LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF062717\

Data File : BF096229.D

Acq On : 27 Jun 2017 21:17 Instrument :
Operator : SJ/MA BNA_F

Sample - 13898-01 ClientSampleld :
Misc : A6987MDW

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.434 54 59 65 rBY 622679 1021553 2.74% 0.426%
2 3.681 265 271 275 rVvv2 272823 572427 1.53% 0.239%
3 3.740 275 281 289 rVvv 2251282 4191177 11.22% 1.747%
4 4.381 385 390 399 rBvV3 282098 516302 1.38% 0.215%
5 4.734 442 450 459 rBv 983608 1790567 4_79% 0.746%
6 4.822 459 465 470 rvv3 220211 459011 1.23% 0.191%
7 4.969 485 490 496 rBV3 258295 491932 1.32% 0.205%
8 5.034 496 501 507 rBV 1132848 1839332 4.92% 0.767%
9 5.146 516 520 524 rBVY 561843 878828 2.35% 0.366%
10 5.251 533 538 544 rBV 3283734 4698170 12.58% 1.958%

11 5.304 544 547 551 rVB2 384166 621390 1.66% 0.259%
12 5.363 552 557 558 rBV 4209940 5140199 13.76% 2.143%
13 5.551 586 589 594 rvv3 327776 659549 1.77% 0.275%
14 5.657 594 607 611 rvv2 10347503 37351076 100.00% 15.569%
15 5.704 612 615 622 rVB 2990503 2766290 7.41% 1.153%

16 5.781 625 628 630 rBv 434941 461700 1.24% 0.192%
17 5.816 631 634 637 rVB 749687 769267 2.06% 0.321%
18 5.863 637 642 648 rBV6 523340 1037788 2.78% 0.433%
19 5.951 653 657 661 rvB2 1078305 1263256 3.38% 0.527%
20 5.998 661 665 670 rBv3 341630 596480 1.60% 0.249%

21 6.045 670 673 679 rBv2 2065889 2603781 6.97% 1.085%
22 6.104 679 683 685 rBvV 486107 526662 1.41% 0.220%
23 6.193 693 698 701 rvB 1510590 1629168 4._36% 0.679%
24 6.245 702 707 710 rBV2 1009277 1396651 3.74% 0.582%
25 6.298 710 716 718 rBV 3211322 4227676 11.32% 1.762%

26 6.322 718 720 723 rVB3 1799766 2023507 5.42% 0.843%
27 6.393 729 732 734 rBV 2440397 2941767 7.88% 1.226%
28 6.428 734 738 743 rVV3 2864090 4584605 12.27% 1.911%
29 6.475 743 746 747 rVV 1487519 1389976 3.72% 0.579%
30 6.516 747 753 756 rvv2 8849176 15530754 41.58% 6.474%

31 6.557 756 760 762 rvv2 4031573 4130371 11.06% 1.722%
32 6.575 762 763 765 rvV 782897 625817 1.68% 0.261%
33 6.622 768 771 772 rVV 3938974 3587465 9.60% 1.495%
34 6.640 772 774 780 rVB 5912685 5988836 16.03% 2.496%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF062717\

Data File : BF096229.D

Acq On : 27 Jun 2017 21:17 Instrument :
Operator : SJ/MA BNA_F

Sample - 13898-01 ClientSampleld :
Misc : A6987MDW

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.745 787 792 794 rBV3 1091133 1509424 4._.04% 0.629%

36 6.787 797 799 802 rBV2 1411411 1112786 2.98% 0.464%
37 6.822 802 805 807 rBv2 3558107 3269918 8.75% 1.363%
38 6.857 807 811 815 rBV3 3431553 4605938 12.33% 1.920%
39 6.916 818 821 822 rBV3 1985743 2196694 5.88% 0.916%
40 6.945 822 826 829 rVvB2 2923396 4077494 10.92% 1.700%

41 7.045 836 843 844 rBV5 1786220 2864169 7.67% 1.194%
42 7.075 844 848 851 rvv2 4632503 7136045 19.11% 2.975%
43 7.116 851 855 858 rvv2 5458825 7478270 20.02% 3.117%
44 7.145 858 860 864 rvv 3031792 3545982 9.49% 1.478%
45 7.192 864 868 874 rvv3 5086612 8017959 21.47% 3.342%

46 7.240 874 876 877 rVvV 941057 808398 2.16% 0.337%
47 7.263 877 880 882 rvv2 2688668 3098591 8.30% 1.292%
48 7.287 882 884 888 rvB 2488622 2232677 5.98% 0.931%
49 7.334 888 892 896 rBV3 7226577 12003405 32.14% 5.003%
50 7.369 896 898 901 rvv3 2988888 3752107 10.05% 1.564%

51 7.404 901 904 908 rVvB 4959405 5076159 13.59% 2.116%
52 7.451 908 912 915 rBV3 2746218 3201138 8.57% 1.334%
53 7.481 915 917 920 rVB 1856201 1445833 3.87% 0.603%
54 7.522 920 924 928 rBV2 2726815 3563503 9.54% 1.485%
55 7.569 929 932 934 rBV2 2149239 2281530 6.11% 0.951%

56 7.598 934 937 942 rVB2 4461467 6004709 16.08% 2.503%
57 7.645 943 945 949 rVB5 1322207 1444270 3.87% 0.602%
58 7.681 949 951 953 rBV2 949275 927130 2.48% 0.386%
59 7.704 953 955 957 rBVv2 1282268 1103422 2.95% 0.460%
60 7.745 958 962 964 rBV4 1904136 2275668 6.09% 0.949%

61 7.816 969 974 976 rBV3 2890576 4118822 11.03% 1.717%
62 7.892 983 987 992 rBV2 3473660 5877521 15.74% 2.450%
63 8.069 1014 1017 1019 rBV2 2492821 3069588 8.22% 1.280%
64 8.445 1078 1081 1082 rVB 1652095 1352546 3.62% 0.564%
65 8.469 1082 1085 1090 rBV3 2164702 3862596 10.34% 1.610%

66 8.628 1106 1112 1118 rBV2 1950245 6525875 17.47% 2.720%
67 10.375 1407 1409 1410 rBV2 2159517 1749875 4.68% 0.729%

Sum of corrected areas: 239903372
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096229.D
1.2e+07
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1e+07 6.52 7.33
8000000
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T e A A :
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF096229.D
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-
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF096229.D
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Nonane Concentration Rank 16

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

5.70 49.72 ng 2766290 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 83
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
3 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 64
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 614 (5.698 min): BF096229.D (-612) (-) m/z 43.05 100.00%
43 5
5000
o & 540 5.60 5.80 6.00
99 : : : :
o..,....,....',!:'..,..'I:,....l|....,.:|..,....-,....1,?.2..,..1.??....1,4.1...,...1?,9..., m/z 57.10 78.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12664: Nonane
3 o
5000
540 5.60 5.80 6.00
29 71 8 m/z 41.00 39.12%
|M|‘|‘|‘||‘|“|g‘?l|1%|8||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
540 560 580 6.00
5000 m/z 85.10 20.24%
84
27 57 7

99 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #97056: Oxalic acid, isohexyl pentyl ester
43 5.40 5.60 5.80 6.00
m/z 56.05 17.17%
5000
56 7 85
29
Ll H‘\ “‘ 97 115 129 161
B B L e L L A B o R R R R R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.40 5.60 5.80 6.00

8270-BF062717.M Thu Jun 29 20:21:43 2017 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown6.05 Concentration Rank 17

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

6.05 46.80 ng 2603780 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 27
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 27
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 27
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 25

Abundance Scan 674 (6.051 min): BF096229.D (-670) (-) m/z 57.10 100.00%
q7
43 83
5000 [
‘ o7 113 126 5.80 6.00 6.20 6.40
..,....,..3.6.|i!..ﬁ".l!.:,?ﬁ‘.':','::..,.!'..,..:|:,1.9‘.‘.,:'...,...'.,...1.3,9....,. m/z 55.00 88.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19194: Octane, 2,6-dimethyl-
57
43
5000 71 IR RSN RSN LR
5.80 6.00 6.20 6.40
m/z 43.10 67.47%
27 a5 113
e 380 SO, 78 D 98 AT 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 5.80 6.00 6.20 6.40
5000 43 m/z 83.05 61.74%
29
113
36, . 50 85 g9 127 142
Wmmmwrwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #48892: Decane, 2,6,7-trimethyl-
57 5.80 6.00 6.20 6.40
m/z 41.00 60.32%
43
5000 71

Ll s e w2

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Decane, 2,5,6-trimethyl- Concentration Rank 9

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

6.30 75.98 ng 4227680 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
2 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64
3 Octane, 3-methyl- 128 C9H20 002216-33-3 59
4 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 53

Abundance Scan 716 (6.298 min): BF096229.D (-710) (-) m/z 57.05 100.00%
57
5000 43
| 71
85 o3 6.00 6.20 6.40 6.60
112 129 141
A e B m/z 43.10 45.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48889: Decane, 2,5,6-trimethyl-
57
43
5000
6.00 6.20 6.40 6.60
noog, m/z 56.05 25.01%
"|'“'|"'ﬁl"'|'mll'"wk"'lAt'l"ﬂﬁ""%ﬁg'l'}?z""|“'%?9'“|"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
600 620 6.40 6.60
5000 43 m/z 41.10 23.96%
29 70 85
9 117 127 156
mmﬂmmmﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12677: Octane, 3-methyl- e AN REma B
57 6.00 6.20 6.40 6.60
m/z 71.10 20.91%
5000 43
29
98
\‘ |t e O m3 128

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 _alpha.-Methylstyrene Concentration Rank 2

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

6.52 279.13 ng 15530800 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Methylstyrene 118 C9H10 000098-83-9 95
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 53
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 50
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 49
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 43

Abundance Scan 754 (6.522 min): BF096229.D (-747) (-) m/z 118.10 100.00%
118
103
5000
78
39 51 91 NP AR SRR "AI
63 138 179 6.20 6.40 6.60 6.80
01 R B S m/z 117.10 82_.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8965: .alpha.-Methylstyrene
118
5000 103
78 6.20 6.40 6.60 6.80
91 m/z 103.10 54 _45Y%
39 51
s 2% e | T
miz--> 20 40 60 80 100 120 140 160 180
Abundance
118
6.20 6.40 6.60 6.80
5000 m/z 78.05 31.13%
91
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8984 Bicyclo[4.2.0]octa-1,3,5-triene, 3-methyl-
118 6.20 6.40 6.60 6.80
m/z 115.05 30.99%
5000 o1
39
o7 ‘ 51 g3 47 103 ‘
|||||‘| : |‘i‘| |“l‘|‘|“i‘| |“i“|||“l : I\‘I — l‘l e T
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown6.56 Concentration Rank 11

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

6.56 74.23 ng 4130370 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 760 (6.557 min): BF096229.D (-756) (-) m/z 132.00 100.00%
5000 68
40 || o - 620 640 660 680
SR el SN S A NN AL m/z 68.10 41.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67
o7 6.20 6.40 6.60 6.80
117 m/z 134.00 32.06%
||||||||||||| s B B e
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
132
69 6.20 6.40 6.60 6.80
104
5000 m/z 66.00 27.08%
31 51
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 14.78%
5000
104
14 27 39 S1 ﬁe 89 | 115 ‘
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 13

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

6.62 64 .48 ng 3587470 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 771 (6.622 min): BF096229.D (-768) (-) m/z 105.05 100.00%
105
5000 120
39 51 g5 1/ 91 6.20 6.40 6.60 6.80 7.00
Obrr e 142154 224 1 7510010 46.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80 7.00
27 m/z 119.10 13.10%
15 27 3\9 51 6\5 L 9\1 Ll !
m/z--> 20 40 eb 80 100 150 140 160 180 200 220
Abundance
105
120 6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.76%
27 40 51 65 7 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80 7.00
m/z 91.10 9.92%
120
5000

39 51 77 91
15 27 65 L | Al

m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\
Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

Sample - 13898-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Decane Concentration Rank 5

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

6.64 107.64 ng 5988840 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 83
2 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
4 Nonane 128 C9H20 000111-84-2 72
5 Octane 114 C8H18 000111-65-9 72

Abundance Scan 774 (6.640 min): BF096229.D (-772) (-) m/z 43.10 100.00%
a3
5000
71
111 6.40 6.60 6.80 7.00
o...w,l.!.l.--, S2er 28 . m/z 57.10 97.85%
m/z--> 50 100 150 200 250 300 350
Abundance #19157: Decane
43
5000 URRBE LRSS S LR
71 6.40 6.60 6.80 7.00
‘ m/z 41.05 41.20%
e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 640 6.60 6.80 7.00
5000 m/z 71.10 35.31%
85
29
113135155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57 6.40 6.60 6.80 7.00
m/z 85.10 20.82%
5000
85
} ‘ | J (113 141 183 211 253 281
m/z--> 50 100 150 200 250 300 350 ' 6.40 6.60 6.80 7.00

8270-BF062717.M Thu Jun 29 20:21:48 2017

A6987MDW

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1-Hexanol, 2-ethyl- Concentration Rank 8

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

6.86 82.78 ng 4605940 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
2 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
3 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 47
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 47
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 47

Abundance Scan 811 (6.857 min): BF096229.D (-807) (-) m/z 57.10 100.00%
5000 43
105
70 83 120 U R R R
6.60 6.80 7.00 7.20
S i I, .~,-|: o5 | 189 154 168 | nso 43,10 44.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 L U R I A
- 6.60 6.80 7.00 7.20
70 83 m/z 41.05 42 _03%
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
660 680 7.00 7.20
5000 m/z 55.00 34.27%
41
70
98
5 % 83 119 131 143 161
miz--> 20 40 60 80 100 120 140 160
Abundance #72872: Heptane, 1,1'-oxybis- B O AR
57 6.60 6.80 7.00 7.20
m/z 105.10 30.83%
5000
43 70
29 ‘ ‘ 98
Cas W s iaorir 135 us  am
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20

8270-BF062717.M Thu Jun 29 20:21:49 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Limonene Concentration Rank 20

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

6.92 39.48 ng 2196690 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Limonene 136 C10H16 000138-86-3 91
2 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 87
3 D-Limonene 136 C10H16 005989-27-5 87
4 Cyclohexene, 1l-methyl-4-(1-methy... 136 C10H16 005989-54-8 81
5 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C10H16 003760-14-3 76

Abundance Scan 822 (6.922 min): BF096229.D (-818) (-) m/z 57.10 100.00%
43 97
71
5000 \,A
'6.60 680 7.00 7.0
0! m/z 43.10 86.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15668: Limonene
68
39 93
5000 SRR RN SRR R
27 53 9 6.60 6.80 7.00 7.00
107 121 136 m/z 71.10 71.50%
|"l""lh' .“l“. I\I‘HI Al I" A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68
6.60 6.80 7.00 7.20
5000 93 m/z 79.05 58.11%
28 41 53 79 107 121 136
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene L B
68 6.60 6.80 7.00 7.20
93 m/z 85.10 49.20%
5000 79
121
a1 53 ‘ 107 ‘ 136
'P"'I""I'"I""I"”I""I"”I""I"”I%qz' SRR S SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

8270-BF062717.M Thu Jun 29 20:21:49 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Benzene, 1,3-diethyl- Concentration Rank 15

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

7.05 51.48 ng 2864170 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 90
3 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 74
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64

Abundance Scan 844 (7.051 min): BF096229.D (-836) (-) m/z 57.05 100.00%
105119
5000 41
70 g5 134
6.80 7.00 7.20 7.40
155 174 229 252 m/z 119.10 62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14843: Benzene, 1,3-diethyl-
105119
5000 134
6.80 7.00 7.20 7.40
27 g 77 91 m/z 105.10 60.75%
...,.‘.‘..‘,‘..“.‘.ﬁﬂ..“‘,..‘..,‘l‘..‘.‘l...‘.,....,.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105,14
6.80 7.00 7.20 7.40
5000 o1 134 m/z 41.00 43.40%
77
15 P 63
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14841: Benzene, 1,4- dlethyl L L L L L L B
105119 6.80 7.00 7.20 7.40
m/z 43.05 41.67%
5000 134
91
na ||
~-w“~T~ﬂw-~JV-~|“-W-~ﬂw-~|~---~---~|~-w-~-| U ISR R L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40

8270-BF062717.M Thu Jun 29 20:21:50 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\
Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

Sample - 13898-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Benzene, 1l-methyl-4-propyl- Concentration Rank 4

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

7.07 128.26 ng 7136050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 60
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 60
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 53
4 2-Tolyloxirane 134 C9H100 002783-26-8 43
5 2-Indanol 134 C9H100 004254-29-9 35

Abundance Scan 847 (7.069 min): BF096229.D (-844) (-) m/z 105.10 100.00%
105
5000
134
77 91 6.80 7.00 7.20 7.40
39 56
Ol et B ASA16S 229 1 o7 134,100 24.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14854: Benzene, 1-methyl-4-propyl-
105
5000
6.80 7.00 7.20 7.40
134 m/z 106.10 14 .13%
15 27 39 51 65 /7 91 | 119
m/z--> 20 45 60 80 160 120 150 160 180 200 220
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 77.00 10.59%
134
1527395 65 /7 9 119
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14862: Benzene, 1-methyl-2-propyl-
105 6.80 7.00 7.20 7.40
m/z 91.05 9.03%
5000
134
fl | )
m/z--> 25 45 éo 85 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40

8270-BF062717.M Thu Jun 29 20:21:51 2017

A6987MDW

Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\
Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

Sample - 13898-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .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

16 Benzene, 2-ethyl-1,3-dimethyl-

Concentration Rank 3

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

7.12 134.41 ng 7478270 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 856 (7.122 min): BF096229.D (-851) (-) m/z 119.10 100.00%
119
91
5000 134
105
> 6.80 7.00 7.20 7.40
.,....,....',-..'..l,e'...l'....',i.'. 152 168 187 207 253 m/z 91.05 52.78%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
134 6.80 7.00 7.20 7.40
o1 m/z 134.10 46.43%
39 77
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
105119
6.80 7.00 7.20 7.40
5000 134 m/z 105.10 36.15%
91
77
39
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119 6.80 7.00 7.20 7.40
m/z 92.10 18.14%
5000
134
39 27 91105
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40

8270-BF062717.M Thu Jun 29 20:21:51 2017

A6987MDW

Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

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

7.26 55.69 ng 3098590 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 p-Cymene 134 C10H14 000099-87-6 93

Abundance Scan 879 (7.257 min): BF096229.D (-877) (-) m/z 119.10 100.00%
119
5000
134
7 ot 105 7.00 7.20 7.40 7.60
39 . . . .
el !|,-.'...'--,'..|..-,':|..'." 2 a2 2R 218 /7 134.10 32.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.00 7.20 7.40 7.60
m/z 91.10 18.44Y%
15 27 39 51 g5 77 9L 1?5 | |
| | | iy Ll ‘ Ll
m/z--> 20 40 60 85 100 120 150 160 180 200 220
Abundance
119
7.00 7.20 7.40 7.60
5000 m/z 57.10 14 .05%
134

27 39 51 g5 77 9 1085

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- R B e

119 7.00 7.20 7.40 7.60

m/z 56.05 12.97%
5000
91 134
77 105
51 65 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60

8270-BF062717.M Thu Jun 29 20:21:52 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .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 o0-Cymene Concentration Rank 19

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

7.29 40.13 ng 2232680 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 p-Cymene 134 C10H14 000099-87-6 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 885 (7.292 min): BF096229.D (-882) (-) m/z 119.10 100.00%
119
5000
97 7.00 7.20 7.40 7.60
77
obr 22 Ll | 251168 228 299 845 | Lz77134.10 29.42%
m/z--> 50 100 150 200 250 300
Abundance #14812: o-Cymene
119
5000
7.00 7.20 7.40 7.60
91 m/z 97.10 11.16%
.1%.“.1,.‘35...,..4L?
m/z--> 50 100 150 200 250 300
Abundance
119
700 720 740 7.60
5000 m/z 91.10 10.53%
91
15 41 65 136
m/z--> 50 100 150 200 250 300 '
Abundance #14807: p-Cymene
119 7.00 7.20 7.40 7.60
m/z 120.10 9.30%
5000
91
1 465, | 186
m/z--> 50 100 150 200 250 300 ' 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

a?ggle ; 13898-01 ABOB MO
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.40 91.23 ng 5076160 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Decane, 2-methyl- 156 C11H24 006975-98-0 80
3 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 72
4 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 903 (7.398 min): BF096229.D (-901) (-) m/z 57.10 100.00%
43 97
5000 71
T 7.00 7.20 7.40 7.60 7.80
112 : : : : :
Olrrrrrrprrredhes loriar 108 207 m/z 43.05 87.80%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48831: Tridecane
43 57
5000 & | I UL L

7.00 7.20 7.40 7.60 7.80
85 m/z 71.10 41.27%

Ly ‘ 99113127141155 184

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance
43 57
St
7.00 7.20 7.40 7.60 7.80
5000 1 m/z 41.10 40.76%
29 ° 113
2 99 77197141156
memﬁwwwwwwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116708: 1-lodo-2-methylnonane A e o
48 7.00 7.20 7.40 7.60 7.80
57 m/z 85.10 20.38%
5000 &
85
29
| ‘ || 99 127141455169 211 268
e maccd A & AN SN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\
Data File : BF096229.D

Acq On 27 Jun 2017 21:17

Operator : SJ/MA

Sample - 13898-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .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 Sulfurous acid, cyclohexylm... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.63 42 .52 ng 6525880 Naphthalene-d8 8.07

MW  MolForm

1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S
2 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S

1000309-22-4 59
1000309-22-7 53

3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 50
4 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 45
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 42
Abundance Scan 1112 (8.628 min): BF096229.D (-1106) (-) m/z 97.10 100.00%
97
55
NSRS AR SRR A
133 210 8.20 840 8.60 8.80 9.00
Y — .i,}. by 0T 162184 20 243 208 341 429 ConUeE 05 35.64%
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecyl ester
97
5000 o5 IREBELRERE SRR R
820 840 860 8.80 9.00
m/z 57.10 29.41%
Bl a2rass o ms
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance
97
820 840 860 880 9.00
5000 m/z 41.10 18.89%
55
"2?'| T '%%7'| BRI UL LA WU IS WU
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis- R e R B,
5 97 8.20 840 8.60 8.80 9.00
m/z 69.10 14.26%
5000 hAJA\“fﬂvfuf\/uf\v\d/vfx/r/’
o> 6 @ ik s e He He o di | |55 o ok ok ok
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF062717\

Data File : BF096229.D

Acq On : 27 Jun 2017 21:17 Instrument :
Operator : SJ/MA BNA_F

Sample - 13898-01 ClientSampleld :
Misc : A6987MDW

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

6.79 1112790 20.0
8.07 3069590 20.0

Tridecane 7.40 91.2 ng 5076160
Sulfurous acid, c... 8.63 42.5 ng 6525880

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Nonane 5.70 49.7 ng 2766290 1 6.79 1112790 20.0
unknown6 .05 6.05 46.8 ng 2603780 1 6.79 1112790 20.0
Decane, 2,5,6-tri... 6.30 76.0 ng 4227680 1 6.79 1112790 20.0
-alpha.-Methylsty. .. 6.52 279.1 ng 15530800 1 6.79 1112790 20.0
unknown6 .56 6.56 74.2 ng 4130370 1 6.79 1112790 20.0
Benzene, 1,2,3-tr... 6.62 64.5 ng 3587470 1 6.79 1112790 20.0
Decane 6.64 107.6 ng 5988840 1 6.79 1112790 20.0
1-Hexanol, 2-ethyl- 6.86 82.8 ng 4605940 1 6.79 1112790 20.0
Limonene 6.92 39.5 ng 2196690 1 6.79 1112790 20.0
Benzene, 1,3-diet... 7.05 51.5 ng 2864170 1 6.79 1112790 20.0
Benzene, 1l-methyl... 7.07 128.3 ng 7136050 1 6.79 1112790 20.0
Benzene, 2-ethyl-_._. 7.12 134.4 ng 7478270 1 6.79 1112790 20.0
Benzene, 2-ethyl-_._. 7.26 55.7 ng 3098590 1 6.79 1112790 20.0
o-Cymene 7.29 40.1 ng 2232680 1 6.79 1112790 20.0
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