 58.10 15.48%
101.0
oL 150 310 | %80 g0 860
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43.0 460 4.80 5.00 5.20
m/z 41.00 11.78%
5000
55.0
27.0
B | 110 830 980
0"'w"w"Jl'“'N“"w“'w"“l'“'l“"w"w"“l'“'l URSE A SRR LN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 Nonane Concentration Rank 14

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

5.64 2.22 ng 67439 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 1-Decanol. 2-ethvl- 186 C12H260 021078-65-9 72
3 Decane 142 C10H22 000124-18-5 64
4 Octane. 4-methvl- 128 C9H20 002216-34-4 64
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 59

Abundance Scan 562 (5.642 min): BF109098.D (-557) (-) m/z 43.00 100.00%

5000

5.40 5.60 5.80 6.00

0! m/z 57.10 83.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #12662: Nonane
43.0
57.0
5000
85.0 540 5.60 5.80 6.00
29.0 710 8 m/z 41.00 67.48%
| 150 | 990 1280
FrrTT e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #50322: 1-Decanol, 2-ethyl-
43.0 57.0
R N A AREnmame
540 5.60 5.80 6.00
5000 1.0 m/z 70.10 39.20%
29.0 85.0
o L ‘ || 98011101250130,0 154.0168.0
,,,,,,, Hrrrrt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #19158: Decane
43.0 57.0 540 5.60 5.80 6.00
m/z 43.95 33.62%
5000
71.0
29.0
15.0 \‘ L “ 99.0 113.0 142.0
onpuq””“”w””“”q””“”w””.”.””.”q””“”q””“”q””“” e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 2-Heptanone, 6-methyl- Concentration Rank 9

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

6.16 2.60 ng 79124 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 83
2 2-Hexanone 100 C6H120 000591-78-6 53
3 2-Hexanone. 4-hvdroxv-3-propvl- 158 C9H1802 062338-17-4 42
4 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 42
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 38

Abundance Scan 650 (6.160 min): BF109098.D (-647) (-) m/z 43.00 100.00%
43.0
58.1
5000
| 71.0 9.1 1101 580 6.00 6.20 6.40
Obrrprrrrrrrrrprrriere e m/z 58.10 62.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12527: 2-Heptanone, 6-methyl-
43.0
58.0
5000
5.80 6.00 6.20 6.40
m/z 41.00 17.37%
. 150 200 )| 10 gy 950 1100 1pg0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3775: 2-Hexanone
43.0
58.0 580 6.00 6.20 6.40
5000 m/z 95.10 12_.57%
29.0 710 850 1000
0”&%%””P”W””P”W””P”W””P”W””P”W””P”W””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30250: 2-Hexanone, 4-hydroxy-3-propyl-
43.0 5.80 6.00 6.20 6.40
m/z 71.05 11.57%
58.0
5000 29.0
0 “ L 70 850 10004, 61950 1400 154.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 580 600 620 640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 unknown6.49 Concentration Rank 1

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

6.49 45_.55 ng 1386230 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 706 (6.489 min): BF109098.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS R R A
40.0 54.0 J 6.20 6.40 6.60 6.80
0 ..:'.,:|-.|.':8,1-9..!,':1.1.2-.0,..~.,....,....,.... m/z 68.10 38.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 RS R R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.11%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok ko ko
5000 ggo 1160 m/z 66.00 24.68%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.71%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ L | ‘\ ! 99'\0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 Tetradecane Concentration Rank 13

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

7.34 2.29 ng 69840 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tridecane 184 C13H28 000629-50-5 78
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 78
4 Undecane 156 C11H24 001120-21-4 76
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 64

Abundance Scan 851 (7.342 min): BF109098.D (-847) (-) m/z 57.00 100.00%
57.0
5000
2 01260 Tho 150 1w Tk
ol e m/z 43.00 91.94Y%
m/z--> 50 100 150 200 250 300 350
Abundance #59881: Tetradecane
57.0
5000 R NI R IR I
7.00 7.20 7.40 7.60
2710 m/z 41.10 46.29%
o I ‘.9?1.0 141.0 1980
m/z--> 50 100 150 200 250 300 350 '
Abundance #48835: Tridecane
57.0
R NI L IR I
7.00 7.20 7.40 7.60
5000 m/z 71.10 40.19%
. zﬂo} 4 Jggo‘ 1410 1840
m/z--> 50 100 150 200 250 300 350 '
Abundance #205394: Silane, trichlorooctadecyl- R
57.0 7.00 7.20 7.40 7.60
m/z 85.00 33.23%
5000
99.0
0zw‘“JAIPW1BM%OMMWM3EM%O%W
UL SRR LS UL UL UL UL B
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 Undecane, 2-methyl- Concentration Rank 16

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

9.17 2.15 ng 81877 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 64
3 Octacosane 394 C28H58 000630-02-4 64
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 64
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 59

Abundance Scan 1162 (9.172 min): BF109098.D (-1159) (-) m/z 57.10 100.00%
57.1
5000
‘ 154.1 NSNS R
99.0 8.80 9.00 9.20 9.40 9.60
S o N — m/z 43.10 78.29%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
5000 RS NS RRRRE RN
880 9.00 9.20 9.40 9.60
m/z 71.05 60.84%
0 27}0 199‘ On .1410 1980
m/z--> 50 100 150 200 250 300 350 '
Abundance #38330: Undecane, 2-methyl-
43.0
880 9.00 9.20 9.40 9.60
5000 m/z 85.10 41.36%
85.0
0 ” | ‘ 1210 1700
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane I B e e e e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.05 35.09%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 9 Naphthalene, 2,3-dimethyl- Concentration Rank 17

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

9.41 2.11 ng 80369 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1203 (9.413 min): BF109098.D (-1200) (-) m/z 156.10 100.00%
141.1 156.1
5000
115.0
410 629 769 950 1281 9.00 9.20 9.40 9.60 9.80
o m/z 141.05 85.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000
9.00 9.20 9.40 9.60 9.80
6.0 115.0156 m/z 155.10 27 .56%
o 26,0 390 630 ™" 89.0 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
141.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 19.32%
77.0 115.0128.0
LR O N OO [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28494: Naphthalene, 1,7-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
m/z 128.05 14 _.95%
5000 141.0
0 300 500630 "0 g0  LSOLBO | u‘\
m/z--> 10 20 30 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 8

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

9.58 3.04 ng 115830 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
2 2H-1-Benzopvran. 3.5.6.8a-tetrah... 192 C13H200 041678-29-9 47
3 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 46
4 1.3-Benzenedicarboxvlic acid. di... 222 C12H1404 000636-53-3 46
5 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 41

Abundance Scan 1231 (9.578 min): BF109098.D (-1227) (-) m/z 177.10 100.00%
177.1
41.0
5000 220.2
920 940 9.60 9.80
o} m/z 41.05 52.23%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000 R AR R
67.0 135.0 920 9|40 9&30 9I80 I

m/z 135.10 42_.78%

I |
0 159,
O I|I . |. ||||‘ |I.I |||.. ||| |||I ﬂ:l ."'|"| L L ulls IJ.'IQ.PIOI el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54673: 2H-1-Benzopyran, 3,5,6,8a-tetrahydro-2,5,5,8a-tetr...
177.0
9.20 9.40 9.60 9.80
5000 43.0 m/z 149.10 40.82%
270 1 133.0
107.0 ‘ 159.0
0 “ M“” W ﬂ:,meWhnw,:w”ul.nhﬁ?ﬁ?..”,.”
m/z--> 20 4 80 100 120 140 160 180 200 220
Abundance #77349. 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0 9.20 9.40 9.60 9.80
m/z 220.20 37.67%
5000 57.0
410 0L0,57 00 220.0
o ,....,....,..7.5.@....,....,....,...1??'.0...,....2?:.1'9..,...  RABEAREERa man e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 unknownl10.20 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.20 2.17 ng 82752 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 49
2 Octadecane 254 C18H38 000593-45-3 47
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
4 Heptacosane 380 C27H56 000593-49-7 38
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 27
Abundance Scan 1337 (10.201 min): BF109098.D (-1334) (-) m/z 57.10 100.00%
57.1
5000 85.1
187.2
| 11201310 1591 ‘ 9.80 10.00 10.20 10.40 10.60
0...,....,l...'!l..'..ll...'Il' "'i"'I"""""'l""|"'"I""|""|""|' m/z 71.10 45 _.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0

9.80 10.00 10.20 10.40 10.60
m/z 85.10 43.85%

5000

29.0
1130 1410 169.0 196.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane
57.0
R RN RN
9.80 10.00 10.20 10.40 10.60
5000 85.0 m/z 187.20 29.82%
29.0 3.0
ob | L il | 1130 1410 1600 1970 2050 2540
“.“.”,“.W.H.P.”,”.W.H.P.” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19182: Octane, 3,5-dimethyl-
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.00 22 .21%
5000
23.0 85.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 10. OO 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 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 12 Naphthalene, 1,6-dimethyl-4__._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.47 ng 200478 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 84
2 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 58
3 1-Methvlcvclododecanol 198 C13H260 032400-09-2 49
4 6-Isopropvl-1.4-dimethvlnaphthalene 198 C15H18 000489-77-0 42
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 30

Abundance Scan 1417 (10.672 min): BF109098.D (-1413) (-) m/z 57.10 100.00%

1

5000

183.1 e
10.40 10.60 10.80 11.00

1131 1339 153.1

0! m/z 71.10 75.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59915: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
188.0
5000 LA L L L L L LB LB
10. 40 10 60 10. 80 11. OO
m/z 43.10 70.77%
oL150 410 630 830 990 1280 || A | 190
T e e e WL AL B L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
N B E e
10.40 10.60 10.80 11.00
5000 m/z 85.05 40.86%
153.0 199.0
ol 20 80 0 0 PP L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59798: 1-Methylcyclododecanol B N B a s
71.0 10.40 10.60 10.80 11.00
m/z 41.10 29.79%
5000 43.0
183.0
96.0 138.0
27.0 ‘ “ |||, 130 | 155.0 ‘ 199.0
Y S YN T P P i O o e N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 40 10 60 10. 80 11. OO

8270-BF091418_.M Wed Sep 19 13:01:59 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109098.D

Aca On : 18 Sep 2018 16:26

Operator : JU/SJ

Sample = J4936-39

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.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 13 Pentadecane, 2,6,10,14-tetr... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.68 2.57 ng 94374 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 72
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64

Abundance Scan 1418 (10.677 min): BF109098.D (-1418) (-)
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000
113.0
29.0 183.0
0 155.0 225.0 253.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000
85.0
1130 169.0
A jaro | 170 267.0
m/z--> 6 ﬁo Jo éo 50 160 150 150 1éo 1é0 200 220 240 2éo 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 85.0
29.0 113.0
o L e 1830 2110 2530 2820
m/z--> 6 ﬁo Jo éo 50 160 150 150 1éo 180 200 220 240 260 280




