LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 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-BF010719.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 3.940 306 315 320 rBV 107596 163725 1.04% 0.072%
2 4.204 351 360 364 rBV2 174210 247951 1.57% 0.110%
3 4.534 411 416 427 rVB3 201537 300965 1.91% 0.133%
4 4.945 477 486 490 rBV 360920 488490 3.10% 0.216%
5 5.039 490 502 507 rBV3 762562 1744826 11.06% 0.771%
6 5.098 507 512 517 rVvVv2 1335103 1563197 9.91% 0.691%
7 5.175 521 525 528 rVV3 230127 381742 2.42% 0.169%
8 5.228 531 534 540 rVB 242562 265378 1.68% 0.117%
9 5.298 540 546 550 rBV2 1512262 1817827 11.52% 0.804%
10 5.328 550 551 555 rVB2 233708 251396 1.59% 0.111%

11 5.457 569 573 575 rBV 249499 292778 1.86% 0.129%
12 5.504 578 581 584 rVB 1942092 1685213 10.68% 0.745%
13 5.581 590 594 599 rBV 651645 792096 5.02% 0.350%
14 5.657 604 607 612 rvv2 1366659 2141058 13.57% 0.946%
15 5.704 612 615 618 rvvV 1908586 1946256 12.34% 0.860%

16 5.745 618 622 629 rVB2 1425548 2086881 13.23% 0.922%
17 5.816 629 634 638 rBv 562002 617903 3.92% 0.273%
18 5.910 643 650 654 rBv4 2258073 3864988 24.50% 1.708%
19 5.963 654 659 663 rBv2 1035472 1771742 11.23% 0.783%
20 6.051 667 674 678 rVB3 3083440 4425478 28.05% 1.956%

21 6.098 678 682 686 rBv3 1124110 1996703 12.66% 0.883%
22 6.151 686 691 697 rvv3 5721343 10340237 65.54% 4._.571%
23 6.204 697 700 703 rvVvV 3024046 3488925 22.12% 1.542%
24 6.239 703 706 708 rvv3 970168 1251245 7.93% 0.553%
25 6.263 708 710 712 rVB 708081 561321 3.56% 0.248%

26 6.333 717 722 734 rBV3 3584611 7701976 48.82% 3.405%
27 6.434 734 739 747 rBV4 4625244 10311777 65.36% 4 _.558%
28 6.516 747 753 756 rBv2 2310513 3547450 22.49% 1.568%
29 6.545 756 758 760 rBV2 1052896 1123889 7.12% 0.497%
30 6.569 760 762 764 rVB 1479823 1189483 7.54% 0.526%

31 6.598 764 767 769 rVvB2 1070936 1025838 6.50% 0.453%
32 6.657 769 777 779 rBV4 4034098 9245087 58.60% 4._.087%
33 6.751 787 793 797 rBv4 2228977 4094493 25.95% 1.810%
34 6.851 803 810 811 rBV5 2008075 3680223 23.33% 1.627%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.886 814 816 825 rVB3 2656583 4905635 31.10% 2.168%

36 6.957 825 828 831 rBv2 1512216 2222953 14.09% 0.983%
37 7.022 832 839 840 rBV6 1442035 2896118 18.36% 1.280%
38 7.051 840 844 855 rVB5 5791680 14748043 93.48% 6.519%
39 7.145 855 860 862 rBv3 2298121 3877996 24.58% 1.714%
40 7.304 882 887 898 rvB3 3879007 9833792 62.33% 4._.347%

41 7.445 905 911 917 rBV6 5991313 15775967 100.00% 6.974%
42 7.557 925 930 935 rVB5 4107144 7776200 49.29% 3.437%
43 7.722 954 958 963 rBV6 3116595 6420107 40.70% 2.838%
44 7.833 970 977 984 rBV8 4299223 12260452 77.72% 5.420%
45 8.863 1149 1152 1154 rBV2 2536511 3553634 22.53% 1.571%

46 9.698 1289 1294 1297 rBV3 5457509 8287434 52.53% 3.663%
47 10.063 1353 1356 1360 rVB3 1909992 2471104 15.66% 1.092%
48 10.104 1360 1363 1367 rBV3 1184941 2010526 12.74% 0.889%
49 10.145 1368 1370 1371 rBV2 1407666 1069896 6.78% 0.473%
50 10.204 1377 1380 1388 rVB5 3852475 6113643 38.75% 2.702%

51 10.269 1388 1391 1394 rBV 2139575 2514310 15.94% 1.111%
52 10.492 1427 1429 1432 rVB3 1542490 1350778 8.56% 0.597%
53 10.592 1441 1446 1450 rVB 4640248 5944643 37.68% 2.628%
54 10.633 1451 1453 1458 rVB5 1209492 1431008 9.07% 0.633%
55 10.727 1467 1469 1474 rVB4 1016321 878091 5.57% 0.388%

56 10.851 1485 1490 1493 rBV 5511781 6609219 41.89% 2.922%
57 11.057 1522 1525 1531 rVB4 956180 1128070 7.15% 0.499%
58 11.310 1564 1568 1573 rVB 2827729 3167914 20.08% 1.400%
59 11.416 1583 1586 1587 rBV 898109 784809 4._.97% 0.347%
60 11.439 1587 1590 1593 rVB 1962091 1736532 11.01% 0.768%

61 11.657 1624 1627 1632 rBV3 582594 724887 4_.59% 0.320%
62 11.698 1632 1634 1637 rVB2 549645 483765 3.07% 0.214%
63 11.939 1673 1675 1678 rVB 438700 370257 2.35% 0.164%
64 11.968 1678 1680 1681 rBV 599729 437575 2.77% 0.193%
65 12.115 1703 1705 1707 rBV 444058 367366 2.33% 0.162%

66 12.368 1746 1748 1751 rVB 978647 773733 4_90% 0.342%
67 12.645 1792 1795 1798 rVV 1123770 1035554 6.56% 0.458%
68 12.680 1799 1801 1804 rVB 1472003 1193066 7.56% 0.527%
69 12.868 1830 1833 1837 rVB 1156247 1090437 6.91% 0.482%
70 12.998 1851 1855 1858 rVB 2051768 2064479 13.09% 0.913%

71 13.774 1985 1987 1990 rVB 875962 548526 3.48% 0.242%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 14.027 2028 2030 2032 rVB 764835 530937 3.37% 0.235%
73 16.521 2451 2454 2455 rBV2 348755 428466 2.72% 0.189%

Sum of corrected areas: 226226459
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111998.D
1.5e+07
1e+07
5000000
0 3.94 420 4.53 4/-\
— T T T T Y
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF111998.D
1.5e+07 9.70
8.86
7.83
1e+07 0
Q.
10165 g 10.59 10.85
"3*4027 |
10.49
5000000 D87 11.31 12.37 , 1800
11.44 125949 2.87
11.06 12
1142 111660 1h1ePH
o777 — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111998.D
1.5e+07
1e+07
5000000 13.77 14.03
16.52
O ——— T T T ——— T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 20

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

6.05 18.04 ng 4425480 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlbicvclol4.2.0loctane 124 C9H16 1000210-90-2 64
2 Cis-bicvclol4.2.0loctane 110 C8H14 028282-35-1 53
3 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 52
4 2.4-Hexadiene., (E.E)- 82 C6H10 005194-51-4 49
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 49

Abundance Scan 674 (6.051 min): BF111998.D (-667) (-) m/z 82.10 100.00%
67.1 841
55.1
41.1
5000 105.1
| ||‘ ||| || 95|1 120.1 1422 5.80 6.00 6.20 6.40
el el el Al L1422 0 s T 67 10 95.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10678: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
5000 54.0
41.0 5.80 6.00 6.20 6.40
27.0 m/z 55.10 71.55%
| | | | 90 1000 1240
'W'”“P'”ih'WJ”'P'h”””MI”'PJMI”'W:”'P:LI”'W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5955: Cis-bicyclo[4.2.0]octane
67.0 820
54.0 5.80 6.00 6.20 6.40
5000 ' m/z 81.10 65.76%
‘ 95‘.0 110.0
! | ‘
mz-> % 30 4 80 60 70 80 90 100 110 130 130 140
Abundance #10638: Bicyclo[3.3.1]nonane
81.0 5.80 6.00 6.20 6.40
m/z 41.10 60.69%
124.0
41.0 67.0
5000 54.0 96.0
R R KRS RARAS N ”-H---“H-h--u---‘-u-}gﬁ R"I"“'I""I""I'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Cyclohexane, propyl- Concentration Rank 7

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

6.15 42.16 ng 10340200 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 60
2 3-Ethvilcvclopentanone 112 C7H120 010264-55-8 43
3 cis-4-Nonene 126 C9H18 010405-84-2 38
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 35

Abundance Scan 691 (6.151 min): BF111998.D (-686) (-) m/z 57.10 100.00%
371 83.1
41.1
71.1
5000
I | L oamazwz TSk sho o a0
el L1422 8 Thso 85 10 91.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11537: Cyclohexane, propyl-
55.0 83.0
5000
410 5.80 6.00 6.20 6.40
270 67.0 126.0 m/z 83.10 83.86%
"I'”'I"'W""P'"I””“I"JH"”I'"W'??fi%qgﬁx"l'”'I"”I""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6501: 3-Ethylcyclopentanone
55.0 83.0
41.0 5.80 6.00 6.20 6.40
5000 270 112.0 m/z 41.10 70.06%
70.0
"&ﬁgP'“l””l“'W'”W'”'P'”P'”I?h?”'ﬂ“'ﬁ'”ﬁ'“'P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11507: cis-4-Nonene
58.0 5.80 6.00 6.20 6.40
m/z 71.10 60.78%
41.0
5000
69.0 126.0
0 O
\‘ “ | “\ I M “
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.33 Concentration Rank 11

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

6.33 31.40 ng 7701980 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 43
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 38
3 Octane. 3.4-dimethvl- 142 C10H22 015869-92-8 38
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 35
5 Octane, 4-ethyl- 142 C10H22 015869-86-0 30

Abundance Scan 721 (6.328 min): BF111998.D (-717) (-) m/z 57.10 100.00%
431 57.1
5000
711 g51
R e R
|| 98.1 112.1125.1 140.2 6.00 6.20 6.40 6.60
S - e A m/z 43.10 89.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57.0
43.0
5000 USSR SRR SRR SRR
290 71.0 6.00 6.20 6.40 6.60
85.0 m/z 41.10 60.15%
J il 98.0 126.0 171.0
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #7642: Hexane, 2,4-dimethyl-
43.0 570
85.0 6.00 620 6.40 6.60
5000 m/z 55.10 35.81%
29.0 71.0
150 || ) gL ] || 9901140
miz--> 20 40 60 80 100 120 140 160
Abundance #19179: Octane, 3,4—dimethy|— LA L B L B
43.0 6.00 6.20 6.40 6.60
m/z 56.10 34.21%
5000 570
29.0 o 85.0
L | seoms0 10
m/z--> 20 40 60 80 100 120 140 160 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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-Octene, 2,6-dimethyl- Concentration Rank 8

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

6.43 42_.04 ng 10311800 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 70
2 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 58
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 49
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 47
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46

Abundance Scan 738 (6.428 min): BF111998.D (-734) (-) m/z 69.10 100.00%
6d.1
55.1
5000 125.1
831 111.1
|||| 97.1 ‘ 140.2 6.00 6.20 6.40 6.60 6.80

.,....,....,....,....,....,...-.,....,...".,....,:...,.:.-.,....|....,. m/z 55.10 72.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18000: 2-Octene, 2,6-dimethyl-
69.0
5000 [TrTIr[rrrr[rrrr[prrrrprrrs
30 0.0 6.00 6.20 6.40 6.60 6.80
oo ‘ 830 140. m/z 41.10 54.92%
' 111.0
oot e B0 e |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
4.0 550 L D e
6.00 6.20 6.40 6.60 6.80
5000 m/z 70.10 54 _66%
125.0
29.0 83.0
T e o |
w.”.“.”,”.w.h:“.ﬁJ”.ww“.“.mln.whn.“.h,”.J.”.“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11588: Cyclohexane, 1,1,2-trimethyl- R e B
69.0 6.00 6.20 6.40 6.60 6.80
41.0 5690 m/z 56.10 40.76%
111.0
5000
27.0
83.0 126.0
I .
.,..al,....ﬂ....,‘.‘:..,...‘l,.... - ...l,....,l...,....,....,....,. B s S S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.66 Concentration Rank 10

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

6.66 37.69 ng 9245090 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 2.2-dimethvl-. (E)- 112 C8H16 000690-93-7 22
2 3-Hexene. 2.2-dimethvl- 112 C8H16 003123-93-1 22
3 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 18
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 14
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 11

Abundance Scan 778 (6.663 min): BF111998.D (-769) (-) m/z 55.10 100.00%
54.1 83.1
132.1
5000 4Ll
640 6.60 680 7.00
m/z 83.10 86.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6776: 3-Hexene, 2,2-dimethyl-, (E)-
58.0
83.0
5000 40 97.0 6.40 6.60 6.80 7.00
21.0 69.0 112.0 m/z 132.10 76.65%
15.0 |
'HPHWHJVle“ﬁWW“*P“WJHVHWH“V“W““P“W““V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6711: 3-Hexene, 2,2-dimethyl-
58.0
650 640 6.60 680 7.00
5000 41.0 m/z 97.10 60.90%
97.0
27.0 69.0
‘ 112.0
L R AL KA KRARS RARA RARRN RN RARRN RARAN LARAY LARLS LA LALAS RN SALRN BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55.0 83.0 6.40 6.60 6.80 7.00
m/z 41.10 50.34Y%
41.0
5000
97.0
27.0 69.0 ‘ 140.0
"w%ﬁqv'ji'“jﬂk“l”tt"it“'w'l“ “l'"Elapjﬁép'“'v'“l“"v' IR RS R L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Cyclohexane, butyl- Concentration Rank 4

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

7.05 60.13 ng 14748000 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 76
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 62
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 58
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 53

Abundance Scan 844 (7.051 min): BF111998.D (-840) (-) m/z 83.10 100.00%
3.1
55.1
5000 M1
69.1 150.0 L
| 71 1111 4575 6.80 7.00 7.20 7.40
bl 20 et | M/Z 55.10  73.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 U UL R L I
6.80 7.00 7.20 7.40
140.0 m/z 82.10 54 .96%
97.0 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0 680 7.00 7.20 7.40
5000 m/z 41.10 39.14%
41.0 670
29.0 : 154.0
150 "7 g 979 1110 1260 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11537: Cyclohexane, propyl- LN LI LI R I L B
55.0 83.0 6.80 7.00 7.20 7.40
m/z 69.10 21.93%
5000 41.0
27.0 67.0 126.0
"I”"P'i“'”th'W“N“I”j”b'”I'L'P??f{%ggg"P'”l'”'l”"P'“I'” U NI L L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF010719.M Fri Jan 11 03:16:31 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 7 Naphthalene, decahydro-, tr... Concentration Rank 9

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

7.30 40.09 ng 9833790 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 91
4 Cvclodecene 138 C10H18 003618-12-0 68
5 2-Cyclohexen-1-one, 3,4,4-trimet... 138 C9H140 017299-41-1 59

Abundance Scan 886 (7.298 min): BF111998.D (-882) (-) m/z 67.10 100.00%
67.1

138.2

5000

7.00 7.20 7.40 7.60
m/z 138.20  77.51%

151.2 166.2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0
410 82.0 96.0

5000
7.00 7.20 7.40 7.60

m/z 68.10 74 .11%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #16892: Naphthalene, decahydro-
67.0 96.0 138.0
81.0 IIIIIIIIIIIIIIIIIIIIIII
7.00 7.20 7.40 7.60
5000 41.0 m/z 96.10 65.67%
109.0
27.0 54/0 ‘ ‘
SO ) N -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16915: Naphthalene, decahydro-, cis- R R EARE B
67.0 81.0 96.0 138.0 7.00 7.20 7.40 7.60
: m/z 95.10 63.76%
41.0
5000
109.0
27.0 ‘ 54/0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60

8270-BF010719.M Fri Jan 11 03:16:31 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 3,7-Decadiene, 2,9-dimethyl- Concentration Rank 15

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

7.83 20.00 ng 12260500 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Decadiene. 2.9-dimethvl- 166 C12H22 074630-13-0 72
2 Cvclohexane. 1.1°-(1l.4-butanediv... 222 C16H30 006165-44-2 59
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 53
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 52
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50

Abundance Scan 976 (7.828 min): BF111998.D (-970) (-) m/z 83.10 100.00%
55.1 831
5000
sk 2111 T s 2o T80 7k 850 8%
S A N 1: . m/z 55.10 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35183: 3,7-Decadiene, 2,9-dimethyl-
58.0
5000 USRI UL L I
83.0 7.40 7.60 7.80 8.00 8.20
m/z 82.10 69.78%
50 P arad 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
550 USRI UL L I
7.40 7.60 7.80 8.00 8.20
5000 m/z 67.10 33.75%
29.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58302: Cyclohexane, octyl- e B
83.0 7.40 7.60 7.80 8.00 8.20
55.0 m/z 41.10 31.39%
5000
290
Ay ‘k |, 1120 1390 168.0 196.0
m/z--> 2'0 40 60 8|0 100 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20

8270-BF010719.M Fri Jan 11 03:16:32 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Dodecane, 4-methyl- Concentration Rank 3

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

9.70 67.07 ng 8287430 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 70
2 Tetradecane 198 C14H30 000629-59-4 64
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 62
4 Decane. 5-propvl- 184 C13H28 017312-62-8 62
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1294 (9.698 min): BF111998.D (-1289) (-) m/z 57.10 100.00%
57.1
5000
193.2 BUANRNE RARNE RN IR
3941 141.2 159.2 9.40 9.60 9.80 10.00
B |- 175 2113 m/z 71.10 92.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48850: Dodecane, 4-methyl-
43.0
71.0
5000 L R L RN SUL
9.40 9.60 9.80 10.00
‘ m/z 43.10 89.08%
. i ggu O 1400 184.0
m/z--> 20 40 eb éo 100 150 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
'9.40 9.60 9.80 10.00
5000 85.0 m/z 85.10 42 .93%
29.0
198.0
.,....,....,....,....,.1.1?.?...1.4,1.‘?..1.6.9.9
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #83030: Tridecane, 6-propyl- R R R
43.0 9.40 9.60 9.80 10.00
71.0 m/z 41.10 41.81%
5000
99.0 1260 1540 183.0
el el 2260 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF010719.M Fri Jan 11 03:16:33 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.06 20.00 ng 2471100 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 86
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 70
3 Naphthalene. 2-(1-methvlethvI)- 170 C13H14 002027-17-0 70
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 70
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64

Abundance Scan 1356 (10.063 min): BF111998 D (-1353) (-) m/z 155.10 100.00%

5000
188.2
2943 9.80 10.00 10.20 10.40
. m/z 170.15 50.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38377: Naphthalene, 2,3,6-trimethyl-
170.0
5000
9.80 10.00 10.20 10.40
153.0 m/z 57.10 31.08%
84.0 128.0
37.0 630 106.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
e
9.80 10.00 10.20 10.40
5000 m/z 106.10 26.41%
128.0
63.0 ‘
00, N0 00| |y Ml deo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38383: Naphthalene, 2-(1-methylethyl)- Al B RS B B
155.0 9.80 10.00 10.20 10.40
m/z 145.15 26.17%
5000
128.0
270 510 780 1010 7l 172.0
e e e B e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10.00 10.20 10.40

8270-BF010719.M Fri Jan 11 03:16:33 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.27 20.35 ng 2514310 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 95
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 94
3 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 93
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 90
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 86
Abundance Scan 1391 (10.269 min): BF111998.D (-1388) (-) m/z 170.15 100.00%
170.2
5000
188.2 9243 10.00 10.20 10.40 10.60
t m/z 155.10 95.38%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
5000
10.00 10.20 10.40 10.60
1530 m/z 119.10 44 .49%

270 510 760 1020 61280

m/z--> 20 40 60 80 100 120 140 160

180 200 220 240

Abundance #38377: Naphthalene, 2,3,6-trimethyl-
170.0
10.00 10.20 10.40 10.60
5000 m/z 153.10 23.88%
153.0
84.0 128.
Lo 0 M e 0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38364: 4,6,8-Trimethylazulene T T
170.0 10.00 10.20 10.40 10.60
m/z 169.10 22_.12%
5000
153.0

128.0
390 630 g9

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

10.00 10.20 10 40 10.60

8270-BF010719.M Fri Jan 11 03:16:34 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 13 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.59 48.11 ng 5944640 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 76
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
Abundance Scan 1446 (10.592 min): BF111998.D (-1441) (-) m/z 57.10 100.00%
57.1
5000
T 1070 1040 1060 1080 1100
e A2 2898 m/z 71.10 57.17%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 UV U AR N

10 20 10. 40 10 60 10 80 11. 00
‘ m/z 43.10 46.31%
L

99.0
27,0 Iy 141.0 1830 2250 2670 3230 3800
m/z--> 50 100 150 200 250 300 350
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
s A B S
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 28.93%
99.0
JI.\A 155.0184.0
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane B B T e
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 23.50%
5000
2001 || 1990 1419 1840
m/z--> 50 100 150 200 250 300 350 10 20 10. 40 10 60 10 80 11. 00

8270-BF010719.M Fri Jan 11 03:16:35 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 14 Tridecane, 5-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.85 168.43 ng 6609220  Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane. 5-propvl- 226 Cl6H34 055045-11-9 86

2 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 74
3 Sulfurous acid. dodecvl 2-ethvlh._.. 362 C20H4203S 1000309-19-5 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 59
Abundance Scan 1490 (10.851 min): BF111998.D (-1485) (-) m/z 57.10 100.00%
51.1
5000
usz 1642382 215> oan2 2683 10.60 10.80 11.00 11.20

Of m/z 71.10 79.23%

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
571.0
5000 LA B L L L L LB
85,0 10.60 10.80 11.00 11.20
> m/z 43.10 54.16%
112.0
30.0, | I U L1410 1830 226.0

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

Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0 IIIIIIIIIIIIIIIIIIIIIII
10.60 10.80 11.00 11.20
5000 m/z 85.10 30.75%
gl L o 10 ke
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester T T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 26.39%
5000
113.0
85.0
230 ‘ ‘\\ ‘\ \‘ nl “ 1690

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

10.60 10 80 11. OO 11. 20

8270-BF010719.M Fri Jan 11 03:16:35 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 15 9H-Fluorene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.06 28.75 ng 1128070 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 90
2 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 46
3 9H-Fluorene. 3-methvl- 180 C14H12 002523-39-9 46
4 9H-Fluorene. l-methvl- 180 C14H12 001730-37-6 41
5 4a,9a-Methano-9H-fluorene 180 C14H12 019540-84-2 38

Abundance Scan 1526 (11.063 min): BF111998.D (-1522) (-) m/z 165.10 100.00%

166.1
57.1

5000

10.80 11.00 11.20 11.40
m/z 182.10 65.87%

232.2 253.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45772: 9H-Fluorene, 2-methyl-
165.0
5000

10.80 11.00 11.20 11.40
m/z 167.10 65.11%

89.0
39.0 63.0 | ], 1150 139.0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45775: 9H-Fluorene, 9-methyl-
165.0

10.80 11.00 11.20 11.40
5000 m/z 180.10 57 .55%

63.0 830 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45770: 9H-Fluorene, 3-methyl- AR e e A
165.0 10.80 11.00 11.20 11.40

m/z 179.10 56.71%

5000

89.0
300 630 7" 1150 1300, ‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 80 11. 00 11. 20 11.40

8270-BF010719.M Fri Jan 11 03:16:36 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 16 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.31 80.73 ng 3167910 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 Heptadecane 240 C17H36 000629-78-7 78
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1568 (11.310 min): BF111998.D (-1564) (-) m/z 57.10 100.00%
57.1
2000 oet jtvd‘_lk
113.1 184.1 U AL SR BRI U
141.2 11.00 11.20 11.40 11.60
Ot bk L M2 | 2102 2533 LTI q60 77,000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48831: Tridecane
57.0
5000 UL AR TUMLIE BN BN
nmnmnmnm
29.0 m/z 43.10 48.17%
. 113.0 141.0 184.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
11.00 11.20 11.40 11.60 |
5000 85.0 m/z 85.10 43.14%
‘ Il \11?011410 183.0 2110 239.0 2670 2960
m/z--> 25 45 eb 85 160 150 150 1éo 1é0 200 220 240 260 2é0 300
Abundance #94344: Heptadecane LA L L N N B |
57.0 11.00 11.20 11.40 11.60
m/z 41.10 26.18%
29.0
Ll 130 1410 1690 1970 2400
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1100 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 17 2-Bromo dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.66 18.47 ng 724887 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heneicosane 296 C21H44 000629-94-7 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 1628 (11.663 min): BF111998.D (-1624) (-) m/z 57.10 100.00%

517.1

5000

11.40 11.60 11.80 12.00
m/z 71.10 91.97%

235.

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane
57.0

T

5000

11,40 11.60 11.80 12.00
m/z 43.10 68.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
e  RRRaE Bam s
85.0 11.40 11.60 11.80 12.00
5000 ' m/z 85.10 51.82%
29.0 ‘ 113.0
o b 10,1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane O B B R B R n e
57.0 11.40 11.60 11.80 12.00
m/z 210.10 23.48%
5000 85.0 M/\WM/\M
113.0
29.0 [~ 141.0 169.0 197.0 22§0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 18 unknownl2.37 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.37 19.72 ng 773733 Phenanthrene-d10 11.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 42
2 Indan. 1.1.6.7-tetramethvl- 174 C13H18 016204-58-3 35
3 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 35
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 35
5 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1000212-95-2 30
Abundance Scan 1748 (12.368 min): BF111998.D (-1746) (-) m/z 159.20 100.00%

159.2
241.2
5000
185.2
sar 1171 s130 =g Ao
: 12.00 12.20 12.40 12.60
...,....,ll...'.'l..".l.' L .'..l.| .||I1 l""',.'.']:'.l'..‘l..'l.l..l.,....,l...2.?f".'.2.2|§.8.'?|.... m/z 241.20 68.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159.0
241.0

5000

12,00 12.20 12.40 12.60
m/z 185.20  31.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41141: Indan, 1,1,6,7-tetramethyl-
159.0

12.00 12.20 12.40 12.60
5000 m/z 117.10 19.01%

S

150 39.0 770 1050"5°
1]

IIJIII‘IIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIII TTTT IIIIIIII IIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \,\,\/WJ
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8... L Ba T o e
241.0 12.00 12.20 12.40 12.60
)
159.0 m/z 143.10 16.70%
5000
185.0
43.0 129.0 ‘ 213.0 ‘
HW.H4LA?ZREE2”A,JmﬂLW.A.AHM.L.”.”..””..”P“. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 19 2,6,10,14-Tetramethyl-7-(3-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.77 20.66 ng 548526 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14-Tetramethvl-7-(3-methy... 348 C25H48 1000370-41-6 64
2 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 64
3 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 55
4 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 49
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 48
Abundance Scan 1986 (13.768 min): BF111998.D (-1985) (-) m/z 97.10 100.00%
97.1
5000
1 167.2 1340 1560 12,60 1400
246.2 366 3 . . . .
..'.||,. ..,.|z-.'.,.-'L..--,m.»..t.',-..m.:??‘??.. e m/z  55.10 57.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #183014: 2,6,10,14-Tetramethyl-7-(3-methylpent-4-enylidene....
4.0
5000 AR R FURLR N UM
1340 13.60 13.80 14.00
m/z 83.10 48.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193368: Eicosane, 9-cyclohexyl-
1.0
13.40 13.60 13.80 14.00
5000 m/z 57.10 40.68%
11.0
550 209.0 28?.0 358.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240770: Tetratriaconty! trifluoroacetate A BT o e
57.0 13.40 13.60 13.80 14.00
m/z 69.10 38.31%
5000
11.0
e 111670 222.0 278.0 334.0 390.0432.0476.0521.0 572.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111998.D

Aca On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 20 1-Hexacosene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.52 20.00 ng 428466 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 86
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 55
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 55
4 2.6.10.14-Tetramethvl-7-(3-methv... 348 C25H48 1000370-41-6 53
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 44
Abundance Scan 2454 (16.521 min): BF111998.D (-2451) (-) m/z 57.10 100.00%
57.1
5000

16.20 16.40 16.60 16.80
m/z 55.10 68.91%

245.2

300.2

383.3 456.4

f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #193365: 1-Hexacosene
57.0

5000 1.0 A A
16 20 16. 40 16.60 16.80

364.0 m/z 71.10 58.81%

Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
s R
16.20 16.40 16.60 16.80
5000 m/z 69.10 57 .57%
1.0
J | 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriaconty| pentafluoropropionate A e R Ra
57.0 16.20 16.40 16.60 16.80
m/z 97.10 55.67%
5000
1.0
‘ | 167.0222.0278.0 334.0 391.0 446.0 504.0 650.0
R L L e s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 16 20 16. 40 16. 60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011019\
Data File : BF111998.D

Acq On : 10 Jan 2019 20:10

Operator : JU/SJ

Sample : K1071-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
7-Methylbicyclo[4. .. 6.05 18.0 ng 4425480 1 6.89 4905640 20.0
Cyclohexane, propyl- 6.15 42.2 ng 10340200 1 6.89 4905640 20.0
unknown6 .33 6.33 31.4 ng 7701980 1 6.89 4905640 20.0
2-Octene, 2,6-dim... 6.43 42.0 ng 10311800 1 6.89 4905640 20.0
unknown6 .66 6.66 37.7 ng 9245090 1 6.89 4905640 20.0
Cyclohexane, butyl- 7.05 60.1 ng 14748000 1 6.89 4905640 20.0
Naphthalene, deca... 7.30 40.1 ng 9833790 1 6.89 4905640 20.0
3,7-Decadiene, 2,... 7.83 20.0 ng 12260500 2 8.19 12260500 20.0
Dodecane, 4-methyl- 9.70 67.1 ng 8287430 3 9.96 2471100 20.0
Naphthalene, 2,3,... 10.06 20.0 ng 2471100 3 9.96 2471100 20.0
Naphthalene, 1,6,... 10.27 20.4 ng 2514310 3 9.96 2471100 20.0
Heptacosane 10.59 48.1 ng 5944640 3 9.96 2471100 20.0
Tridecane, 5-propyl- 10.85 168.4 ng 6609220 4 11.42 784809 20.0
9H-Fluorene, 2-me... 11.06 28.8 ng 1128070 4 11.42 784809 20.0
Tridecane 11.31 80.7 ng 3167910 4 11.42 784809 20.0
2-Bromo dodecane 11.66 18.5 ng 724887 4 11.42 784809 20.0
unknown12 .37 12.37 19.7 ng 773733 4 11.42 784809 20.0
2,6,10,14-Tetrame... 13.77 20.7 ng 548526 5 14.06 530937 20.0
1-Hexacosene 16.52 20.0 ng 428466 6 15.54 428466 20.0
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