LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 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-BF073018.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.013 277 285 293 rBV3 55014 104678 1.35% 0.094%
2 4.301 326 334 338 rBV2 72528 118407 1.53% 0.106%
3 4.490 360 366 373 rVB3 54671 97160 1.25% 0.087%
4 4.601 379 385 386 rBV 105122 129346 1.67% 0.116%
5 4.625 386 389 393 rVB2 128125 164050 2.11% 0.148%
6 4.719 399 405 411 rBV 75804 104160 1.34% 0.094%
7 5.007 448 454 457 rBV 138271 161396 2.08% 0.145%
8 5.084 461 467 470 rBV5 129678 254161 3.28% 0.229%
9 5.113 470 472 477 rVB 241051 269838 3.48% 0.243%
10 5.172 477 482 489 rBV2 637040 1169068 15.07% 1.051%

11 5.225 489 491 495 rvv4 105618 127739 1.65% 0.115%
12 5.272 495 499 501 rVvv 162422 194880 2.51% 0.175%
13 5.290 501 502 506 rVvB 154607 112077 1.44% 0.101%
14 5.366 509 515 518 rBv2 312647 508298 6.55% 0.457%
15 5.401 518 521 523 rvv2 92682 103116 1.33% 0.093%

16 5.437 523 527 529 rvv2 198925 212071 2.73% 0.191%
17 5.460 529 531 534 rVB 210735 193490 2.49% 0.174%
18 5.537 541 544 547 rBV 446896 447505 5.77% 0.402%
19 5.566 547 549 551 rVB 152499 117500 1.51% 0.106%
20 5.595 551 554 559 rBvV 872418 1227862 15.83% 1.104%

21 5.642 559 562 568 rvB 354507 409762 5.28% 0.369%
22 5.713 571 574 580 rvVB3 355596 605501 7.80% 0.545%
23 5.760 580 582 585 rvB 461084 428972 5.53% 0.386%
24 5.807 585 590 594 rBV 387570 521603 6.72% 0.469%
25 5.848 594 597 600 rBV 1175602 1150848 14.83% 1.035%

26 5.972 611 618 621 rBV3 694513 993692 12.81% 0.894%
27 6.007 621 624 628 rBv3 225908 303346 3.91% 0.273%
28 6.107 638 641 644 rVB 1172844 1078781 13.91% 0.970%
29 6.148 644 648 650 rBv4 178716 249031 3.21% 0.224%
30 6.184 650 654 655 rBVY 1187478 1134222 14.62% 1.020%

31 6.242 662 664 667 rvB 538443 407650 5.25% 0.367%
32 6.284 667 671 673 rBV5 266436 327278 4.22% 0.294%
33 6.307 673 675 677 rVB 253373 194899 2.51% 0.175%
34 6.331 677 679 682 rvB2 256382 255142 3.29% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.384 682 688 691 rBv3 893486 1497325 19.30% 1.347%

36 6.419 691 694 695 rBv2 332793 333673 4_30% 0.300%
37 6.437 695 697 700 rvB 956146 830905 10.71% 0.747%
38 6.484 700 705 710 rBV5 2019179 3646378 47.00% 3.279%
39 6.525 710 712 714 rVB 501694 376840 4._86% 0.339%
40 6.554 714 717 721 rVB3 578787 773035 9.96% 0.695%

41 6.601 721 725 726 rBV2 1267771 1368034 17.63% 1.230%
42 6.619 726 728 730 rvVv 901221 761842 9.82% 0.685%
43 6.642 730 732 735 rVB2 641405 628646 8.10% 0.565%
44 6.689 735 740 744 rBV5 869817 1971865 25.42% 1.773%
45 6.731 744 747 751 rVB2 1599101 1985626 25.59% 1.786%

46 6.778 751 755 758 rBV 3460398 3681531 47.45% 3.311%
47 6.831 762 764 766 rBv2 180888 132127 1.70% 0.119%
48 6.860 766 769 771 rBV3 248422 249404 3.21% 0.224%
49 6.907 771 777 780 rBV5 912663 1835684 23.66% 1.651%
50 6.954 780 785 787 rVB3 1736316 1922023 24.77% 1.728%

51 6.978 787 789 791 rBV 349153 245624 3.17% 0.221%
52 7.007 791 794 797 rBV 1588002 1675371 21.59% 1.507%
53 7.089 805 808 810 rBV2 1896243 2336647 30.12% 2.101%
54 7.113 810 812 816 rvv2 1500664 1950991 25.15% 1.755%
55 7.172 820 822 824 rBV 470387 391111 5.04% 0.352%

56 7.219 824 830 833 rBV3 2645717 3654812 47.11% 3.287%
57 7.242 833 834 836 rBv2 280354 199097 2.57% 0.179%
58 7.272 836 839 845 rvB2 1405503 2193105 28.27% 1.972%
59 7.325 845 848 850 rBv2 1283521 1726738 22.26% 1.553%
60 7.348 850 852 854 rVvB3 1397966 1153972 14.87% 1.038%

61 7.425 861 865 866 rBv3 919375 1233975 15.91% 1.110%
62 7.484 869 875 878 rvv3 3077130 5338142 68.81% 4._.801%
63 7.548 878 886 889 rVvB2 4097447 7758149 100.00% 6.977%
64 7.595 889 894 897 rVB5 2229413 3595331 46.34% 3.233%
65 7.642 897 902 905 rBV5 1704617 3152002 40.63% 2.835%

66 7.725 913 916 918 rVvB2 1523650 1302641 16.79% 1.171%
67 7.766 918 923 927 rVB3 2793867 4852131 62.54% 4_.364%
68 7.854 927 938 940 rBV6 2615322 5545479 71.48% 4_987%
69 7.884 940 943 945 rBV2 2253741 2317691 29.87% 2.084%
70 7.942 951 953 956 rBVv3 704898 777315 10.02% 0.699%

71 7.978 956 959 965 rvv2 2975172 4381502 56.48% 3.940%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 8.054 969 972 975 rVB3 1014894 1172486 15.11% 1.054%
73 8.107 978 981 984 rBV2 1104450 1127978 14.54% 1.014%
74 8.142 984 987 989 rBv3 759009 1054192 13.59% 0.948%
75 8.219 996 1000 1009 rBV5 2300669 5802614 74.79% 5.218%

76 8.289 1009 1012 1017 rBV2 2153006 3217879 41.48% 2.894%
77 8.531 1049 1053 1059 rBV6 1705903 3833530 49.41% 3.448%
78 14.289 2029 2032 2036 rVB 1164631 1221081 15.74% 1.098%
79 14.589 2081 2083 2088 rVB 1172960 1133612 14.61% 1.019%
80 14.907 2134 2137 2141 rBV 927105 979443 12.62% 0.881%

Sum of corrected areas: 111197108
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\

BF107918.D
2 Aug 2018 19:18
JussJ
J4267-12
14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 1 unknown6.38 Concentration Rank 17

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

6.38 15.58 ng 1497330 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Butadiene. 2-ethvl- 82 C6H10 003404-63-5 38
2 Cvclohexene 82 C6H10 000110-83-8 35
3 3-Hexen-1-ol. (2)- 100 C6H120 000928-96-1 25
4 cis-2-Ethvlcvclopentanecarboxald... 126 C8H140 036258-05-6 18
5 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 18

Abundance Scan 687 (6.378 min): BF107918.D (-682) (-) m/z 57.00 100.00%
57.0
43.0
5000
84.0 0
| | || “ 111 1251 1402 6.00 6.20 6.40 6.60 6.80
) SRS | —T ,....,....,'!'...,..-!.,....,'.-...,..'..,....,...., m/z 43.00 69.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1228: 1,3-Butadiene, 2-ethyl-
67.0
5000 41.0
27.0 530 82.0 6.00 6.20 6.40 6.60 6.80
m/z 41.00 53.94%
0 &%?w'”h“J!h'Jth m'”'P”'P'”P'”I“”I“'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1192: Cyclohexene
67.0
54.0 SAREPENRESE SRR R
6.00 6.20 6.40 6.60 6.80
5000 82.0 m/z 56.00 52.03%
41.0
27.0 ‘
0"ﬁaqP“'P'”P'”Pm“W”'W'NWM”'P”'P'”P'”I“'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3813: 3-Hexen-1-ol, (2)- e
67.0 6.00 6.20 6.40 6.60 6.80
41.0 m/z 55.00 50.33%
5000
55.0 82.0
211
0 ”,%EQ,HJM..JIML.NMiM ‘M..”\h”.,”%gﬂgn,.”.,”..“..w..”, A
m/z--> 10 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\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 2 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 3

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

6.48 37.94 ng 3646380 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 81
2 4-Decene 140 C10H20 019689-18-0 64
3 4-Octene. 2.6-dimethvl-. IS-(2)1- 140 C10H20 062960-77-4 64
4 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 58
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 46

Abundance Scan 704 (6.478 min): BF107918.D (-700) (-) m/z 69.10 100.00%
55.0 691
5000 125.1
83.1
111.1 III|IIII|IIII|IIII|IIII
| |‘| 96.1 | 140.2 6.20 6.40 6.60 6.80
0 .,....,....,....,....,.. Al T Tm/z 55.00  85.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41.0 69.0
Y 550
5000 ISR R R A
29.0 125.0 6.20 6.40 6.60 6.80
8.0 m/z 70.10 62.05%
O O P
Orrprrtrrerr et i SR NS IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #17932: 4-Decene
58.0
iio 69.0 620 640 6.60 680
5000 ' m/z 41.00 61.22%
140.0
83.0 97.0
‘ ‘ ‘ ‘ 111.0
(3'|""|""|""|"l V'M|“'w*“'V'Jl'“'ﬂ'“l“'w'“'w'“l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]- R
58.0 6.20 6.40 6.60 6.80
69.0 m/z 56.00 56.03%
5000 41.0
29.0 83.0 111.0 140.0
U AR AR RARRS RARRA RAR ”""|jl"|'?7'?""|t"' ﬁ%?'?l,,,,l,,,,l DN SRR R SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 3 Cyclohexane, 1-methyl-3-pro... Concentration Rank 8

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

6.69 20.52 ng 1971870 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 64
2 Sulfurous acid. cvclohexvimethvl... 304 C16H3203S 1000309-21-8 59
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 59
4 Cvclohexane. 1-ethvl-1-methvl- 126 C9H18 004926-90-3 50
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 50

Abundance Scan 740 (6.689 min): BF107918.D (-735) (-) m/z 55.00 100.00%
53.0 97.1
5000
41.0 69.1 83.1
1111 139.2 640 6.60 6.80 7.00
o..,....,....,....,:...,.':".,...'.:....,'.|:..,..-.|.-,....,'.'...,1.2]“?'.1,....|I...1.?.2;.1.,.. m/z 97.10 84.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
SE.O 97.0
5000
6.40 6.60 6.80 7.00
41.0 69.0 g3, m/z 69.10 34.12%
0 2|9.O | ul || |.|. In . | | 111.0 125.0 140.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #147844: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
640 6.60 6.80 7.00
5000 55.0 m/z 41.00 29.00%
41.0 71.0 83.0
N P S Y O O RN M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis- L B B e
58.0 97.0 6.40 6.60 6.80 7.00
m/z 83.10 26 .99%
5000 41.0 112.0
29.0 69.0 g3
O”EEQ”MP”LL”HNW”JL”WM”'Ah””P“W””P”W””P”W”
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\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 4 unknown6.73 Concentration Rank 7

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

6.73 20.66 ng 1985630 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Methvlphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Bicvclol4.1.01lheptan-2-ol. (1.al... 112 C7H120 007432-49-7 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 747 (6.731 min): BF107918.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 KK‘
00 %1 oo 550 680 700
-0 54.0 84.1
0 s 1541 m/z 68.00  37.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
640 6.60 6.80 7.00
310 510 m/z 134.00 31.77%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14559: Methylphosphonothioicchlorofluoride
132.0
6.40 6.60 6.80 7.00
5000 m/z 69.10 26 .55%
B0 630 770 970 1170
0”P”W””P”W””P”WAMPJW”“PJM””P”W””I”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14491: 5-Aminoindole R
132.0 6.40 6.60 6.80 7.00
m/z 66.00 25.53%
5000
104.0
66.0
ol 140 27.0 39.0 510 7 8.0 919 hlmﬂ \
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\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 5 Undecane Concentration Rank 1

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

6.78 38.31 ng 3681530 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 78
2 Tridecane 184 C13H28 000629-50-5 78
3 Decane 142 C10H22 000124-18-5 74
4 Hexadecane 226 C16H34 000544-76-3 72
5 Hexatriacontane 507 C36H74 000630-06-8 72

Abundance Scan 755 (6.778 min): BF107918.D (-751) (-) m/z 57.05 100.00%
57.0
43.0
71.0
85.1
6.40 6.60 6.80 7.00 7.20
99.1
o il e M3 422 0 njz 43.05  76.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28422: Undecane
T Mw
5000 ESREDE NS RAR SRR
71.0 640 6.60 6.80 7.00 7.20
29.0 85.0 m/z 41_00 37.37%
o L 9?.0 113.0127.0 156.0
m/z--> 20 40 eb éo 160 150 110 1éo 1éo
Abundance #48831: Tridecane
43.0 57.0
6.40 6.60 6.80 7.00 7.20
5000 710 m/z 71.05 33.98%
29.0 85.0
0 “ oy w 99.0113.0127.0141.0155.0 184.0
miz--> 20 ' o0 8 10 130 1do b0 1ko
Abundance #19158: Decane
43.0 57.0 6.40 6.60 6.80 7.00 7.20
m/z 85.10 23.03%
5000
71.0
29.0 85.0
oL150 \“ \‘ 99.01130  142.0 m )WMJ
m/z--> ﬁo 45 eb éo 160 150 110 1éo 1éo 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 6 unknown6.91 Concentration Rank 12

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

6.91 19.10 ng 1835680 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 25
2 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 20
3 trans-3.5-Dimethvlcvclohexene 110 C8H14 056021-63-7 20
4 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 18
5 3-Aminopyrazine-2-carboxylic acid 139 C5H5N302 005424-01-1 18

Abundance Scan 777 (6.907 min): BF107918.D (-771) (-) m/z 69.10 100.00%
691 831 95.1
41.0 55.0
5000 139.1
111.1 e
| \ I || Wl |, w21, | 1522
O.WHHPH.PHWLHL!”P”. - AT MION s S M m/z 83.10 95.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
53.0 9.0
41.0 83.0
5000 DS SR N R
95.0 6.60 6.80 7.00 7.20
m/z 95.10 94 _15%
| | | 152.0
0”I””P'”P”'P”WJLW”'”mm”“”m"LP”'P”W'”&?ﬁﬂ'”W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5972: Cyclohexene, 3,5-dimethyl-
95.0
70 Toko ok 700 720
5000 m/z 55.00 63.26%
39.0 55.0 81.0 110.0
i N I T
0“&?%“MPHWH“M“W“JVHML“”HWH“V“W““V“W““V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6002: trans-3,5-Dimethylcyclohexene R
95.0 6.60 6.80 7.00 7.20
67.0 m/z 41.00 60.76%
5000
39.0 559 810 110.0
27.0
”ﬁ?%'”ﬁ”” R R AR RS BN RS LARAN ARAN LAY SN RARAN AARAN AN DS SR N SR
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 Cyclohexane, (2-methylpropyl)- Concentration Rank 5

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

7.09 24 .31 ng 2336650 1,4-Dichlorobenzene-d4 6.96
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 81
3 Cvclohexane. pentvl- 154 C11H22 004292-92-6 64
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 59
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59

Abundance Scan 808 (7.089 min): BF107918.D (-805) (-) m/z 55.00 100.00%
54.0 83.1
5000 41.0
69.1 E———
o1 Y p7a102 6.80 7.00 7.20 7.40
o} ; m/z 83.10 97 .43%
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
5000 U U L L
970 6.80 7.00 7.20 7.40
. 0
140.0 m/z 82.10 53.63%
ol 112.0125.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83.0
55.0 680 7.00 7.20 7.40
5000 m/z 41.00 46.03%
41.0
140.0
29.0 69.0
o M N .wl‘.,...ﬁ)‘;....,‘.l..,.9.?.'?...1.1,1.'9.,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27051: Cyclohexane, pentyl- LA I L I I
83.0 6.80 7.00 7.20 7.40
m/z 57.00 38.81%
55.0
5000
41.0
29.0 69.0 154.0
o180 S T 970 1110 126.0
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 9 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.22 38.03 ng 3654810 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 81

2 3-Undecene. (E)- 154 C11H22 001002-68-2 80
3 Cvclohexane. 1.l1-dimethvl-2-propvl- 154 C11H22 081983-71-3 76
4 Cvclopentane. hexvl- 154 C11H22 004457-00-5 53
5 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 49
Abundance Scan 830 (7.219 min): BF107918.D (-824) (-) m/z 69.10 100.00%
550 69.1
41.0 105.1
5000 84.1
bk Loy % %2 ok 7o 730 70 7k
Obrprerr el '!hJML”uu--".”..h..nhn.w””,”. m/z 55.00 90.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #270809: 1— Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 84.0 AR R RS I
6.80 7.00 7.20 7.40 7.60
29.0 )
L 97.0 1110 1390 154.0 m/z 57.00 85.38%
O”I””P'JPLWJhW”JM”“TH”P'MP”'l“Wﬁéﬁ””l””P'“P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27032: 3-Undecene, (E)-
41.0
550 o, 6.80 7.00 7.20 7.40 7.60
5000 ' m/z 56.00 64.41%
29.0
83.0 154.0
97.0
0"P"h"”k'”'IM'LP'th'”IJM'I”'hP'}iﬁg'&?§£{}§%9"P"W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl- T
56.0 69.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 105.10 62.79%
5000 84.0
29.0
97.0 111.0 139.0 154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60

8270-BF073018.M Fri Aug 03 13:57:25 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 10 Benzene, 1,4-diethyl- Concentration Rank 6

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

7.27 22.82 ng 2193110 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
2 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 93
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 839 (7.272 min): BF107918.D (-836) (-) m/z 119.10 100.00%
119.1
57.0 105.1
5000 43.0 134.1
91.0
71.1
h | | L | 1501 7.00 7.20 7.40 7.60
Obrrprrrrprrrr e et e b el b bt 287 | Tm/z 105.10 57.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14838: Benzene, 1,4-diethyl-
119.0
105.0
5000 134.0
7.00 7.20 7.40 7.60
91.0 m/z 57.00 54 .35%

77.0
150 270 410 530 650 il |
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14885: Benzene, 1-ethyl-3,5-dimethyl-
119.0

7.00 7.20 7.40 7.60

5000 m/z 134.10 49 _25Y%
134.0

270 39.0 510 650 77.0 210 1050

0..,....,...‘.,....,‘....,‘.‘...,.‘.‘..,...‘a‘,....,....,....,....,....,.‘.‘..,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 43.00 43.98%
5000
134.0
27.0 390 510 50 77.0 910 1050
o) s S PN ST N 1 N | R — e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 11 Nonane, 3,7-dimethyl- Concentration Rank 14

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

7.32 17.97 ng 1726740 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 64
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
3 Heptacosane 380 C27H56 000593-49-7 52
4 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 50
5 Hexatriacontane 507 C36H74 000630-06-8 50

Abundance Scan 847 (7.319 min): BF107918.D (-845) (-) m/z 57.00 100.00%
571.0
5000
811251 7.00 7.20 7.40 7.60
154.1 : : : :
o! ...~|%.|-,.|.ll.'.,-....,....,....,....,.... m/z 43.00 59.64%
m/z--> 50 100 150 200 250 300 350
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
5000 A LI L IR

7.00 7.20 7.40 7.60

m/z 56.00 55.50%
27,0 127.0
0..1!,.!.?7,0..'..1,56.0... e
m/z--> 50 100 150 200 250 300 350
Abundance #48848: Dodecane, 3-methyl-
57.0
R maEE e EEARa R
7.00 7.20 7.40 7.60
5000 m/z 41.00 51.40%
270 \990 155.0
L o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R AEmEEEE L
57.0 7.00 7.20 7.40 7.60
m/z 71.10 50.68%
5000
99.0
REZUBEY tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
il B e e A R e ARAREESLE oS S,
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 12 unknown7.42 Concentration Rank 20

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

7.42 12.84 ng 1233980 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonvlcvcloheptane 224 C16H32 1000371-47-7 47
2 Dichloroacetic acid. 1-cvclopent... 224 C9H14C1202 1000282-56-3 38
3 Carbonic acid. 2-chloroethvl cvc... 220 C10H17CI03 1000357-88-3 35
4 2-Cvclopenten-1-one., 3-methvl- 96 C6H80 002758-18-1 30
5 1H-Indene, octahydro-5-methyl- 138 C10H18 019744-64-0 30

Abundance Scan 864 (7.419 min): BF107918.D (-861) (-) m/z 55.00 100.00%
580 811 119.1
5000
7.00 7.20 7.40 7.60 7.80
o} m/z 119.10 88.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81250: 1-Nonylcycloheptane
58.0
5000
97.0 7.00 7.20 7.40 7.60 7.80
m/z 81.10 86.80%
o 79 137.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81470: Dichloroacetic acid, 1-cyclopentylethyl ester
53.0 810
7.00 7.20 7.40 7.60 7.80
5000 m/z 97.10 85.43%
3%0 ‘ ok o
ok220 i v L. w,“.‘. A AE70 1390 1670 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76805: Carbonic acid, 2-chloroethyl cyclohexylmethy! ester I L e e e
81.0 7.00 7.20 7.40 7.60 7.80
55.0 m/z 41.00 52.14%
5000
0'Ié??'H*'“MIMH"“L"“?%?"I"%%%9"'I""I""I""I"' R R AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 13 unknown7.60 Concentration Rank 4

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

7.60 37.41 ng 3595330 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1.2-dimethvlpropvl)- 154 C11H22 051284-29-8 27
2 Cvclooctvl bromide 190 C8H15Br 001556-09-8 27
3 Octane. 1.8-dibromo- 270 C8H16Br2 004549-32-0 27
4 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 22
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 22

Abundance Scan 895 (7.601 min): BF107918.D (-889) (-) m/z 105.05 100.00%
69.1 1
5000
41.0
|| 7.20 7.40 7.60 7.80 8.00
o/ | E1 " A m/z 119.10  96.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27093: Cyclohexane, (1,2-dimethylpropyl)-
69.0
111.0
5000
43.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 92.75%
o 270 95.0 137.0 154.0
m/z--> 20 40 60 80 160 150 150 1éo 1éo
Abundance #53426: Cyclooctyl bromide
69.0
720 740 7.60 7.80 8.00
5000 41.0 111.0 m/z 148.10 44 .10%
0:|||2|6.|p|||||||||||||||9|5|.0||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #119644: Octane, 1,8-dibromo-
55.0 7.20 7.40 7.60 7.80 8.00
m/z 55.00 40.02%
5000 39l0 1110 1350
.0 151.0
0.1.5.-?....,....,]...,. B i 1910 R
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 14 Naphthalene, decahydro-2-me... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
777 16.72ng 4852130  Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 94
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94

005948-04-9 76
015932-80-6 70

2-methvl-5-(1-met... 152 C10H160
5-methvl-2-(1l-met... 152 C10H160

3 Cvclohexanone.
4 Cvclohexanone.

5 Pulegone 152 C10H160 000089-82-7 58
Abundance Scan 924 (7.772 min): BF107918.D (-918) (-) m/z 81.10 100.00%
67.0 81.1 95.1
152.2
5000 109.1
41.0
540 1651 1801 7.40 7.60 7.80 8.00 8.20
Ot : : m/z 95.10 97.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 %5.0 152.0
27.0
5000 LA L L L L L I
137.0 7.40 7.60 7.80 8.00 8.20
54{0 109.0 m/z 67.00 88.66%
| 123 0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl-
81.0
670 LA L L L L L I
410 95.0 152.0 7.40 7.60 7.80 8.00 8.20
5000 ' m/z 152.15 75.45%
137.0
27.0 109.0
il N Y
O bl ol nlly D R L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25340: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, trans-
67.0 95.0 7.40 7.60 7.80 8.00 8.20
m/z 82.10 50.97%
41.0
5000 152.0
109.0
137.0
b 5P H 1230
ol ..;H..w.,.w. “ Gl S B —
m/z--> 20 40 60 120 140 160 180 7.40 7.60 7.80 8.00 8. 20

8270-BF073018.M Fri Aug 03 13:57:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 15 Cyclohexane, pentyl- Concentration Rank 11

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

7.85 19.11 ng 5545480 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 53
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 50
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 50
4 Cvclopentane. l1-hexvl-3-methvl- 168 C12H24 061142-68-5 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47

Abundance Scan 937 (7.848 min): BF107918.D (-927) (-) m/z 83.10 100.00%

55.0 83.1

5000
971 11914437 1542 1662 7.60 7.80 8.00 8.20
0 : m/z 55.00 95.61%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83.0
55.0
5000 LA L L L L L L LB
410 7.60 7.80 8.00 8.20
: 0 154.0 m/z 82.05 59.12%
o 27.0 5% | 97010101380 T f
A T T I L I L I L I L I L I L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17971: Cyclohexane, butyl-
55.0 83.0
R e e e
7.60 7.80 8.00 8.20
5000 21.0 m/z 41.00 38.11%
27.0 69.0 140.0
obaso Ll B L oo
m/z--> 20 40 60 80 100 120 140 160
Abundance #11537: Cyclohexane, propyl- a  BEamEE S
55.0 83.0 7.60 7.80 8.00 8.20
m/z 69.10 31.48%
5000 41.0
27.0 69.0 126.0
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\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 16 1-Phenyl-1-butene Concentration Rank 18

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

7.98 15.10 ng 4381500 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 92
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 70
3 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 51
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 49
5 p-Cymene 134 C10H14 000099-87-6 49

Abundance Scan 959 (7.978 min): BF107918.D (-956) (-) m/z 119.10 100.00%
119.1
5000 570 134.1
B0 a1 g1 |
7.60 7.80 8.00 8.20 8.40
ol 108 I k15511702 1 777997 10 69.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 132.0
910 7.60 7.80 8.00 8.20 8.40
' m/z 134.10 42 .54%
o 27.0 510 g4 770 104.0 Al
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 7.60 7.80 8.00 820 8.40
5000 m/z 57.05 33.24%
91.0
510 65,0 ‘ ‘
27.0
0 .1.4'.0|.‘...‘|..“l‘.‘l“l‘..“ﬁ“lou .‘l.llqﬂluouu‘l.‘l‘ ‘.|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl- R EEEEER R
117.0 132.0 7.60 7.80 8.00 8.20 8.40
m/z 43.05 26 .49%
5000
91.0
51.0 66.0 ‘
O |%7ﬁq '“"'J“"llH" ”1 "w"lﬁﬂnp' l‘l — rrrrrfrrr R L S LR
m/z--> 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\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 17 unknown8.53 Concentration Rank 19

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

8.53 13.21 ng 3833530 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. hexvl- 168 C12H24 004292-75-5 38
2 Cvclohexane. (4-methvipentvI)- 168 C12H24 061142-20-9 38
3 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 35
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 35
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 35

Abundance Scan 1053 (8.531 min): BF107918.D (-1049) (-) m/z 83.10 100.00%
83.

5000

8.20 8.40 8.60 8.80

0 m/z 55.00 76.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
5000 LA L L L L L LB L |
8.20 8.40 8.60 8.80
29.0 168.0 m/z 82.10 67.81%
oL14.0 | 1110 '
1 LB I LB I LB I LB I 1T T I LB I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0 T
8.20 8.40 8.60 8.80
5000 m/z 57.05 58.87%
29 0
0 “ I | 109.0125.0140,0  168.0
"'|'”'|""|”"|"'w""|'”'|""|”"|"'w'
m/z--> 40 80 100 120 140 160 180 200
Abundance #11596. Cyclohexane, (1-methylethyl)- B B
83.0 8.20 8.40 8.60 8.80
55.0 m/z 145.10 57.08%
5000
39/0 ‘ 126.0
N T N (A A LA A
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 18 Heptadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 20.00 ng 1221080 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 80
2 Octadecane. 1-i1odo- 380 C18H37I1 000629-93-6 78
3 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 64
4 Pentadecane 212 C15H32 000629-62-9 59
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 2032 (14.289 min): BF107918.D (-2029) (-) m/z 57.10 100.00%
57.1
5000
991 "0 1420 1440 1480
41.1 - - - -
ol l, L g4kt 1832 2832 3053 33 3905 | s 71.10  72.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105894: Heptadecane, 2-methyl-
43.0
5000 LI B S I B
14.00 14.20 14.40 14.60
85.0 m/z 85.10 56.02%
o ‘ 1ﬂom%2ﬂ0%m
m/z--> 50 1éo 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo-
57.0
14.00 14.20 1440 14.60
5000 m/z 43.10 50.21%
27,0 99.0
LI ] 1850 1070 2530
m/z--> 50 100 150 200 250 300 350 400
Abundance #82843: Borane, diethyl(decyloxy)- R EEEEE S
57.0 14.00 14.20 14.40 14.60
m/z 99.10 17.01%
5000
141.0
99.0
o220l | 19702270
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 19 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.59 18.57 ng 1133610 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 2083 (14.589 min): BF107918.D (-2081) (-) m/z 57.05 100.00%
57.0
5000
ot 242.1 14.20 14140 14.60 14.80 15.00
141.1 . - : : : :
oL i l|, Loy 188t [ 2882 8383 4053 | m/z 71.10  71.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
5000 AR SRR BRI DU B
mmmmmmmmmm
99.0 m/z 85.10 52.78%
0 | 1| | }41 0 1830 2250 267.0 338.0
m/z--> §o 100 150 260 250 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.20 14140 14.60 14.80 15.00
5000 m/z 43.10 48.91%
-0 239.0
ol LA Ay 7240 1830 281.0 3230
m/z--> §o 160 1%0 200 250 300 3éo 460
Abundance #209566: Octacosane A ERE T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 19.22%
5000
99.0
0l26:0 ] I | 141.0 1830 2250 281.0 337.0 3940
m/z--> 5'0 100 1&1;0 200 250 3(')0 35'30 4(')0 14. 20 14. 40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107918.D

Aca On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample : J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 20 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .91 16.04 ng 979443 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2138 (14.912 min): BF107918.D (-2134) (-) m/z 57.00 100.00%
57.0
5000
991 14.60 14.80 15.00 15.20
41.1 2217.2 256.1 : : : :
) — ,I.'. Ad g1 18322170 2961 2053 357330034264 T 71 10 63.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
5000 L LN B SULBULE B
mmmmmmmm
99.0 m/z 85.10 48.77%
. ||| a0 1830 2250 267.0 3380
miz--> ""s'o""lc')d"lso Wo | 2o o 2o 4o
Abundance #194500: Docosane, 11-butyl-
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.05 47 .62%
99.0
0 J J xi | 4 140 2100 2530 3930 3660 M
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #141426: Heneicosane R o o ST
57.0 mmmmmmmm

m/z 55.00 21.55%

5000 M

99.0
15.0| J ] ,J ] }419 183.0 225.0 296.0

L .

m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15. 00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080218\
Data File : BF107918.D

Acq On : 2 Aug 2018 19:18

Operator : JU/SJ

Sample - J4267-12

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .38 6.38 15.6 ng 1497330 1 6.96 1922020 20.0
Cyclohexane, 1,1,... 6.48 37.9 ng 3646380 1 6.96 1922020 20.0
Cyclohexane, 1-me... 6.69 20.5 ng 1971870 1 6.96 1922020 20.0
unknown6.73 6.73 20.7 ng 1985630 1 6.96 1922020 20.0
Undecane 6.78 38.3 ng 3681530 1 6.96 1922020 20.0
unknown6 .91 6.91 19.1 ng 1835680 1 6.96 1922020 20.0
Cyclohexane, (2-m... 7.09 24 .3 ng 2336650 1 6.96 1922020 20.0
1-Ethyl-2,2,6-tri... 7.22 38.0 ng 3654810 1 6.96 1922020 20.0
Benzene, 1,4-diet... 7.27 22.8 ng 2193110 1 6.96 1922020 20.0
Nonane, 3,7-dimet... 7.32 18.0 ng 1726740 1 6.96 1922020 20.0
unknown? .42 7.42 12.8 ng 1233980 1 6.96 1922020 20.0
unknown? .60 7.60 37.4 ng 3595330 1 6.96 1922020 20.0
Naphthalene, deca... 7.77 16.7 ng 4852130 2 8.25 5802610 20.0
Cyclohexane, pentyl- 7.85 19.1 ng 5545480 2 8.25 5802610 20.0
1-Phenyl-1-butene 7.98 15.1 ng 4381500 2 8.25 5802610 20.0
unknown8 .53 8.53 13.2 ng 3833530 2 8.25 5802610 20.0
Heptadecane, 2-me... 14.29 20.0 ng 1221080 5 14.18 1221080 20.0
Tetracosane 14.59 18.6 ng 1133610 5 14.18 1221080 20.0

5

Nonadecane 14.91 16.0 ng 979443 14.18 1221080 20.0
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