LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108459.D
Aca On : 24 Aug 2018 9:33 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 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-BF080818 .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

5.242 490 494 500 rBvV 107599 139146 4.63% 0.222%
5.625 552 559 569 rBv2 2509341 2756757 91.80% 4_.391%
rvB 164221 135351 4_.51% 0.216%
5.860 596 599 603 rBv2 218629 250282 8.33% 0.399%
6.031 620 628 631 rBv2 320743 439939 14.65% 0.701%
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6.066 631 634 636 rBvV 151358 140110 4.67% 0.223%
6.142 645 647 649 rvv 137788 120734 4.02% 0.192%
rvv2 299797 252228 8.40% 0.402%
6.195 654 656 659 rvv3 101811 101206 3.37% 0.161%
6.237 659 663 665 rvv 715734 754284 25.12% 1.201%
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11 6.254 665 666 670 rvv 575264 536408 17.86% 0.854%
12 6.295 670 673 676 rvV 695770 652242 21.72% 1.039%
13 6.331 676 679 682 rvv3 201458 271872 9.05% 0.433%
14 6.366 682 685 687 rvVv 145123 153895 5.12% 0.245%
15 6.431 692 696 700 rBv3 313856 545754 18.17% 0.869%

16 6.484 700 705 709 rvB4 140699 227266 7.57% 0.362%
17 6.537 709 714 719 rBV2 845810 1181131 39.33% 1.881%
18 6.619 722 728 731 rVV 2304857 2492104 82.99% 3.969%
19 6.648 731 733 735 rVvV 366672 348752 11.61% 0.555%
20 6.672 735 737 739 rVvV 441046 368796 12.28% 0.587%

21 6.695 739 741 743 rVV 303914 282876 9.42% 0.451%
22 6.737 743 748 750 rvv2 584418 981837 32.70% 1.564%
23 6.772 750 754 760 rVvV 2837965 3002956 100.00% 4._.783%
24 6.825 760 763 766 rvv2 387972 605200 20.15% 0.964%
25 6.854 766 768 771 rvV 487365 423916 14.12% 0.675%

26 6.878 771 772 774 rVVW2 179413 155366 5.17% 0.247%
27 6.907 774 777 779 rVvVW 292199 357710 11.91% 0.570%
28 6.948 782 784 788 rVV4 434116 777134 25.88% 1.238%
29 7.001 788 793 796 rVvVv 1971757 2268455 75.54% 3.613%
30 7.036 796 799 801 rvv2 345490 491900 16.38% 0.783%

31 7.095 804 809 813 rvv3 624849 1177048 39.20% 1.875%
32 7.136 813 816 817 rvv2 903629 1065477 35.48% 1.697%
33 7.154 817 819 824 rvv2 1856635 2196507 73.14% 3.498%
34 7.195 824 826 827 rvv2 171604 159130 5.30% 0.253%

8270-BF080818.M Fri Aug 24 12:33:24 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108459.D
Aca On : 24 Aug 2018 9:33 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.213 827 829 832 rvv2 396326 450770 15.01% 0.718%

36 7.242 832 834 836 rvv2 327035 407825 13.58% 0.650%
37 7.266 836 838 841 rvv 669924 628078 20.92% 1.000%
38 7.313 843 846 847 rVvVv3 141466 183375 6.11% 0.292%
39 7.331 847 849 852 rvv3 275608 338574 11.27% 0.539%
40 7.395 852 860 862 rvv4 662995 1047591 34.89%% 1.669%

41 7.419 862 864 868 rvv3 358298 485000 16.15% 0.772%
42 7.466 868 872 877 rvv5 235034 521805 17.38% 0.831%
43 7.525 877 882 885 rvv3 820601 1294952 43.12% 2.063%
44 7.560 885 888 892 rvv 1779758 2022963 67.37% 3.222%
45 7.595 892 894 896 rvv 233127 200719 6.68% 0.320%

46 7.636 896 901 904 rvv3 485522 901037 30.01% 1.435%
47 7.684 904 909 912 rVvVv3 317364 497944 16.58% 0.793%
48 7.725 912 916 919 rvv4 195963 349659 11.64% 0.557%
49 7.760 919 922 925 rvv2 528899 530729 17.67% 0.845%
50 7.789 925 927 928 rvVv 185092 171415 5.71% 0.273%

51 7.807 928 930 936 rvv3 307700 353165 11.76% 0.562%
52 7.860 936 939 941 rvv3 104869 136416 4._.54% 0.217%
53 7.889 941 944 946 rVvV 323227 300769 10.02% 0.479%
54 7.919 946 949 955 rVvB4 342872 377691 12.58% 0.602%
55 8.019 962 966 974 rVB 348274 404513 13.47% 0.644%

56 8.089 974 978 982 rVB4 88043 97545 3.25% 0.155%
57 8.142 985 987 990 rVvB2 144308 122337 4_.07% 0.195%
58 8.283 1006 1011 1016 rBV 1109834 979667 32.62% 1.560%
59 8.325 1016 1018 1021 rVB 230617 181861 6.06% 0.290%

60 8.360 1021 1024 1030 rVB3 92130 90407 3.01% 0.144%
61 8.560 1055 1058 1063 rVB3 80689 85293 2.84% 0.136%
62 9.354 1189 1193 1197 rBV 2275479 1819709 60.60% 2.898%
63 9.701 1248 1252 1256 rBV5 49424 76382 2.54% 0.122%

64 9.748 1256 1260 1263 rVB 603942 555501 18.50% 0.885%
65 10.042 1304 1310 1314 rBV 866350 886276 29.51% 1.412%

66 10.077 1314 1316 1319 rVB 160592 120958 4._.03% 0.193%
67 10.430 1373 1376 1382 rBV 354834 359866 11.98% 0.573%
68 10.595 1400 1404 1410 rVB 157430 169262 5.64% 0.270%
69 10.672 1413 1417 1420 rVV3 98127 120175 4._00% 0.191%
70 10.836 1441 1445 1449 rBV 1169700 1073594 35.75% 1.710%

71 10.942 1458 1463 1470 rVB 177579 250803 8.35% 0.399%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108459.D
Aca On : 24 Aug 2018 9:33 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 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\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.377 1534 1537 1539 rBV2 80895 87516 2.91% 0.139%

73 11.407 1539 1542 1544 rVV2 121431 144772 4.82% 0.231%
74 11.542 1561 1565 1567 rBV 836748 841843 28.03% 1.341%
75 11.566 1567 1569 1572 rVV 1719914 1316172 43.83% 2.096%

76 11.613 1574 1577 1581 rVV 480007 468263 15.59% 0.746%
77 11.766 1599 1603 1608 rBV2 136648 203112 6.76% 0.324%
78 12.042 1647 1650 1652 rBV 216936 184660 6.15% 0.294%
79 12.071 1652 1655 1659 rVB2 292187 252774 8.42% 0.403%
80 12.118 1660 1663 1666 rVB 145531 126270 4._.20% 0.201%

81 12.160 1666 1670 1672 rBV2 426933 456278 15.19% 0.727%
82 12.336 1697 1700 1702 rBV 174692 138852 4.62% 0.221%

83 12.366 1702 1705 1708 rVB 115243 91046 3.03% 0.145%
84 12.595 1741 1744 1747 rBV2 125728 175153 5.83% 0.279%
85 12.683 1757 1759 1761 rBV2 113469 84206 2.80% 0.134%

86 12.766 1769 1773 1776 rBV 2885215 2650751 88.27% 4.222%
87 12.795 1776 1778 1780 rVB2 125631 102943 3.43% 0.164%
88 12.977 1805 1809 1810 rBV2 660005 716849 23.87% 1.142%
89 13.001 1810 1813 1817 rVB 2265509 2181552 72.65% 3.475%
90 13.036 1817 1819 1826 rVB2 154173 152041 5.06% 0.242%

91 13.124 1830 1834 1837 rVB 1473320 1349495 44 .94% 2.149%
92 13.318 1864 1867 1871 rVB 520967 502865 16.75% 0.801%
93 13.389 1876 1879 1881 rVB 450181 416805 13.88% 0.664%
94 13.971 1976 1978 1980 rBV 212404 163374 5.44% 0.260%
95 14.189 2012 2015 2019 rBV3 1320018 1856499 61.82% 2.957%

96 14.224 2019 2021 2028 rVB 1191911 1074157 35.77% 1.711%
97 14.307 2033 2035 2040 rBV2 232337 291466 9.71% 0.464%
98 15.295 2199 2203 2206 rBV 606231 931526 31.02% 1.484%
99 15.624 2256 2259 2265 rVB 410765 581646 19.37% 0.926%
100 15.695 2267 2271 2275 rVB 624981 834159 27.78% 1.329%

Sum of corrected areas: 62785440
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
BF108459.D

24 Aug 2018 9:33

JussJ

J4559-05

35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

RA-081718-WSW-20-049

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF108459.D

5.62

5.24

6.77

6.62

0~
Time-->

™ =
5.00 5.50

Abundance

3000000

2500000

2000000

1500000

1000000

5000001

0

TIC: BF108459.D

9.35

13.12

Time-->

™1 T LN
10.00 10.50 11.00

11.50

12.00

T
12.50

-
13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF108459.D

T
Time--> 13.50

L T
14.50 15.00

T
15.50

16.00

16.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octane, 2,6-dimethyl- Concentration Rank 19

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

6.24 6.65 ng 754284 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 83
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 64

Abundance Scan 664 (6.242 min): BF108459.D (-659) (-) m/z 57.05 100.00%
57.0
43.1
5000 1.0
85.1 1131 6.00 6.20 6.40 6.60
Obrrrrrrrprrrrprre el et 2801261 1422 1 TR0 55 40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57.0
43.0 71.0
5000
6.00 6.20 6.40 6.60
290 650 113.0 m/z 71.05 49.35%
o150 |l gl 970 | 127.0 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57.0
71.0 6.00 6.20 6.40 6.60
5000 43.0 m/z 41.10 38.70%
29.0
112.0
ol 150 o Il L 80 980 T 1270 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1829: Butane, 2,2-dimethyl-
43.0 57.0 6.00 6.20 6.40 6.60
71.0 m/z 56.10 30.97%
5000
29.0
0 15.0 ‘ ‘ i “ ! il 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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, 1,1,2,3-tetram... Concentration Rank 6

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

6.54 10.41 ng 1181130 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 81
2 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 53
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 53
4 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 50
5 4-Octene, 2,6-dimethyl-, [S-(BE)]- 140 C10H20 062960-76-3 50

Abundance Scan 715 (6.542 min): BF108459.D (-709) (-) m/z 69.10 100.00%
g1 891
41.0
5000 111
83.1 125.1
| | | 96.1 140.2 6.20 6.40 6.60 6.80
Ok prrrr el el el el el L Tm/z 55.10  78.98%
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
410 g
5000 NSRS SRS LR
29.0 125.0 6.20 6.40 6.60 6.80
83.0 m/z 41.05 57.68%
o oo | oo
A AR A AR RS RARDA RAREA RS AR RARAY SRS LRSS AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18005: 4-Nonene, 3-methyl-, (2)-
58.0
410 69.0 6.20 640 6.60 6.80
5000 m/z 111.10 47 .37%
29.0
‘ 830 111.0
0'”'P'”I“'LJ”'PMLI“JWM“'PM“I”'W'”'ﬂ:”I”'W'}?&q”l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0 6.20 6.40 6.60 6.80
m/z 70.05 43.94%
55.0
5000
29.0
83.0 140.0
o \“ Jl ] 970 1LO 1959
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, 1-methyl-3-pro... Concentration Rank 11

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

6.74 8.66 ng 981837 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 91
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 83
3 Cvclohexane. 1-methvl-4-(l1-methv... 140 C10H20 006069-98-3 72
4 Cvclohexane. 1-methvl-4-(1-methv... 140 C10H20 001678-82-6 72
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 64

Abundance Scan 749 (6.742 min): BF108459.D (-743) (-) m/z 55.10 100.00%
55.1 97.1
5000
41.1 o1 831
AR SR SR AR
T I 121 1252 13?'2 6.40 6.60 6.80 7.00
o} S | RSSO | NS 1 RS /| B it S m/z 97.10 84.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
SE.O 97.0
5000
6.40 6.60 6.80 7.00
41.0 69.0 gag m/z 41.10 41.51%
0 2|9.0 | ..|| |.|. Inl || 111.0 125.0 140.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-
58.0 97.0
'6.40 6.60 6.80 7.00
5000 m/z 83.10 38.09%
41.0 69.0
0 2\9\0 | \‘ Ml m‘ 8\%0 ‘\ 111.0 125.0 14\0'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18076: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
58.0 6.40 6.60 6.80 7.00
97.0 m/z 69.10 32.99%
5000 410
21.0 69.0 81.0
140.0
0 "'|+?:9|'“Lh""hN'"vwl“l"”ﬂl'“'lk"'l"'l"%%0;9"}?§4%""l“"| IR SR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 26.48 ng 3002960 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Methvlphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 754 (6.772 min): BF108459.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 A SRR A SRR
40.0 540 ‘ 6.40 6.60 6.80 7.00 7.20
R M=l | ...?,1.?..,..I'.,.r".o.?.l...,....,~'...,....}?f‘.?,.. m/z 68.10  44.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.21%
0 L1960 || 860 .
mz-> 30 40 50 60 70 80 90 160 110 120 130 140 1% 160
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00 7.20
5000 67.0 m/z 66.05 29.25%
41.0 97.0
“ 79.0 11‘7'0
0'”I””I”'W'”'P“”I“vh“”'PJ”I”'W'”'P'“”M'W'”'P'“I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #14559: Methylphosphonothioicchlorofluoride RS mae e o L
132.0 6.40 6.60 6.80 7.00 7.20
m/z 96.10 17.47%
5000
20 w0 77‘-0 97.0  117.0
1l ‘ I ‘ I | ‘ .
O T T e e T e e
m/z--> 30 40 50 60 70 80 90 100 110 150 130 140 150 160 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

ﬁ?ggle : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.95 Concentration Rank 18

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

6.95 6.85 ng 777134 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.7-dimethvl- 184 C13H28 017301-29-0 38
2 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 35
3 Undecane. 5.7-dimethvl- 184 C13H28 017312-83-3 35
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 35
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 30

Abundance Scan 784 (6.948 min): BF108459.D (-782) (-) m/z 57.10 100.00%
57.1
43.1
105.1
5000 7.1
85.1
134.1 6.60 6.80 7.00 7.20
o 19122 | Tm/z 43.10 72.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48858: Undecane, 3,7-dimethyl-
43.0 57.0
710 MM%
5000
9.0 8.0 6.60 6.80 7.00 7.20
' m/z 69.10 63.06%
o | 99011301270  155.0160.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0
43.0 ISR S UL R
6.60 6.80 7.00 7.20
5000 71.0 m/z 41.10 61.48%
85.0
0 “M L] 990 126014101550
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48859: Undecane, 5,7-dimethyl- e
43.0 6.60 6.80 7.00 7.20
57.0 m/z 105.10 59.70%
5000 71.0 85.0
29.0
0 ! ‘\ ‘ \ 1l 990 113'012K.0
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF080818.M Fri Aug 24 12:33:28 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Silane, trichlorodocosyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
" 7.10 10.38ng 1177050  1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Silane. trichlorodocosvl- 442 C22HA5CI3Si  007325-84-0 64

003386-33-2 43
1000309-12-5 38
007098-22-8 38
000544-76-3 27

288 C18H37CI
320 C17H3603S
619 C44H90
226 C16H34

2 Octadecane. 1l-chloro-

3 Sulfurous acid. 2-propvl tetrade...
4 Tetratetracontane

5 Hexadecane

Abundance Scan 810 (7.101 min): BF108459.D (-804) (-) m/z 57.10 100.00%
57.1
5000
J 10?-1 1541 6.80 7.00 7.20 7.40
oAb e = m/z 43.10 61.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl-
43.0
5000 TT T[T I T[T rr[rrrrprrro)
6.80 7.00 7.20 7.40
3.0 m/z 71.10 53.74%
o ,,IL 125.0 168.0 210.0  266.0 398.0 442.0
L e e e B T I B B e o e e e o AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #134594: Octadecane, 1-chloro-
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.10 44 . 49%
91.0
015'QI I I MLN:P'??.(‘) ;75'0 217'0252'0288'0
B A o e B T BN B A o o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester L EREE BEE
43.0 6.80 7.00 7.20 7.40
m/z 56.10 34 .58%
5000 35.0
pl L L 3%0 1970 610
Ol T T T T e e e
m/z--> 50 100 150 200 250 300 350 400 6.80 7.00 7.20 7.40

8270-BF080818.M Fri Aug 24 12:33:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, (2-methylpropyl)- Concentration Rank 9

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

7.14 9.39 ng 1065480 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 87
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 87
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 64
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
5 Cyclohexane, (1-methylpropyl)- 140 C10H20 007058-01-7 49

Abundance Scan 817 (7.142 min): BF108459.D (-813) (-) m/z 83.10 100.00%
55.1 83.1
5000
3901 og 1150 15‘|’-° '6.80 7.00 7.20 740
o! S S N | — m/z 55.10  89.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18026: Cyclohexane, (2-methylpropyl)-
58.0 83.0
5000 I L L I
6.80 7.00 7.20 7.40
39 140.0 m/z 82.05 57.22%
ol 150 9&).0 1250 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83.0
55.0 6.80 7.00 7.20 7.40
5000 m/z 41.10 34 .05%
29.0 140.0
0....|.U..‘l“...“l‘l.‘k“..|‘l..9.8'|0.1.1.3.'0|....l....l....l....l.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- e R a e
83.0 6.80 7.00 7.20 7.40
55.0 m/z 67.10 20.92%
5000
29.0
05 .,.U..\&..W‘,ﬂ“u.,l...\ }}?Pl"}?%9"'|1§§p'|"1?§9' S L L I
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF080818.M Fri Aug 24 12:33:30 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

ﬁ?ggle : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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, decahydro-, tr... Concentration Rank 10

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

7.40 9.24 ng 1047590 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 87
4 Spirol4.41nonan-2-one 138 C9H140 034177-18-9 80
5 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 80

Abundance Scan 861 (7.401 min): BF108459.D (-852) (-) m/z 67.10 100.00%
611 138.2
g1 961
5000 4Ll
51 1091 IR R I L
7.00 7.20 7.40 7.60 7.80
| T 251 |
o.w”.w”.w“”;ﬂ”m.h“J!p”.“”.whn.”w”.w“m,”.“.” m/z 138.20 79.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16925: Naphthalene, decahydro-, trans-
67,0 138.0
41.0 82.0 95.0
5000 SRS SRS AR SR R
27.0 55.0 7.00 7.20 7.40 7.60 7.80
‘ 109.0 m/z 96.10 65.22%
0 ”,%i?,”.d“..dh.”,dL.,”. L.Jﬂ..”,wlh,.”JIH.}ﬁ%PW...,.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16892: Naphthalene, decahydro-
67.0 96.0 138.0
8o IR A I N
7.00 7.20 7.40 7.60 7.80
5000 410 m/z 68.10 64.72%
520 109.0
27.0 ‘
0 ”I"”I"Lh"”hw'”lj'”I'”li"””'k"'l""'4"'}339W"'“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16914: Naphthalene, decahydro-, cis- ARt Bt E s el
410 67.0 81.0 7.00 7.20 7.40 7.60 7.80
' m/z 81.10 60.03%
9.0 138.0
5000 27.0 55.0
109.0
15.0
0"I”'W"”I'”'P"W"”I”"P"W'”'I“'W"“I”'}ﬁqgI'”'P"' [ A I L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

8270-BF080818.M Fri Aug 24 12:33:31 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown7.64 Concentration Rank 14

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

7.64 7.94 ng 901037 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 6.6-... 194 C13H220 1000163-97-9 47
2 Octane. 1.8-dibromo- 270 C8H16Br2 004549-32-0 43
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 43
4 Methoxvacetic acid. 2-ethvlcvclo... 200 C11H2003 1000282-69-7 43
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 38

Abundance Scan 902 (7.642 min): BF108459.D (-896) (-) m/z 69.10 100.00%
6d.1
5000 411
311 154.2 740 7.60 7.80 8.00
0 m/z 55.10 77 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56437: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-meth...
69.0
5000 ) L L UL L R
41.0 91.0 740 7.60 7.80 8.00
125.0 m/z 41.10 49 _25%
o260 || ] | ] 1m0 17001040
m/z--> 25 40 éo 80 100 150 150 1éo 1éo 260
Abundance #119644: Octane, 1,8-dibromo-
55.0
740 7.60 7.80 8.00
m/z 111.10 33.49Y%
5000 3900 1110 1350 0
1.0 151.0
oL15.9 H AL i B AV | M T ) X
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... RN mEE S
55.0 7.40 7.60 7.80 8.00
70.0 m/z 97.10 32.59%
97.0
5000
390 126.0
0.1.5;0|....|...|....|....|....|....|....|....|....|. R L REL et b A
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF080818.M Fri Aug 24 12:33:31 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown7.68 Concentration Rank 8

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

7.68 10.17 ng 497944 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 5.5-dimethvl- 112 C8H16 007116-86-1 38
2 Pentane. 2.2.4-trimethvl-4-nitro- 159 C8H17NO02 005342-78-9 38
3 3-Undecene. 6-methvl-. (E)- 168 C12H24 074630-52-7 35
4 2-Decene. 5-methvl-. (2)- 154 C11H22 074645-86-6 35
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 30

Abundance Scan 908 (7.678 min): BF108459.D (-904) (-) m/z 57.10 100.00%
51.1
5000
740 7.60 7.80 8.00
(o} m/z 55.10 45 _40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57.0
5000 LR L LN UL I
410 740 7.60 7.80 8.00
97.0 m/z 41.10 38.74%
| | | 71.0 840 { 112.0
0 "'I"'JI""”I'mh'll"'l"l'l""l""I""
m/z--> 20 40 60 80 100 120 140 160
Abundance #30652: Pentane, 2,2,4-trimethyl-4-nitro-
57.0
410 740 7.60 7.80 8.00
5000 m/z 69.10 30.35%
2800 970
112.0
T [ T
L L L L UL L WU
m/z--> 20 40 60 80 100 120 140 160
Abundance #36817: 3-Undecene, 6-methyl-, (E)- L L L L L DL L LB
57.0 7.40 7.60 7.80 8.00
m/z 131.10 29.42%
5000
41.0
70.0
98.0
LT ‘ L] 830 % 112.0126.0 140.0 154.0 168.0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF080818.M Fri Aug 24 12:33:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, l-ethyl-2-propyl- Concentration Rank 17

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

7.72 7.14 ng 349659 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-propvl- 154 C11H22 062238-33-9 50
2 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 46
3 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 43
4 Cvclooctene. 1.2-dimethvl- 138 C10H18 054299-96-6 38
5 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 38

Abundance Scan 915 (7.719 min): BF108459.D (-912) (-) m/z 55.10 100.00%
54.1
811 109.1
5000 l
1521 o 7k 7ho 5ho
266.9 355.1
0 .',.\.i.l'.,l.'...,....,.'...,....,'. m/z 69.10 92.01%
m/z--> 50 100 150 200 250 300 350
Abundance #27082: Cyclohexane, 1-ethyl-2-propyl-
69.0
5000 L L LN UL R
410 111.0 740 7.60 7.80 8.00
: m/z 41.10 66 .89%
| A 1 154.0
0 R L L s L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
41.0 AR L L IR
7.40 7.60 7.80 8.00
5000 111.0 m/z 81.10 58.50%
. ,LLI.,l,\,I,,lﬁq?,,,, e
m/z--> 50 100 150 200 250 300 350
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl- s s S
69.0 7.40 7.60 7.80 8.00
m/z 109.10 53.95Y%
5000 41.0
111.0
0 'ML FMA‘J'W J" }?ﬁo"' rrrr T [T A L L IR
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF080818.M Fri Aug 24 12:33:33 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

ﬁ?ggle : J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Undecane, 3,8-dimethyl- Concentration Rank 5

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

7.76 10.83 ng 530729 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 64
2 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 64
3 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 30
4 p-Cvmene 134 C10H14 000099-87-6 25
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 15

Abundance Scan 922 (7.760 min): BF108459.D (-919) (-) m/z 57.10 100.00%
1 57

5000

7.40 7.60 7.80 8.00

o m/z 43.10 96.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48870: Undecane, 3,8-dimethyl-
43.0 57.0
71.0
5000 LA L L L L L LB L
85.0 7.40 7.60 7.80 8.00
29.0 m/z 71.10 76.42%
| 99.0 113.0157.0141.0155.0
o e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #38338: Decane, 3,7-dimethyl-
43.0 57.0
71.0 IIIIIIIIIIIIIIIIIIIIIII
7.40 7.60 7.80 8.00
5000 m/z 119.10 71.87%
85.0
29.0
0 \‘ Ih ‘ 99.0 113012/-0141.0155 0 170.0
....,....,....,...w....,....,....,....,.”.,
m/z--> 20 60 80 100 120 140 160
Abundance #6722: 1-Hexene, 4,5-dimethyl-
43.0 7.40 7.60 7.80 8.00
m/z 41.10 54 _.29%
71.0
5000
27.0
ol 130 ‘\ | 560 ‘\‘ 970 112.0
....,....,....,....,....,....,....,....,...., R S R
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF080818.M Fri Aug 24 12:33:34 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 trans-Decalin, 2-methyl- Concentration Rank 16

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

7.81 7.21 ng 353165 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 94
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 87
4 Bicvclol4.1.01lheptan-3-one. 4.7.... 152 C10H160 004176-04-9 72
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 64

Abundance Scan 931 (7.813 min): BF108459.D (-928) (-) m/z 57.10 100.00%
57.1
43.1
5000 71 1091
' 1331 BRI S U AR R
| 151.1 168.2 7.40 7.60 7.80 8.00 8.20
Ol e m/z 43.10 51.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
41.0 550 9.0 152.0
5000 USRI S U AR
7.40 7.60 7.80 8.00 8.20
29.0 ‘ m/z 56.10 46 .30%
0..|....|....||!I...|.ll!'.|..'l.|ll...'." A M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
95.0 USRI S U R R
55.0 7.40 7.60 7.80 8.00 8.20
5000/ 270 1370 m/z 109.10 37 .85%
109.0
ol | e
OHVWWHHLL'm“v“ﬂ“mh“wWLPHWH“N“WHJVHW““P“W““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl- B e
81.0 95.0 7.40 7.60 7.80 8.00 8.20
67.0 m/z 71.10 37 .05%
41.0
5000 55.0
110.0 1520
29.0 :
H 1 H Ly m ‘\ il il ‘ 12?0 13\7 0
S A B A RN R RN ) RN AR LA LA LA NARAN LARAN AR LAY BRI S U AR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclohexane, pentyl- Concentration Rank 20

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

7.89 6.14 ng 300769 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 86
2 Cvclohexane. (3-methvlpentvl)- 168 C12H24 061142-38-9 74
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 72
4 Cvclopentane. l1-ethvl-1-methvl- 112 C8H16 016747-50-5 64
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 49

Abundance Scan 944 (7.889 min): BF108459.D (-941) (-) m/z 83.10 100.00%
55.1 83.1
5000 11
L 69.1 97.1 154.2 A SRS SRR S
: . 7.60 7.80 8.00 8.20
111.1 126.
) I— '| , AL A | 112611390 7471682 | o TUES 10 96.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83.0
55.0
5000 U UL A I L
410 7.60 7.80 8.00 8.20
: 0 154.0 m/z 82.05 61.81%
o 27.0 ' 97.0 111.0125.01380 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #36843: Cyclohexane, (3-methylpentyl)-
55.0 83.0
7.60 7.80 8.00 8.20
5000 41.0 m/z 41.10 38.27%
69.0
27.‘0 ‘ 97.0 139.0
0 ‘ ‘ \‘ M‘ “H ill] “ 111.0 125.0 ‘ 153.0 168.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17972: Cyclohexane, butyl- A BamEEmEEEE
83.0 7.60 7.80 8.00 8.20
55.0 m/z 56.10 23.07%
5000
41.0
140.0
27.0
U S S Nl‘l'Gﬁ{?' e "97.?'1}%'9'}2?30" [rrrr T U UL L I R
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Methyldecahydronaphthalene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.92 7.71 ng 377691 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 86
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 78
3 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 78
4 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 70
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
Abundance Scan 949 (7.919 min): BF108459.D (-946) (-) m/z 67.10 100.00%
6711 811 95.1
152.2
5000 4Ll \/W
5.1 A LR R R
| ||| ! 7.60 7.80 8.00 8.20
o} NS | 1 e m/z 95.10 90.41%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
410 550 9.0 152.0 w
5000 LN L L L L L LB L |
137.0 7.60 7.80 8.00 8.20
29.0 109.0 m/z 81.10 87.66%
I
0.“”.“”.N”wJhm.ﬂdhﬂﬂu.qﬂl,””p.”“h.“”n.”wl.w”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 67.0
95.0
1520 LI LI L L L L L L |
55.0 8L.0 7.60 7.80 8.00 8.20
5000 m/z 152.15 81.32%
137.0
109.0
L d Lo |
0.,....,....“...,‘l.l‘.,..‘l.i...‘aﬁ.a..,‘.‘l..,....,‘....,.‘l..,...:,....,.‘...,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0 7.60 7.80 8.00 8.20
95.0 m/z 82.10 68.37%
550 81.0 152.0
5000
137.0
109.0
o Al e
0.,....,....l.‘...,‘l.l‘.,..‘..,...‘aﬁ.a..,‘.‘l..,....,‘....,.‘l..,...:,....,.‘...,.. R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 o-Cymene Concentration Rank 12

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

8.02 8.26 ng 404513 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 90
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 90
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
5 p-Cymene 134 C10H14 000099-87-6 87

Abundance Scan 966 (8.019 min): BF108459.D (-962) (-) m/z 119.10 100.00%
119.1
5000 134.1
41.1 WOMD 7.60 7.80 8.00 8.20 8.40
1551 - 105.1 o) 789 89 8.20 8.
o T M ad VN e i .|:|-I el 1921 168.1 m/z 134.10 38.44%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14806: o-Cymene
119.0
5000
91.0 7.60 7.80 8.00 8.20 8.40
134.0 m/z 117.10 20.85%
39.0 63.0 77.0 105.0
.|..1.5..0|.'. i .|||. I.|I .'|‘|:|. i I|||I . Iqln'l .lill e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
7.60 7.80 8.00 8.20 8.40
5000 1340 m/z 91.05 17.14%
39.0 77.0 9101050
Ill'ol |1|5‘|0| |‘| : I‘I\I |5‘3|‘.|0|‘i“| : "Hl - I\;‘\I I\;\‘l —E AR B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- A REEE e e
119.0 7.60 7.80 8.00 8.20 8.40
m/z 115.10 11.67%
134.0
5000
91.0
39.0 77.0
0 .|..1.5.'0|.‘. i .‘,‘..Sglf),‘.‘...“l i .‘. .];q.‘S'.O.‘.‘l — .“.,....,....
m/z--> 0 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

Sample : J4559-05

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 18 Propanoic acid, 2-methyl-, ... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
1043  8.12ng 350866  Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Propanoic acid. 2-methvi-. 1-(1.... 286 C16H3004 074381-40-1 72

2 Fumaric acid. nonvl tetrahvdrofu... 326 C18H3005 1000330-58-3 53
3 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 50
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
5 Butyric acid, thio-, S-decyl ester 244 C14H280S 002432-55-5 45

Abundance Scan 1376 (10.430 min): BF108459.D (-1373) (-) m/z 71.10 100.00%
711
43.1
5000
111.1 159.1 243.2 10.20 10.40 10.60 10.80
Ol b 210 T 1320 T (1853 2154 2432 nsoT 43,10 65.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 LI L L L L L L
10. 20 10 40 10. 60 10 80
43.0 m/z 41.10 12.42%
o 111.0 159.0 243.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165761: Fumaric acid, nonyl tetrahydrofurfuryl ester
71.0
N N ERERREmE
10.20 10.40 10.60 10.80
5000 m/z 56.10 9.65%
43.0 226.0
0 l . ] 100.0 139.0 18202010 ‘
R o i o o e R e e e S RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11562: 1-Hexene, 3,4,5-trimethy!- T T
43.0 10.20 10.40 10.60 10.80
71.0 m/z 111.10 7.24%
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.16 10.84 ng 456278 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 52
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
5 Carbonic acid, 2-formyl-4,6-dich... 276 C11H10Cl1204 1000331-39-3 23

Abundance Scan 1670 (12.160 min): BF108459.D (-1666) (-) m/z 190.05 100.00%
190.1
5000
7 163.1 11.80 12.00 12.20 12.40
| 39.0 630 117.1139.1 =" 215.1239.1 273.2 306.1 m/z 189.10  96.39%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
m/z 191.10 25.43%
ol 390 63.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
11.80 12.00 12.20 12.40
5000 m/z 192.10 23.42%
95.0 134.0 162.0
40.0 67.0
0<
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde R R RREE RS e
39.0 190.0 11.80 12.00 12.20 12.40
m/z 187.10 20.70%
5000
ol 9.
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108459.D

Aca On : 24 Aug 2018 9:33

Operator : JU/SJ

3?22 le J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Benzo[j]fluoranthene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.62 13.95 ng 581646 Perylene-di12 15.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 96
2 Benzolelpvrene 252 C20H12 000192-97-2 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2258 (15.618 min): BF108459.D (-2256) (-) m/z 252.10 100.00%
25p.1
5000
125.1 15.40 15.60 15.80 16.00
ol 20081 4 172 2212 || 2992 342337534083 | n77 550.10  31.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104223: Benzo[j]fluoranthene
250.0
5000
15.40 15.60 15.80 16.00
126.0 m/z 253.10 22 .55%
ol 510 870 1 Jl 163.0 200.0 . |
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
25.0
15.40 15.60 15.80 16.00
5000 m/z 125.10 11.34%
ol 50.0 83.0 ”J\ 1580 200.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #104229: Benz[e]acephenanthrylene R B R e ma
252.0 15.40 15.60 15.80 16.00
m/z 251.10 9.80%
5000
126.0
ol 51.0 830 ﬂ 200.0
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082318\
Data File : BF108459.D
Acg On : 24 Aug 2018 9:33 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - J4559-05 RA-081718-WSW-20-049
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Octane, 2,6-dimet... 6.24 6.7 ng 754284 1 7.00 2268460 20.0
Cyclohexane, 1,1,... 6.54 10.4 ng 1181130 1 7.00 2268460 20.0
Cyclohexane, 1-me... 6.74 8.7 ng 981837 1 7.00 2268460 20.0
unknown6 .77 6.77 26.5 ng 3002960 1 7.00 2268460 20.0
unknown6 .95 6.95 6.8 ng 777134 1 7.00 2268460 20.0
Silane, trichloro... 7.10 10.4 ng 1177050 1 7.00 2268460 20.0
Cyclohexane, (2-m... 7.14 9.4 ng 1065480 1 7.00 2268460 20.0
Naphthalene, deca... 7.40 9.2 ng 1047590 1 7.00 2268460 20.0
unknown? .64 7.64 7.9 ng 901037 1 7.00 2268460 20.0
unknown7 .68 7.68 10.2 ng 497944 2 8.28 979667 20.0
Cyclohexane, 1l-et... 7.72 7.1 ng 349659 2 8.28 979667 20.0
Undecane, 3,8-dim... 7.76 10.8 ng 530729 2 8.28 979667 20.0
trans-Decalin, 2-_.. 7.81 7.2 ng 353165 2 8.28 979667 20.0
Cyclohexane, pentyl- 7.89 6.1 ng 300769 2 8.28 979667 20.0
1-Methyldecahydro. .. 7.92 7.7 ng 377691 2 8.28 979667 20.0
o-Cymene 8.02 8.3 ng 404513 2 8.28 979667 20.0
Propanoic acid, 2... 10.43 8.1 ng 359866 3 10.04 886276 20.0
4H-Cyclopenta[def... 12.16 10.8 ng 456278 4 11.54 841843 20.0
Benzo[j]fluoranthene 15.62 13.9 ng 581646 6 15.76 834159 20.0
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