LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On : 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 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-BF072018 .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 4.054 283 292 297 rBV2 222681 423324 2.19% 0.278%
2 4.184 309 314 320 rVB 181455 270564 1.40% 0.177%
3 4.331 331 339 344 rBV2 252097 377294 1.95% 0.247%
4 4.519 366 371 378 rVB2 134364 231849 1.20% 0.152%
5 4.631 384 390 392 rBV 818895 1022945 5.29% 0.671%
6 4.654 392 394 399 rVB2 287978 295781 1.53% 0.194%
7 4.749 402 410 417 rvVB 233914 301114 1.56% 0.197%
8 5.037 454 459 465 rVB 668860 783462 4 _.05% 0.514%
9 5.113 465 472 474 rBV3 684609 1067191 5.52% 0.700%
10 5.143 474 477 481 rVB 874182 931891 4.82% 0.611%

11 5.196 481 486 493 rBV2 1503176 2459170 12.72% 1.612%
12 5.248 493 495 500 rvB2 316973 367979 1.90% 0.241%
13 5.319 504 507 510 rVB 252609 241083 1.25% 0.158%
14 5.384 513 518 522 rBV3 1017505 1749140 9.05% 1.147%
15 5.419 522 524 528 rvB2 359173 373590 1.93% 0.245%

16 5.466 528 532 534 rBV2 1843590 2256487 11.67% 1.479%
17 5.490 534 536 539 rvV 1487495 1420730 7.35% 0.931%
18 5.543 542 545 546 rvv2 353762 332816 1.72% 0.218%
19 5.572 546 550 552 rvv2 4962491 6769564 35.02% 4._.438%
20 5.601 5562 555 563 rvv 4088969 6280055 32.48% 4.117%

21 5.666 563 566 572 rvV 659707 842182 4_36% 0.552%
22 5.743 576 579 584 rVvV2 1244487 2136782 11.05% 1.401%
23 5.790 584 587 590 rvv 1522983 1434133 7.42% 0.940%
24 5.831 590 594 598 rvv2 3514552 4660498 24.11% 3.055%
25 5.878 598 602 610 rVB 5351456 7353984 38.04% 4.821%

26 5.996 615 622 625 rBV3 1915487 2842810 14.70% 1.864%
27 6.031 625 628 632 rBV3 1023548 1414335 7.32% 0.927%
28 6.113 636 642 643 rBV 1231203 1493842 7.73% 0.979%
29 6.131 643 645 648 rvB3 1739105 1685601 8.72% 1.105%
30 6.166 648 651 654 rVvB3 716646 808678 4.18% 0.530%

31 6.213 654 659 666 rBV2 4549071 10475276 54.19% 6.867%
32 6.272 666 669 672 rvB2 2003884 2125411 10.99% 1.393%
33 6.337 677 680 682 rvB 523474 494893 2.56% 0.324%
34 6.407 687 692 695 rBv3 2329757 4151309 21.47% 2.722%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On : 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 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-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.466 699 702 705 rvVv 2275269 2523200 13.05% 1.654%

36 6.501 705 708 712 rVvVv3 5927793 10269537 53.12% 6.733%
37 6.560 716 718 720 rVV 3200544 3704993 19.16% 2.429%
38 6.584 720 722 724 rVV 3378850 3718808 19.24% 2.438%
39 6.613 725 727 731 rvv2 2500072 3380991 17.49% 2.217%
40 6.666 731 736 740 rvv2 2740100 4352310 22.51% 2.853%

41 6.719 740 745 747 rVV3 1560420 3122070 16.15% 2.047%
42 6.754 748 751 756 rvV 3190498 4835624 25.01% 3.170%
43 6.813 756 761 772 rVB2 6959343 19332383 100.00% 12.674%
44 6.937 778 782 784 rBV3 1733226 2624926 13.58% 1.721%
45 6.984 786 790 793 rVvV 2946199 4147301 21.45% 2.719%

46 7.125 810 814 818 rBV4 2614260 5402807 27.95% 3.542%
47 7.248 829 835 838 rBV3 4363586 8247212 42.66% 5.407%
48 7.448 866 869 870 rBV 1309589 1428479 7.39% 0.936%
49 13.119 1831 1833 1836 rVB 1568081 1457039 7.54% 0.955%
50 13.513 1898 1900 1903 rBV2 750555 845697 4._37% 0.554%

51 14.171 2009 2012 2023 rVB2 1285605 2170385 11.23% 1.423%
52 15.701 2267 2272 2284 rVB 639599 1096074 5.67% 0.719%

Sum of corrected areas: 152535599

8270-BF072018.M Thu Jul 26 14:52:40 2018 Page: 2



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\BFO072518\

BF107677.D

26 Jul 2018 1:27

JussJ

J4138-01

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 15

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

5.20 11.86 ng 2459170 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 86
2 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 64
3 Cvclohexane. l1l-ethvl-1.4-dimethy... 140 C10H20 062238-32-8 64
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 50
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 50

Abundance Scan 487 (5.201 min): BF107677.D (-481) (-) m/z 43.00 100.00%
43.0 111.1
69.0
59.0
5000
83.1
| | 10|1.1 1261 4.80 500 5.20 5.40 5.60
I MM, A1 S| M ! SN MM NS S m/z 111.10 95.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 55.0
41.0 83.0 480 500 520 540 5.60
' m/z 69.05 68.27%
27.0
0 "|"JJl"'Jiﬂ"'|J'L'|"J‘L""|""|??:9|'"'i!"'|+??:?""|""|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
550 111.0 480 500 520 540 5.60
5000 m/z 59.00 57.36%
41.0
0 2\?0 LIy ! ‘ ! ‘ 83\0 950 il 125.0 149'0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18073: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans-
69.0 4.80 500 5.20 5.40 5.60
0
. 1110 m/z 55.00 55.49%
5000
41.0
29.0
0 ‘ LI, Ly ml 83‘0 95\0 ‘\ 125'0 140.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO072518\
BF107677.D

26 Jul 2018 1:27

Ju/sJ

J4138-01

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Nonane, 4-ethyl-5-methyl- Concentration Rank 19

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

5.38 8.44 ng 1749140 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-ethvl-5-methvl- 170 C12H26 001632-71-9 64
2 Decane. 5.6-dimethvl- 170 C12H26 001636-43-7 64
3 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 59
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53

Abundance Scan 517 (5.378 min): BF107677.D (-513) (-) m/z 43.00 100.00%
43.0
5000
57.0 84.0
‘ m n1‘| 5.00 5.20 5.40 5.60 5.80
111.1 : : - : :
) EN—— | - ,..|'|..,...9.8-,0..~..,1?‘3.'2].,....,...., m/z 57.00  30.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38351: Nonane, 4-ethyl-5-methyl-
43.0
5000
0.0 57.0 84.0 500 520 540 5.60 5.80
' 1.0 m/z 84.05 29 .53%
oL 150 | 11| R T | 99.0 113.0127.0 141.0 170.0
miz--> 20 40 60 8 100 120 140 160
Abundance #38347: Decane, 5,6-dimethyl-
43.0
5.00 5.20 5.40 5.60 5.80
5000 57.0 84.0 m/z 41.00 28.35%
71.0
29.0
0 I “\‘ \‘ I 99.0 113-0127.0141.0155.0 170.0
miz--> 20 40 60 8 100 120 140 160
Abundance #12693: Heptane, 2,3-dimethyl-
43.0 5.00 5.20 5.40 5.60 5.80
m/z 85.10 27 .98%
5000
84.0
27.0 57.0 710
o I Y PYOTEE:
m/z--> 20 40 60 80 100 120 140 160 ' 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclopentane, 1-methyl-2-pr... Concentration Rank 17

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

5.74 10.30 ng 2136780 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-methvl-2-propvl- 126 C9H18 003728-57-2 81
2 Cvclopropane. 1-methvl-2-pentvl- 126 C9H18 041977-37-1 46
3 Cvclohexanone. 4-ethvl- 126 C8H140 005441-51-0 43
4 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 38
5 Isopropylcyclobutane 98 C7H14 000872-56-0 38

Abundance Scan 579 (5.743 min): BF107677.D (-576) (-) m/z 55.00 100.00%
54.0
41.0 69.0 83.1
5000
125.1
‘ 97.1
5.40 5.60 5.80 6.00
o..,....,....,....;....,.':.'.,...|:,'....,'H~..,..:|.|,...1.1,%'.1..,...'.,..1.‘.‘?;?.., m/z 83.10 60.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11608: Cyclopentane, 1-methyl-2-propy!-
54.0
41.0 83.0
5000
0.0 5.40 5.60 5.80 6.00
27.0 97.0 126.0 m/z 69.05 58.46%
0'w'“w'“w'“hl'w”|WHJW“*FH“|”JP'Pﬁﬂ'VHw'“w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11609: Cyclopropane, 1-methyl-2-pentyl-
5d.0
410 540 5.60 580 6.00
5000 69.0 m/z 56.00 57.30%
84.0 g7 126.0
0'W'”W”'W”'W”'W”‘W””W”“Im“P'MP'PﬁR'P”W'”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11355: Cyclohexanone, 4-ethyl-
55.0 5.40 5.60 5.80 6.00
m/z 41.00 52.14%
5000 43.0 or.0 126.0
70.0
210 % 108.0
0'W%ﬁqP'”P'”I”“I”'W'”W'”'P”'P'”P'”;”'W'”W'”'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Nonane Concentration Rank 5

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

5.88 35.46 ng 7353980 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 83
2 Octane 114 C8H18 000111-65-9 64
3 Decane 142 C10H22 000124-18-5 59
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 53

Abundance Scan 602 (5.878 min): BF107677.D (-598) (-) m/z 57.10 100.00%
43.0 57.1
5000
85.1
71.1
99.1 128.2 5.60 5.80 6.00 6.20
Oberrrrreprrrereredlre el et 130 1282 0T 43 05 93. 48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12663: Nonane
43.0
57.0
5000
29.0 560 5.80 6.00 6.20
71.0 850 m/z 41.00 43 .37%
SIS | N Y . =1 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7618: Octane
43.0
560 5.80 6.00 6.20
5000 m/z 85.10 31.93%
57.0
29.0 1o 850
G R A R R A R RN RN AR AN LARA LSS SARARRARER L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19158: Decane
43.0 57.0 5.60 5.80 6.00 6.20
m/z 71.10 23.59Y%
5000
71.0
29.0 85.0
Jso || | »‘ | 990 130 142.0
m/z--> 15 25 §0 45 55 éo fo 85 95 160 1io 150 1éo 110 ' 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 13

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

6.00 13.71 ng 2842810 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 83
4 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 81
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 72

Abundance Scan 623 (6.001 min): BF107677.D ( 615) (-) m/z 55.00 100.00%
54.0 .0
5000
41.0 69.1
| 8L1 1111 1261 5.60 5.80 6.00 6.20 6.40
Obrrprrrr prrrr el i el bt el e ke | M/Z 97.05 96 45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55.0 971.0
5000
410 5.60 5.80 6.00 6.20 6.40
20,0 ‘ 690 610 126.0 m/z 41.00 27 .27%
0'W'”'P'dh“'L””'PhLI”JW”'W'“'P'”I“?ﬁ%R'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
560 5.80 6.00 6.20 6.40
5000 m/z 69.10 24 . 44%
41.0 69.0 126.0
27.0 81.0
0'W'”'P'ml“'WN”'PWLI””W”'Wh“'P'JI“?ﬁ%R'P'”I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t) e m ma e e
55.0 97.0 5.60 5.80 6.00 6.20 6.40
m/z 56.00 16.80%
5000
41.0 69.0 126.0
0 "|%4 p'l"%?l?"'hl“"|"'l'|"”'|"'§ﬁ'?"|"'ll" iﬁ% 9"|""|"" SRR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 20

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

6.13 8.13 ng 1685600 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlbicvclol4.2.0loctane 124 C9H16 1000210-90-2 58
2 Cvclohexanepropanol- 142 C9H180 001124-63-6 53
3 2-Cvclohexen-1-one. 4.5-dimethvl- 124 C8H120 005715-25-3 47
4 Cvclohexaneethanol 128 C8H160 004442-79-9 47
5 Octahydropentalen-1-ol 126 C8H140 037465-25-1 38

Abundance Scan 645 (6.131 min): BF107677 D (-643) (-) m/z 67.00 100.00%
67.0 82
55.0
5000
41.0 96.1
| I |I || 0911201 580 6.00 6.20 6.40
0..,....,....,....,....,':...,..'!.,...'.; SNMDPHE NSNS m/z 82.10 95.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10678: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
5000 54.0
41.0 5.80 6.00 6.20 6.40
27.0 m/z 81.10 71.58%
' | | | | B0 1000 1240
0'w'“'w'lh”'w'“'wt“l“’h'“”iL” BABINARNS RARSN SRS RaL
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #19966: Cyclohexanepropanol-
53.0 82.0
67.0 96.0
410 5.80 6.00 6.20 6.40
5000 : m/z 55.00 66.70%
29.0
b0 Al L om0 s20
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10552: 2-Cyclohexen-1-one, 4,5-dimethyl- A BARRAEEEEE
82.0 5.80 6.00 6.20 6.40
m/z 83.10 51.09%
5000 54.0 124.0
41.0 67.0 96.0
‘ ‘ ‘ 109.0
O e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octane, 2,6-dimethyl- Concentration Rank 2

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

6.21 50.52 ng 10475300 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 86
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 80
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59

Abundance Scan 658 (6.207 min): BF107677.D (-654) (-) m/z 57.05 100.00%
57.0
5000 43.0 1
85.1 1131 5.80 6.00 6.20 6.40 6.60
Obrrrrrrr i el et e et oG e e e et | m/z 71.10  50.67%
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
5.80 6.00 6.20 6.40 6.60
290 650 113.0 m/z 43.00 46.21%
ol 150 | ] , 97.0 I| 127.0 142.0
iz 15 % % 5 G o B 9 160 10 10 150 14
Abundance #19185: Octane, 3,6-dimethyl-
57.0
710 5.80 6.00 6.20 6.40 6.60
5000 43.0 m/z 41.00 33.52%
29.0
113.0
0 | A, .l 80 990 | 127.0 142.0
mze> 10 20 3 4 5 85 70 8 % 150 10 130 130 140
Abundance #19171: Nonane, 3-methyl- R EREamassE TS
57.0 5.80 6.00 6.20 6.40 6.60
m/z 56.00 30.68%
43.0 110
5000 '
29.0
0 | s 1, ‘ 85.0 98.0 11ﬁo 127.0 142.0
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 580 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptane, 3-ethyl-2-methyl- Concentration Rank 18

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

6.27 10.25 ng 2125410 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
2 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 38
3 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 25
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 9
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 9

Abundance Scan 669 (6.272 min): BF107677.D (-666) (-) m/z 57.05 100.00%
571.0
5000 43.0
98.1
711 851 6.00 6.20 6.40 6.60
0..,....,....-,|:...,..!:,....,-'....,..'..,....-,....1,1.3.'.1.,....,...?‘,‘.2;1..,. m/z 43.00 36.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19221: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
6.00 6.20 6.40 6.60
98.0 m/z 98.10 25.13%
29.0 710 g
0 | 1Ll ||| | ) |. 113.0 142.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19229: Hexane, 3-ethyl-2,5-dimethyl-
57.0
43.0 6.00 6.20 6.40 6.60
5000 ' m/z 41.00 17.13%
29.0 71.0
b T L L T ss0 %89 1450 1420
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #48890: Decane, 2,5,9-trimethyl- i e e
57.0 6.00 6.20 6.40 6.60
m/z 56.00 6.10%
5000 43.0
71.0
| 850 99.0 113.0
O e e e o IR RN AR R R
m/z--> 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\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Isobutyl nonyl carbonate Concentration Rank 10

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

6.41 20.02 ng 4151310 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl nonvl carbonate 244 C14H2803 959311-27-4 72
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
3 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 50
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 47
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 46

Abundance Scan 692 (6.407 min): BF107677.D (-687) (-) m/z 57.00 100.00%
.0

5000

6.00 6.20 6.40 6.60 6.80

(o} m/z 43.00 61.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #97340: Isobutyl nonyl carbonate
57.0

5000

41.0 600 6.20 640 6.60 6.80
29.0 m/z 41.00 40.12%
o] NS | NP ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7642: Hexane, 2,4-dimethyl-
43.0 570
e ARE REERE T
85.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 56.00 29.02%
29.0 71.0
150 | (L | L 990 1140
e /WS S| NN e U SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28443: Octane, 2,5,6-trimethyl- R B e
57.0 6.00 6.20 6.40 6.60 6.80
m/z 55.00 28.17%
5000 43.0
29.0 70.0 85.0
0 A \ ‘ I 990 1120 127.0 156.0
e e e e e e e e e e e T EEEEEREREEE TS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 600 6.20 640 6.60 6.80

8270-BF072018.M Thu Jul 26 14:52:50 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Nonane, 4-methyl- Concentration Rank 14

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

6.47 12.17 ng 2523200 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 78
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 64
3 Dodecane. 6-methvl- 184 C13H28 006044-71-9 53
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 53
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50

Abundance Scan 703 (6.472 min): BF107677.D (-699) (-) m/z 57.05 100.00%
57.0
5000
43.1 711
‘ sed 620 640 6.60 680
o NN T R - - £ % m/z 71.10 34.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance ) #19173: Nonane, 4-methyl-
430 °10
5000
71.0 6.20 6.40 6.60 6.80
290 98.0 m/z 43.10 33.33%
ol | | 112.0127.0 142.0
m/z--> 20 40 ' 80 100 120 140 160 180
Abundance #19208. Heptane, 2,3,4-trimethyl-
43.0 57.0
620 640 6.60 680
5000 1.0 m/z 70.10 29.12%
29.0
0 Ll ! | 85.0 9%0
LA AL S LU FURLELELA DAL BN SURLELELE UURLELEL SUR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl- B A B
57.0 6.20 6.40 6.60 6.80

m/z 41.00 20.08%

5000 43.0
71.0

29.0

98.0
i ‘w - 7120456 0140.0 155.0169.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, l-ethyl-3-methyl- Concentration Rank 3

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

6.50 49.52 ng 10269500 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 87
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
5 Mesitylene 120 C9H12 000108-67-8 87

Abundance Scan 708 (6.501 min): BF107677.D (-705) (-) m/z 105.10 100.00%
106.1
5000
570 120.1
41.0 69 1
6.20 6.40 6.60 6.80
o..,....,....,....',|.|... '-“| il prQ' . ':..=~,.'.-!.,..-.'.-,-..'..,..1.‘.‘?..2..,. m/z 120.10  33.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 57.05 23.99%
ﬁozmiﬁoﬂo @on 91.0 )
miz> 10 20 30 40 % 6 70 8 90 10 110 130 1% 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
620 640 6.60 6.80
5000 m/z 41.05 17.93%
120.0
150 27.0 390 510 650 770 90 |
iz 1o % 3 b 5 6 b 8 60 180 110 110 1% 140
Abundance #9420: Benzene, 1,2,4-trimethyl- A ma R
105.0 6.20 6.40 6.60 6.80
m/z 43.05 16.51%
120.0
5000
27.0 51.0 770 910
0 "|""|"”'|"ﬁq P‘"I*"*I??'?I"'NI'"'”""IJ'l'l""“""l""l""l' RN SRR SRR R
m/z--> 10 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\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Nonane, 3-methyl- Concentration Rank 11

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

6.56 17.87 ng 3704990 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
3 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 72
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 64
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 64

Abundance Scan 718 (6.560 min): BF107677.D (-716) (-) m/z 57.10 100.00%
57.1
71.1
5000 431
112.1 L0 a0 fR0 ARA
85.1 6.20 6.40 6.60 6.80
0 ...,....I,‘-...'!,....,:'...,..!'.,1.27.?.1‘,‘2.1...,....,. m/z 71.10 62.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19171: Nonane, 3-methyl-
57.0
43.0
5000 1.0
6.20 6.40 6.60 6.80
29.0 m/z 43.10 39.72%
ol . ) 850 120 15701420
m/z--> 20 40 60 éo 100 120 140 160 180
Abundance #19198: Octane, 3,6-dimethyl-
57.0
710 AR RS SRR
6.20 6.40 6.60 6.80
m/ 56.00 32.57%
5000 430 z (
29.0 113.0
miz--> 20 40 60 8'0 o 1o wo 1o 18
Abundance #63704: 2-Ethylhexyl mercaptoacetate A e
57.0 6.20 6.40 6.60 6.80
110 m/z 41.00 30.50%
43.0 '
5000
29.0 ‘ 112.0
o150 (| || L, o0 129.0 145.0 161.0175.0
m/z--> 20 40 60 80 1c')o 120 140 160 180 620 640 660 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, l-ethyl-2-methyl- Concentration Rank 9

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

6.67 20.99 ng 4352310 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 737 (6.672 min): BF107677.D (-731) (-) m/z 105.10 100.00%
105.1
5000
120.1
55.0 77.0 91.0
390 i 2 ‘ 140.2 6.40 6.60 6.80 7.00
Ot e e et e e e e e e e e m/z 120.10 30.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00

m/ 55.00 11.84Y%
27.0 390 510 g5 770 910 z b

Ot e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene
105.0
R I
120.0 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.43%
150 270 390 510 es0 710 N0 | |
R B R A L s o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9430: Benzene, 1-ethyl-4-methyl- e S AL B e
105.0 6.40 6.60 6.80 7.00
m/z 91.00 11.14%
5000
120.0
150 27.0 39.0 510 %OTW %0 )
T e e e e e e
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\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclohexane, l1-methyl-2-pro... Concentration Rank 12

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

6.72 15.06 ng 3122070 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 81
2 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 64
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 59
4 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 59
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 58

Abundance Scan 745 (6.719 min): BF107677.D (-740) (-) m/z 55.00 100.00%
58.0 97.1
5000
41.0 69.1 83.1
B e o ST
140.2 6.40 6.60 6.80 7.00
112.1
0...,....,....,....',!'...,.':“.,...'. 1241 152.2 m/z 97.10 91.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18038: Cyclohexane, 1-methyl-2-propyl-
58.0 97.0
5000
6.40 6.60 6.80 7.00
41.0 69.0 m/z 83.10 28.00%
0 2.9.0 | ..|| |.|| 8|3|.'0 [| 111.0 125.0 14?'0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
58.0 69.0
or.0 SRR SRR SR
6.40 6.60 6.80 7.00
m/z 41.00 27 .44Y%
5000 410 (
84.0
27.0 140.0
0"W"”I”J“"”“A"V“hl'”“ﬁ”'ﬁw'”l”ll"%iﬁf'}?§§h"ﬁ'”'l”'ﬁ"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis- I EEEEEEEEEEE e
58.0 97.0 6.40 6.60 6.80 7.00
m/z 69.10 25.33%
5000 41.0
270 112.0
: 69.0
83.0
0'“ﬁ%%“ﬂm““uh“ﬁhh'wﬂ““lm“'Jl'“w“'WH“v'HVHw'HWH SRR SRR S
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\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.75 Concentration Rank 7

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

6.75 23.32 ng 4835620 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 750 (6.748 min): BF107677.D (-748) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1

400 540 | 6.40 6.60 6.80 7.00
....,...:::...,::..,::..',..l:.,??;?,..]'.,.'?9?'.1...,....,...,...??.2;?.,. m/z 68.10 37.45%

m/z--> 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 e e e e
6.40 6.60 6.80 7.00

m/z 134.00 33.14%

o

31.0 51.0
o | I “ 1 : I
R L B o o o e R R RS R o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.97%
41.0 97.0
‘ 53.0 117.0
79.0
0 “u‘ \\‘\ m‘m‘ L1l L ‘\ If
L O o L R e R RS R o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 96.10 20.50%
5000
33.0 44.0 0.0 105.0
o |osso 1”860 | “ ‘
O T T e e e e e e T I N  RERRERE RS
m/z--> 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\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Benzene, 1,2,3-trimethyl- Concentration Rank 1

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

6.81 93.23 ng 19332400 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 760 (6.807 min): BF107677.D (-756) (-) m/z 105.10 100.00%
105.1
57.0
5000 43.0 120.1
71.1
| K 85|'1 | 22 6.40 6.60 6.80 7.00 7.20
Obrrrrrrr e ettt b il et eS| m/z 57.05  55.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 I IR RN UL R
6.40 6.60 6.80 7.00 7.20
m/z 120.10 46.20%
ol 150 27.0 330 510 es0 17 94O |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 43.05 44 .61%
27.0 51.0 770 910
0 "|""|"”'|"ﬁq 9"I*"*I??'?I'"lu""IM"'I'“l'I"““h“"'I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene B EARERae s
105.0 6.40 6.60 6.80 7.00 7.20
m/z 41.05 22.02%
120.0
5000
27.0 390 510 g50 /70 910
R R R RS R R R R R T R e e R ARE REEEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF072518\
Data File : BF107677.D

Aca On 26 Jul 2018 1:27

Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Cyclohexane, butyl- Concentration Rank 6

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

7.12 26.05 ng 5402810 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 87
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 81
3 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 74
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

Abundance Scan 813 (7.119 min): BF107677.D (-810) (-) m/z 83.10 100.00%
55.0 83.1
5000 41.0
i 1111 12721402 ‘650 70 720 740
97.1 7 - ' : : : :
ol ..,....','|...' i 242 Thzz 55.00 85.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 S L UL
410 6.80 7.00 7.20 7.40
' 140.0 m/z 82.10 55.41%
O L Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0 680 7.00 7.20 7.40
5000 m/z 57.10 44 _43%
41.0
69.0 154.0
oLy Tl 9T0amtonzeo  TIT
m/z--> 20 40 60 80 100 120 140 160
Abundance #18026: Cyclohexane, (2-methylpropyl)- B e
55.0 3.0 6.80 7.00 7.20 7.40
m/z 41.00 42 _.36%
41.0
5000
97.0
27.0 ‘ 69.0 ‘ 140.0
0 "1"1"()|'U"‘i“"'”"|"l“''|‘l"l |'¥1?p%2?9"| U SN A U UL
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

A F\DATA\BF072518\

Data Path : Z:\SVOASRV\HPCHEM1\BN
Data File : BF107677.D

Aca On 26 Jul 2018 1:27
Operator : JU/SJ

Sample : J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Benzene, 1l-methyl-3-propyl-

Concentration Rank 4

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

7.25 39.77 ng 8247210 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 70
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 64
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 64
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 52
5 2-Indanol 134 C9H100 004254-29-9 52

Abundance Scan 835 (7.248 min): BF107677.D (-829) (-) m/z 105.10 100.00%
105.1
5000 57.0
43.0 134.1
|| i 69|'1 8‘h'1 | 1101 | 1542 7.00 7.20 7.40 7.60
Obreprrrrprrrr ettt et e M L S Tm/z 57.05  41.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105.0
5000 R UL UL IR
7.00 7.20 7.40 7.60
134.0 m/z 134.10 26.64%
27.0 39.0 510 650 77.0 910 119.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14855: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 43.05 24 .23%

15.0 27.0 39.0 5.0 65.0 /70 910

134.0
| 119.0

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150 160

Abundance

5000

#14857: Benzene, 1-methyl
10

77.0 91.0
15.0 27.0 39.0 5;.0 6§.O I ‘

| 117.0

-4-propyl-
5.0

D,

134.0

7.00 7.20 7.40 7.60

m/z 69.10 19.79%

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

8270-BF072018.M Thu Jul 26 14:52:55 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107677.D

Acq On : 26 Jul 2018 1:27

Operator : JU/SJ

Sample - J4138-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 5.20 11.9 ng 2459170 1 6.98 4147300 20.0
Nonane, 4-ethyl-5_.. 5.38 8.4 ng 1749140 1 6.98 4147300 20.0
Cyclopentane, 1-m... 5.74 10.3 ng 2136780 1 6.98 4147300 20.0
Nonane 5.88 35.5 ng 7353980 1 6.98 4147300 20.0
cis-1-Ethyl-3-met... 6.00 13.7 ng 2842810 1 6.98 4147300 20.0
7-Methylbicyclo[4... 6.13 8.1 ng 1685600 1 6.98 4147300 20.0
Octane, 2,6-dimet... 6.21 50.5 ng 10475300 1 6.98 4147300 20.0
Heptane, 3-ethyl-_.. 6.27 10.3 ng 2125410 1 6.98 4147300 20.0
Isobutyl nonyl ca... 6.41 20.0 ng 4151310 1 6.98 4147300 20.0
Nonane, 4-methyl- 6.47 12.2 ng 2523200 1 6.98 4147300 20.0
Benzene, l-ethyl-_.. 6.50 49.5 ng 10269500 1 6.98 4147300 20.0
Nonane, 3-methyl- 6.56 17.9 ng 3704990 1 6.98 4147300 20.0
Benzene, l-ethyl-_._. 6.67 21.0 ng 4352310 1 6.98 4147300 20.0
Cyclohexane, 1-me... 6.72 15.1 ng 3122070 1 6.98 4147300 20.0
unknown6.75 6.75 23.3 ng 4835620 1 6.98 4147300 20.0
Benzene, 1,2,3-tr... 6.81 93.2 ng 19332400 1 6.98 4147300 20.0
Cyclohexane, butyl- 7.12 26.1 ng 5402810 1 6.98 4147300 20.0

1

Benzene, 1-methyl. .. 7.25 39.8 ng 8247210 6.98 4147300 20.0
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