LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample - J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF010918_.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 height area % max. total
1 4.840 459 468 475 rBV3 46158 120735 1.78% 0.113%
2 4.934 475 484 491 rBvY 277386 479737 7.08% 0.447%
3 5.122 511 516 519 rBvV 84403 101866 1.50% 0.095%
4 5.340 542 553 556 rBV 4326430 4646000 68.58% 4.331%
5 5.487 574 578 583 rBV3 140908 198705 2.93% 0.185%
6 5.575 589 593 595 rBV2 82329 120032 1.77% 0.112%
7 5.645 600 605 608 rBV 190710 193211 2.85% 0.180%
8 5.734 616 620 625 rVB3 365677 563939 8.32% 0.526%
9 5.787 625 629 633 rBv3 239324 323364 4.77% 0.301%
10 5.881 642 645 649 rvB3 382222 417905 6.17% 0.390%

11 5.922 649 652 655 rBv2 351905 491343 7.25% 0.458%
12 5.975 658 661 663 rBv2 611201 600560 8.86% 0.560%
13 5.998 663 665 667 rvB 346483 286100 4.22% 0.267%
14 6.028 667 670 673 rBv 715755 611658 9.03% 0.570%
15 6.063 673 676 679 rBv2 307116 434568 6.41% 0.405%

16 6.087 679 680 683 rvB 280630 206672 3.05% 0.193%
17 6.110 683 684 688 rvB2 310793 264008 3.90% 0.246%
18 6.163 688 693 696 rBv2 583634 740804 10.93% 0.691%
19 6.204 696 700 702 rBv4 172615 220195 3.25% 0.205%
20 6.257 706 709 718 rBV3 957347 1925587 28.42% 1.795%

21 6.369 721 728 731 rBV 3708912 4975105 73.43% 4.638%
22 6.398 731 733 736 rvB2 850383 680026 10.04% 0.634%
23 6.428 736 738 741 rVB 498294 431170 6.36% 0.402%
24 6.498 741 750 754 rBV 4350504 6450724 95.21% 6.014%
25 6.528 754 755 758 rVB 437541 342387 5.05% 0.319%

26 6.586 758 765 768 rVvB3 1251601 1709293 25.23% 1.593%
27 6.657 768 777 778 rBv7 880982 1683010 24.84% 1.569%
28 6.698 781 784 786 rBv2 797105 719862 10.63% 0.671%
29 6.734 786 790 792 rBV 1645521 1915726 28.28% 1.786%
30 6.792 796 800 803 rBv2 1505058 1956995 28.89% 1.824%

31 6.828 803 806 808 rBv3 871000 1011699 14.93% 0.943%
32 6.851 808 810 812 rBV 1076583 827533 12.21% 0.771%
33 6.886 812 816 819 rVB2 3044468 3343793 49.36% 3.117%
34 6.916 819 821 824 rVB 1555879 1313680 19.39% 1.225%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample - J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.939 824 825 826 rBV 373250 256611 3.79% 0.239%

36 6.963 826 829 832 rBv2 931199 875999 12.93% 0.817%
37 7.004 832 836 841 rVB3 2233236 3331256 49.17% 3.106%
38 7.045 841 843 846 rBV3 449717 477580 7.05% 0.445%
39 7.086 846 850 852 rBv4 1077846 1500697 22.15% 1.399%
40 7.128 854 857 859 rBV2 1258566 1303995 19.25% 1.216%

41 7.157 860 862 869 rvB4 1277011 2114884 31.22% 1.972%
42 7.216 869 872 875 rBv3 871399 1127343 16.64% 1.051%
43 7.275 875 882 884 rBV5 2483657 4855847 T71.67% 4._.527%
44 7.298 884 886 888 rvB2 1344152 964304 14.23% 0.899%
45 7.381 896 900 904 rvB6 3156989 5114033 75.48% 4._.768%

46 7.433 904 909 911 rBV6 1698401 2700872 39.87% 2.518%
47 7.492 917 919 921 rBV2 843474 803942 11.87% 0.749%
48 7.516 921 923 925 rvv2 1559155 1764754 26.05% 1.645%
49 7.551 925 929 932 rVvB4 3387502 4262135 62.91% 3.973%
50 7.581 932 934 936 rBV 1001656 782115 11.54% 0.729%

51 7.669 946 949 952 rVvB3 3012316 3590481 53.00% 3.347%
52 7.733 958 960 964 rBV3 1005939 1427559 21.07% 1.331%
53 7.851 977 980 984 rvB4 2105782 2403104 35.47% 2.240%
54 7.916 985 991 993 rBv4 2097793 4074024 60.13% 3.798%
55 8.016 1005 1008 1014 rBV6 1672490 3019129 44.56% 2.815%

56 8.104 1021 1023 1025 rVB 1840617 1519670 22.43% 1.417%
57 8.475 1083 1086 1094 rVB5 2962231 6774934 100.00% 6.316%
58 10.110 1362 1364 1366 rBV 1225001 1287327 19.00% 1.200%
59 10.710 1462 1466 1472 rVB2 2747211 3896657 57.52% 3.633%
60 11.169 1541 1544 1549 rVB3 1721184 2206186 32.56% 2.057%

61 11.292 1563 1565 1568 rVB 980410 722579 10.67% 0.674%
62 12.480 1764 1767 1769 rVB 1195102 1048142 15.47% 0.977%
63 12.704 1803 1805 1808 rBV 902918 756594 11.17% 0.705%
64 12.845 1827 1829 1832 rBV 882407 762859 11.26% 0.711%
65 13.892 2004 2007 2010 rBV3 984000 1234523 18.22% 1.151%

Sum of corrected areas: 107268127
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF011218\

BF102051.D

12 Jan 2018 19:01

SJ/Ju

J1107-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 1 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 13

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

6.26 20.10 ng 1925590 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 64
2 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 58
3 4-Nonene, 3-methyl-, (2)- 140 C10H20 063830-69-3 58
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 53
5 Cyclooctane, l-methyl-3-propyl- 168 C12H24 255885-37-1 50

Abundance Scan 709 (6.257 min): BF102051.D (-708) (-) m/z 69.05 100.00%
g9
55
5000 al 125
83 111
97 ‘ 140 207 6.00 6.20 6.40 6.60
o S MR H MMM U m/z 55.00 69.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41 &
55
5000 USRS SRS RS
29 125 6.00 6.20 6.40 6.60
83 m/z 70.10 54.52%
“ ‘ 97 111 140
0:|||‘||||‘|||“|‘||‘l‘|||h|‘|||‘|||||||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
55 6.00 6.20 6.40 6.60
5000 m/z 41.10 50.64%
29
140
o g7 111 155
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18005: 4-Nonene, 3-methyl-, (2)- B RREEE R e
55 6.00 6.20 6.40 6.60
m/z 56.00 42 _.19%
41 69
5000
29
83 111
0”|"'wk'jjwtt'J“"|”"l'”??q"w""w"'l”" USRS SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 2 unknown6.50 Concentration Rank 2

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

6.50 67.35 ng 6450720 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF102051.D (-741) (-) m/z 132.00 100.00%
132
5000 68
© sl o Toow | s "ok oo ko ok
0 e AR W e2 m/z 68.10  40.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.99%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.00 27.07%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S EALE e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.95%
5000 g °
) AN | VIR A N HW..LL,..“u S E— 189 AVAIVAC R A
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 3 Cyclohexane, 1-methyl-2-pro... Concentration Rank 16

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

6.59 17.84 ng 1709290 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 80
2 Cyclohexane, l1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 80
3 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 64
4 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 59
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 58

Abundance Scan 766 (6.592 min): BF102051.D (-758) (-) m/z 97.10 100.00%
55 97
5000
41 69
88 140 6.20 6.40 6.60 6.80 7.00
| 0 Ll A g2 %7 "m/z 55.00 81.26%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-
55 97
5000 NS AR SR
6.20 6.40 6.60 6.80 7.00
41 m/z 41.05 28.07%
o i M . ‘\ | 111 125 140
R A A N N A SRR SN "R RPN
Abundance
55 97
620 6.40 6.60 6.80 7.00
5000 41 m/z 69.10 26.74%
69
83 111 126
L L S S L UL L B W B
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #147844: Sulfurous acid, cyclohexylmethyl nonyl ester e o R EEEm e
o7 6.20 6.40 6.60 6.80 7.00
m/z 83.10 17.96%
5000 55
41 71 83
0 |'?3 'JL' “Nl"JL'|JJ"l‘|'%¥1'|%%z AL DAL LRI U AR AR SR
miz--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 4 Nonane, 4,5-dimethyl- Concentration Rank 17

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

6.66 17.57 ng 1683010 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 81
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
4 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 64
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 53

Abundance Scan 777 (6.657 min): BF102051.D (-768) (-) m/z 57.10 100.00%
43 9
71
5000
85
98 111 127 139 156 6.40 6.60 6.80 7.00
(o} . m/z 43.10 84 .24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28438: Nonane, 4,5-dimethyl-
43 57
71
5000 A L I I L
85 6.40 6.60 6.80 7.00
29 m/z 71.10 56.56%
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43 57
71 6.40 6.60 6.80 7.00
5000 a5 m/z 41.10 40.78%
29 113
0 99 127 141 155 170
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48858: Undecane, 3,7-dimethyl- e RRmEE Ea e
43 57 6.40 6.60 6.80 7.00
m/z 85.05 29.86%
5000 71 85
29
o d Lo 9% a1 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 5 unknown6.79 Concentration Rank 12

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

6.79 20.43 ng 1957000 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
2 Octane, 2-methyl- 128 C9H20 003221-61-2 43
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 38
4 Dichloroacetic acid, 4-methylpen... 212 C8H14Cl1202 1000282-43-7 38
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 38

Abundance Scan 800 (6.792 min): BF102051.D (-796) (-) m/z 57.10 100.00%
43 5y
71
5000
6.40 6.60 6.80 7.00 7.20
Oty m/z 43.10 94 .39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38331: Undecane, 5-methyl-
43 57
71
5000 85 AR SR A SR
6.40 6.60 6.80 7.00 7.20
29 112 m/z 71.10 66 .95%
ol el 99 126 140 155 170
m/z--> 20 30 Jo 50 eb 70 80 50 100 110 120 130 140 150 160 170 |
Abundance
43
6.40 6.60 6.80 7.00 7.20
5000 57 m/z 41.10 56.37%
71
29 g5
0 99 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19198: Octane, 3,6-dimethyl- R e e R
57 6.40 6.60 6.80 7.00 7.20
71 m/z 55.10 51.31%
5000 43
29 113
ol Lol e % \‘ 127 142
m/z--> 20 30 4'0 50 6|O 7'0 80 90 100 110 120 130 140 150 160 170 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 Cyclohexane, 1,4-dimethyl-,.._. Concentration Rank 20

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

6.92 13.71 ng 1313680 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 59
3 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 53
4 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 53
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 53

Abundance Scan 822 (6.922 min): BF102051.D (-819) (-) m/z 97.10 100.00%
55 97
5000 70
123
41 81 112 AR S LR
138 154 6.60 6.80 7.00 7.20
of m/z 55.00 83.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55 97
5000 41 IR SRR AR
112 6.60 6.80 7.00 7.20
o7 69 m/z 70.10 47 .93%
83
0'W}?P”M””H”Wm“PJL“”ﬁLW”JP”W“”P”W””P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
a 6.60 6.80 7.00 7.20
5000 m/z 56.10 29.69%
69 112
27 83
oL 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane L B o
55 g7 6.60 6.80 7.00 7.20
m/z 123.10 28.44%
5000
a1 69 126
29 81
0'W””P”W””P”W””P”W“”P”W””P”Hﬁ”P”W””P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 8 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 6

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

7.00 34.78 ng 3331260 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 90
2 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 74
3 5-Undecene 154 C11H22 004941-53-1 74
4 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 74
5 2-Decene, 4-methyl-, (2)- 154 C11H22 074630-30-1 59

Abundance Scan 835 (6.998 min): BF102051.D (-832) (-) m/z 69.10 100.00%
¢
55
41
5000
83
97 111 A —
| 125 139 154 207 6.60 6.80 7.00 7.20 7.40
o! ...,”H.,a.”u..ﬂ.“...,.”.,.... m/z 55.05 75.11%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69
a >
5000 84 IR I AL LU I
6.60 6.80 7.00 7.20 7.40
29 0
‘ o7 111 139 154 m/z 41.10 56.52%
O||‘|||‘|‘l||“|||H‘||“|H|‘||l“|||‘=||1|?§||i|||||||||||||||||||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
55
69 6.60 6.80 7.00 7.20 7.40
5000 41 m/z 56.05 48.74%
84 o 154
111 196
L S L L WL WL B L B B WU
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27019: 5-Undecene e
55 6.60 6.80 7.00 7.20 7.40
69 m/z 43.10 48 _.55%
5000 41
154
‘ \‘ H 125 1
OI""P" |' "|“”'|"'w""|”"|"” SN S SR
miz--> 20 40 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

8270-BF010918.M Mon Jan 15 14:49:19 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 9 Cyclohexane, (1,2-dimethylp... Concentration Rank 19

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

7.09 15.67 ng 1500700 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 58
2 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 43
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
4 4-Octene, 2,3,7-trimethyl-, [S-(... 154 C11H22 052763-13-0 27
5 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 27

Abundance Scan 851 (7.092 min): BF102051.D (-846) (-) m/z 43.05 100.00%
4B 55 111
IS 123
5000 8 o
139 184 680 7.00 7.20 7.40
Obrprrrprrrrproree e s m/z 55.05 99.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27093: Cyclohexane, (1,2-dimethylpropyl)-
69
55 111
5000 RN L R I
43 83 6.80 7.00 7.20 7.40
29 m/z 57.10 86.85%
0 1 \‘ Al H \‘ 95 125 137 154
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69 111
680 7.00 7.20 7.40
5000 4 m/z 111.10 86.79%
0 15 21 83 97 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36845: Cyclooctane, (1-methylpropyl)- T
69 6.80 7.00 7.20 7.40
111 m/z 71.10 72 .24%
5000 55
41
29 82
o J ‘\ | T LA
R R A AR AR SRS AR Al NS SN LA LA LA AR RARAN LRAAS LA U N L L SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BF010918.M Mon Jan 15 14:49:20 2018

Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 10 unknown7.16 Concentration Rank 11

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

7.16 22.08 ng 2114880 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 49
2 4-Octene, 2,3,7-trimethyl-, [S-(... 154 C11H22 052763-13-0 49
3 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 45
4 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 43
5 4-Octene, 2,6-dimethyl-, [S-(BE)]- 140 C10H20 062960-76-3 43

Abundance Scan 863 (7.163 min): BF102051.D (-860) (-) m/z 69.10 100.00%
89
55
5000 8l
41
111 139 T
| | ‘ I| 15 | 125 | 1?f 166 6.80 7.00 7.0 7.40
Orrrrrrrrprere et preet e e e e et e m/z 55.10 63.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27075: 4-Octene, 2,3,6-trimethyl-
69
55
5000 SR SRR UL R
6.80 7.00 7.20 7.40
84 o 111 154 m/z 81.10 50.34%
‘ Al \M \ N 125
0””P”W””P”W“”P”W””P”W””P”W””P”W””P“W””P”W'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 69
6.80 7.00 7.20 7.40
5000 m/z 83.10 43.41%
41 111
27 83 95 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17990: 1-Octene, 3,3—dimethy|— LA L L L LB L R B
a 69 6.80 7.00 7.20 7.40
m/z 70.10 28.29%
5000 55
21 84
0"'w"“|"“|"“|"“|'“'|'“'|“"|“??v"ﬁ%?“ }%§ "%49“'|'“'|'“'|'“ A SR UL L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BF010918.M Mon Jan 15 14:49:21 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 11 unknown7.38 Concentration Rank 7

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

7.38 33.88 ng 5114030 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 46
2 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 35
3 Cyclohexanol, 2-methyl-3-(1-meth... 154 C10H180 054244-81-4 30
4 Ethanone, l-cyclohexyl- 126 C8H140 000823-76-7 27
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 22

Abundance Scan 900 (7.381 min): BF102051.D (-896) (-) m/z 69.10 100.00%
55 69
41
5000
7.00 7.20 7.40 7.60 7.80
0 m/z 55.10 89.64%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11606: Cyclopentane, (2-methylpropyl)-
41 69
56 83
5000 RS S IR L
27 7.00 7.20 7.40 7.60 7.80
m/z 83.10 75.79%
e
AR aay kA Sy Rt A AL A A Vs s L s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69
“ 125 7.00 7.20 7.40 7.60 7.80
5000 %5 m/z 41.10 73.78%
27 83
o 95 109 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #26977: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.al... A o A B
88 7.00 7.20 7.40 7.60 7.80
43 55 m/z 43.10 68.71%
5000 95
‘ 67 ‘ 107 121 136
O”P”W””P”W”“P“W””P”W”“P”W“”'”W”“P”fﬁiP”W””l RS S LN L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60 7.80

8270-BF010918.M Mon Jan 15 14:49:22 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 12 unknown7.43 Concentration Rank 15

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

7.43 17.89 ng 2700870 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol, 3,7,l11-trimethyl- 228 C15H320 006750-34-1 43
2 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 25
3 2-Heptenal, (2)- 112 C7H120 057266-86-1 18
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 18
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 18

Abundance Scan 908 (7.428 min): BF102051.D (-904) (-) m/z 57.10 100.00%
g7
41 131
5000
. 7.00 7.20 7.40 7.60 7.80
Obrrprrrrprrritb i e m/z 131.10 55.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #84610: 1-Dodecanal, 3,7,11-trimethyl-
43 55 69
5000 83
97 7.00 7.20 7.40 7.60 7.80
111 125 m/z 41.10 53.97%
O'W”NM'”P“'N”W'JE””J”“'ﬂl'”WH”'“LW”}49”P'”P”'P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 83
41 69 R I U I
7.00 7.20 7.40 7.60 7.80
5000 m/z 55.10 52 .44%
97
29 139
. 11 925 168
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6480: 2-Heptenal, (2)- T
a4 7.00 7.20 7.40 7.60 7.80
97 m/z 69.10 47 .02%
55 83
5000
70
‘ 97 112
O'W”LP”J””ﬂL'”mﬂ”hw“Phh””H”W””'”W””P”W””P”W R U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60 7.80

8270-BF010918.M Mon Jan 15 14:49:23 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 13 trans-Decalin, 2-methyl- Concentration Rank 8

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

7.55 28.23 ng 4262140 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 83
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 72
5 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C10H160 029750-24-1 64

Abundance Scan 929 (7.551 min): BF102051.D (-925) (-) m/z 81.10 100.00%
95
el 152
5000 - 137
41 109 123 LIS L L L L L L L L B
7.20 7.40 7.60 7.80
ol bl b7 s Gs 10 77.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl-
81
67
41 55 95 152
5000 AL AL IR L I
137 7.20 7.40 7.60 7.80
29 109 m/z 67.05 76.92%
I O
ol I .‘...l“. : .Hl‘l IHI‘\I il ‘.‘luu‘. ; IH —— .‘. e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 81 152
o 95 AL AL IR L
S5 7.20 7.40 7.60 7.80
so00{ 27 137 m/z 152.20 68 .55%
109
123
S L L L L W B L AL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25450: trans-4a-Methyl-decahydronaphthalene
95 7.20 7.40 7.60 7.80
m/z 82.10 41_.14%
67 oL 137 152
5000 55 109
N
0'|""|"NH'“"W'"Ml"“'lh"lu"J'l""l" A L AL IR L
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF010918.M Mon Jan 15 14:49:24 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 14 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.67 23.78 ng 3590480 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 68
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 52
4 Pulegone 152 C10H160 000089-82-7 49
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 46

Abundance Scan 949 (7.669 min): BF102051.D (-946) (-) m/z 95.10 100.00%
67 81 95 152
5000
740 7.60 7.80 800
o} m/z 152.20 92.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25444: Naphthalene, decahydro-2-methyl-
4 8 95
67 152
55
5000 21
7.40 7.60 7.80 8.00
10 .. m/z 81.10 90.37%
i | Ly
Ot |.‘l..lH..‘lH|.H.H..“H‘..‘.“.‘luu‘..l‘l...‘luu.‘.|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81 95
a o 740 7.60 7.80 800
5000 S5 m/z 67.00 88.08%
110 152
29
123 4,
S L L L L UL B R WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- R e e RN ma
a1 95 7.40 7.60 7.80 8.00
8l m/z 131.10 63.62%
5000 55 69 108
27 ‘ 152
ot Il am e |
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF010918.M Mon Jan 15 14:49:25 2018 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 15 Disparlure Concentration Rank 18

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

7.85 15.92 ng 2403100 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disparlure 282 C19H380 029804-22-6 80
2 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 64
3 5-Undecene, 7-methyl-, (E)- 168 C12H24 074630-66-3 49
4 Cyclopropane, 1l-methyl-2-(3-meth... 140 C10H20 062238-07-7 49
5 5-Undecene, 7-methyl-, (2)- 168 C12H24 074630-62-9 49

Abundance Scan 980 (7.851 min): BF102051.D (-977) (-) m/z 57.10 100.00%
41
5000
83 97
s TR Th abo 850
39153168 . . . .
0 184 m/z 69.10 80.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129456: Disparlure
43 9
5000 U UL L R
7.60 7.80 8.00 8.20
m/z 55.10 66.77%

197211225239253267 282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
R N EEEEE Ra s
55 7.60 7.80 8.00 8.20
5000 41 m/z 41.10 52.07%
83 o7 111
2f 125140 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36822: 5-Undecene, 7-methyl-, (E)- R R e EEmme mm
55 69 7.60 7.80 8.00 8.20
m/z 43.10 45.67%
5000
111
. M | 897 126140 168
”w.”.P”.P.“P.”,””,”.w“.q.”..”..”...“..”,””,”. R N EEEEE Ra s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20

8270-BF010918.M Mon Jan 15 14:49:26 2018 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 16 unknown7.92 Concentration Rank 9

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

7.92 26.99 ng 4074020 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 49
2 4,4-Dipropylheptane 184 C13H28 017312-72-0 47
3 Decane, 4-ethyl- 170 C12H26 001636-44-8 43
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 43
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 43

Abundance Scan 992 (7.922 min): BF102051.D (-985) (-) m/z 43.10 100.00%
43
85
57
5000 1
|| 8 o 1o 760 7.80 8.00 820
o} { S T m/z 85.10 77.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57
5000 w3 LB 760 7.80 8.00 820
29 m/z 57.10 61.97%
99 141
N N O i 175 193205
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 85
71 AN SRS VRSN RN
43 7.60 7.80 8.00 8.20
5000 141 m/z 71.10 48.19%
29 99
112
e R U S U L S LA B L WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38320: Decane, 4-ethyl- AR REaEE B
43 7.60 7.80 8.00 8.20
57 m/z 95.10 45_.89%
5000 71 85
29
140
0 '}?I'k"‘Ja'“HW"H*'I"”' ??'}}?lfﬁé"y""|'¥7p'|""| T AN SRR R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

8270-BF010918.M Mon Jan 15 14:49:27 2018 Page: 18



Library Search Compound Report

Data Path :

Data File : BF102051.D

Acq On : 12 Jan 2018 19:01
Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF011218\

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 17 Heptane, 3-ethyl-5-methyl-

R.T. EstConc Area Relative to ISTD R.T.
8.47 44 .88 ng 6774930 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 80
2 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 78
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
Abundance Scan 1085 (8.469 min): BF102051.D (-1083) (-) m/z 57.10 100.00%
57 71
43
5000
&5 M3 a3 " 820 840 8.60 880
145 : : : :
o o S0 L LM 160 18198 s 71,10 91.510%

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

Abundance #19218: Heptane, 3-ethyl-5-methyl-
43 57
71
5000
29
113
BN | Y A N -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 n
5000
29 113
85 g9 127 140 156
Ot T T T T e e

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

Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester T
57 8.20 8.40 8.60 8.80
71 m/z 113.10 14.22%
5000 43
85
29 113
\‘ \‘\ “\ : “\ ‘\‘ 97 1?7
oLl el e

8.20 8.40 8.60 8.80

m/z 43.10 60.91%

8.20 8.40 8.60 8.80

m/z 41.10 23.51%

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

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 18 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.11 20.00 ng 1287330 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 90

Abundance Scan 1364 (10.110 min): BF102051.D (-1362) (-) m/z 155.10 100.00%

185 170

9.80 10.00 10.20 10.40
m/z 170.10  99.75%

o 193 210 225237
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #38373: Naphthalene, 1,6,7-trimethyl-
155 170 fﬂ ﬁ
5000

9.80 10.00 10.20 10.40
m/z 169.10  25.84%

51 63 76
do BRSO Bt T | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
170
155 9.80 10.00 10.20 10.40
5000 m/z 153.10 24 .75%
oL 15 27 39 51 63 76 g9 102115128141
L o B R A B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl- e
155 9.80 10.00 10.20 10.40
170 m/z 152.10 19.82%
5000
115128
R Maep | | M|
ot ”H...hwﬁ.”,.”....w..”,. AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 80 10. OO 10 20 10 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample : J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
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 19 Hexadecane, 2,6,10,14-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.71 107.85 ng 3896660 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 78
3 Heptacosane 380 C27H56 000593-49-7 78
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
Abundance Scan 1466 (10.710 min): BF102051.D (-1462) (-) m/z 57.10 100.00%
g7
5000
85
s 10.40 10,60 10.80 11.00
ol 3 d L1 18 24 a6 s 71.10  78.78%
m/z--> 50 100 150 200 250 300 350
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 85 RN UL SRR
10.40 10.60 10.80 11.00
29 113 m/z 43.10 51.35%
169 197
0 .“. \I\ IH' H\ .“‘.“l I\"I\‘Ilél\ll\l L ""‘| |2|2|5| ||26|7| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10,60 10,80 11.00
5000 m/z 85.10 29.01%
85
29 112 149
0"'I""I""I""I""""I""I""
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane A REEREEaSS
57 10.40 10.60 10.80 11.00
m/z 41.10 20.64%
5000
85
o ?? | | ) 4113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF011218\
Data File : BF102051.D

Acq On : 12 Jan 2018 19:01

Operator : SJ/JU

Sample - J1107-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
Cyclohexane, 1,1,... 6.26 20.1 ng 1925590 1 6.73 1915730 20.0
unknown6 .50 6.50 67.3 ng 6450720 1 6.73 1915730 20.0
Cyclohexane, 1-me... 6.59 17.8 ng 1709290 1 6.73 1915730 20.0
Nonane, 4,5-dimet... 6.66 17.6 ng 1683010 1 6.73 1915730 20.0
unknown6.79 6.79 20.4 ng 1957000 1 6.73 1915730 20.0
Cyclohexane, 1,4-_.. 6.92 13.7 ng 1313680 1 6.73 1915730 20.0
1-Ethyl-2,2,6-tri... 7.00 34.8 ng 3331260 1 6.73 1915730 20.0
Cyclohexane, (1,2... 7.09 15.7 ng 1500700 1 6.73 1915730 20.0
unknown7 .16 7.16 22.1 ng 2114880 1 6.73 1915730 20.0
unknown? .38 7.38 33.9 ng 5114030 2 8.03 3019130 20.0
unknown? .43 7.43 17.9 ng 2700870 2 8.03 3019130 20.0
trans-Decalin, 2-_.. 7.55 28.2 ng 4262140 2 8.03 3019130 20.0
Naphthalene, deca... 7.67 23.8 ng 3590480 2 8.03 3019130 20.0
Disparlure 7.85 15.9 ng 2403100 2 8.03 3019130 20.0
unknown? .92 7.92 27.0 ng 4074020 2 8.03 3019130 20.0
Heptane, 3-ethyl-_.. 8.47 44_.9 ng 6774930 2 8.03 3019130 20.0
Naphthalene, 1,6,... 10.11 20.0 ng 1287330 3 9.79 1287330 20.0

4

Hexadecane, 2,6,1... 10.71 107.8 ng 3896660 11.27 722579 20.0
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