LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.998 492 495 506 rBvV 110342 184066 2.63% 0.177%
2 5.410 562 565 583 rBY 941002 1527118 21.83% 1.467%
3 5.928 649 653 657 rvB2 74130 95687 1.37% 0.092%
4 6.016 663 668 672 rBv2 180816 253938 3.63% 0.244%
5 6.075 675 678 681 rvB 205535 175901 2.51% 0.169%
6 6.210 696 701 705 rBV 176314 233159 3.33% 0.224%
7 6.275 709 712 714 rVB 177010 156667 2.24% 0.150%
8 6.304 714 717 724 rBV3 258228 366390 5.24% 0.352%
9 6.363 724 727 730 rVVv 118179 91200 1.30% 0.088%
10 6.434 735 739 744 rBV 1049847 1461086 20.89% 1.404%

11 6.516 749 753 758 rBV5 223105 386569 5.53% 0.371%
12 6.563 758 761 766 rVB 1451968 1578542 22.56% 1.516%
13 6.610 766 769 772 rBV2 353471 402780 5.76% 0.387%
14 6.716 780 787 789 rBve 132761 301916 4._.32% 0.290%
15 6.739 789 791 793 rBV2 201454 195106 2.79% 0.187%

16 6.757 793 794 796 rBv2 102680 102188 1.46% 0.098%
17 6.792 796 800 804 rvB2 1560055 1550212 22.16% 1.489%
18 6.839 804 808 810 rvB3 239089 290911 4.16% 0.279%
19 6.892 810 817 819 rBV6 416580 702761 10.05% 0.675%
20 6.922 819 822 824 rBV 947185 867749 12.40% 0.834%

21 6.945 824 826 831 rVvB2 1027695 1235375 17.66% 1.187%
22 6.981 831 832 834 rVB 150303 81367 1.16% 0.078%
23 7.010 834 837 839 rBv2 423713 435578 6.23% 0.418%
24 7.051 839 844 847 rBV3 1141236 1523971 21.78% 1.464%
25 7.086 847 850 852 rBV 616306 512087 7.32% 0.492%

26 7.116 852 855 859 rvB3 711854 1003202 14.34% 0.964%
27 7.175 859 865 868 rBv3 1097182 1726232 24.68% 1.658%
28 7.204 868 870 875 rvB4 419808 551183 7.88% 0.529%
29 7.251 875 878 880 rBv2 449162 460831 6.59% 0.443%
30 7.275 880 882 884 rBvV 169102 155812 2.23% 0.150%

31 7.322 884 890 893 rBV2 1447640 2553247 36.50% 2.453%
32 7.363 893 897 898 rBv2 1126170 1307921 18.70% 1.256%
33 7.380 898 900 903 rvB 2045682 1825736 26.10% 1.754%
34 7.428 903 908 911 rBV6 1251964 2103758 30.07% 2.021%

8270-BF121417_.M Wed Dec 27 14:57:17 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.492 911 919 923 rBV4 1450776 3018497 43.15% 2.900%

36 7.533 923 926 928 rBv2 510922 550053 7.86% 0.528%
37 7.563 928 931 933 rBV2 1766639 1748081 24.99% 1.679%
38 7.586 933 935 938 rvB2 1531736 1591770 22.75% 1.529%
39 7.616 938 940 945 rvB2 579127 679394 9.71% 0.653%
40 7.686 945 0952 954 rBV4 2279543 3896822 55.70% 3.743%

41 7.751 959 963 966 rVB2 1744718 2297222 32.84% 2.207%
42 7.786 966 969 971 rBV2 1291254 1283178 18.34% 1.233%
43 7.816 971 974 979 rBV5 2362466 3104377 44.37% 2.982%
44 7.863 979 982 984 rVB2 1040784 724830 10.36% 0.696%
45 7.886 984 986 992 rVB5 1321465 1671493 23.89%% 1.606%

46 7.945 992 996 999 rBV2 1606381 2061874 29.47% 1.981%
47 7.975 999 1001 1003 rBV 594244 544568 7.78% 0.523%
48 8.010 1004 1007 1008 rBV3 921517 993311 14.20% 0.954%
49 8.028 1008 1010 1012 rVvV2 1065892 1263690 18.06% 1.214%
50 8.057 1012 1015 1020 rVvVe6 1722392 3606705 51.56% 3.465%

51 8.139 1024 1029 1031 rVvVv2 3505899 5361224 76.63% 5.150%
52 8.163 1031 1033 1036 rvv2 1233319 1395860 19.95% 1.341%
53 8.227 1040 1044 1046 rBV3 1135717 1560680 22.31% 1.499%
54 8.275 1050 1052 1055 rvB2 1152257 1254075 17.93% 1.205%
55 8.369 1062 1068 1074 rBV5 2646232 5637754 80.59% 5.416%

56 8.422 1074 1077 1080 rVvV3 1480388 1688904 24.14% 1.622%
57 8.457 1080 1083 1086 rvv2 1789035 2155462 30.81% 2.071%
58 8.504 1086 1091 1101 rVB3 3170954 6995806 100.00% 6.720%
59 8.586 1102 1105 1107 rBV3 1274583 1194832 17.08% 1.148%
60 8.616 1107 1110 1113 rBV3 762959 1023020 14.62% 0.983%

61 8.645 1113 1115 1117 rVB 712216 496694 7.10% 0.477%
62 8.675 1117 1120 1123 rBV4 1140739 1596493 22.82% 1.534%
63 8.769 1133 1136 1139 rVB4 2236809 2781274 39.76% 2.672%
64 8.804 1139 1142 1144 rBV3 1030206 1129171 16.14% 1.085%
65 8.904 1157 1159 1162 rVB3 1037452 820125 11.72% 0.788%

66 8.957 1165 1168 1170 rBV3 1430041 1915989 27.39%% 1.841%
67 9.039 1178 1182 1185 rBV2 1501024 2009008 28.72% 1.930%
68 9.080 1186 1189 1190 rVV 1275142 1396775 19.97% 1.342%
69 9.110 1190 1194 1200 rVvB2 2383039 3620961 51.76% 3.478%
70 9.245 1213 1217 1221 rBV3 1379252 2704528 38.66% 2.598%

71 9.439 1246 1250 1253 rBV 1204586 1926211 27.53% 1.850%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 104100957
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF122617\

BF101740.D

27 Dec 2017  3:20

SJ/Ju

17021-02 2X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.56 Concentration Rank 7

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

6.56 20.37 ng 1578540 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 761 (6.563 min): BF101740.D (-758) (-) m/z 132.00 100.00%
132
5000 68
96 SRS SRR R R
40 5y 78 06 6.20 6.40 6.60 6.80
01 e B m/z 68.05 41.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.32%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
—v—rv—v—v—v—rv—v—v—
6.20 6.40 6.60 6.80
5000 m/z 66.00 25.38%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.51%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. e N
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Cyclohexane, butyl- Concentration Rank 18

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

6.92 11.20 ng 867749 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
2 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 58
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 43

Abundance Scan 822 (6.922 min): BF101740.D (-819) (-) m/z 55.10 100.00%
3
41
5000 71
o 10 6.60 680 7.00 7.20
97 - - - -
o 63 e m/z 83.10 99.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17969: Cyclohexane, butyl-
83
55
5000
a1 6.60 6.80 7.00 7.20
67 140 m/z 57.10 78.31%
29
0"P%?W"'h"“IH'“I”lhI'“hw'“'fJ"I“?ZI“'%ﬁ%"v"'v"W"'W"“l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
6.60 6.80 7.00 7.20
5000 41 m/z 41.10 67.59%
69 97
27
. 105 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27051: Cyclohexane, pentyl- R e
83 6.60 6.80 7.00 7.20
m/z 82.10 57 .05%
55
5000
41 .
29 154
0"v'}ﬁ"““'“'Hm"v”Lw"jw"“|'L'|“?Z|“'%&%"|E%§v"w"'w'l“l'“
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:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 1-Octanol, 2-butyl- Concentration Rank 9

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

7.05 19.66 ng 1523970 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 64
2 Decane, 5-methyl- 156 C11H24 013151-35-4 53
3 Ether, heptyl hexyl 200 C13H280 007289-40-9 50
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 50
5 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 43

Abundance Scan 844 (7.051 min): BF101740.D (-839) (-) m/z 57.10 100.00%

5000

98
154 6.80 7.00 7.20 7.40

111 955 139

0 m/z 43.10 81.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #50324: 1-Octanol, 2-butyl-
43 57
5000 LI L L L L L L L
71 6.80 7.00 7.20 7.40
29 85 m/z 41.10 47.14%
97 111
o ...,...‘l‘,‘....‘,l:..,.. R ERLE T LARRNEESN 125 ...1.49...,1.?f1.,..1.§,8...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 57
B B A B e
6.80 7.00 7.20 7.40
5000 29 m/z 55.10 43 .54%
85
71 98

112 126 141 156

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #61346: Ether, heptyl hexy! R AEEamEE S
43 97 6.80 7.00 7.20 7.40
m/z 69.10 38.50%
5000 85
29 ‘ 70
0...“.JM..”\.n...‘:..qu”.,ﬂa....q..”,?f§,”??9.”,.”.,“..“..w... SCAdaE L —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Decane, 2-methyl- Concentration Rank 14

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

7.12 12.94 ng 1003200 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 74
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
3 Hexadecane 226 Cl16H34 000544-76-3 64
4 Tridecane 184 C13H28 000629-50-5 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 856 (7.122 min): BF101740.D (-852) (-) m/z 43.10 100.00%
43 57
71
5000
85
111 AN S L LR
99 126 154 6.80 7.00 7.20 7.40
0 ,,",‘ " Ly e e . W/z 57.10 94.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28432: Decane, 2-methyl-
5000 71 AN S L LR
6.80 7.00 7.20 7.40
85 m/z 71.10 61.16%
m/z--> 20 Jo éo 85 100 120 140 160 180 200 220
Abundance
3
6.80 7.00 7.20 7.40
5000 7 m/z 41.10 50.87%
85
29
o 99 113 127 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane B B
a3 57 6.80 7.00 7.20 7.40
m/z 69.10 34 .54%
5000 n
85
29
o | L I w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Naphthalene, decahydro-, tr... Concentration Rank 4

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

7.17 22.27 ng 1726230 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 98
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 89
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 78
4 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 64
5 Spiro[4.5]decane 138 C10H18 000176-63-6 60

Abundance Scan 864 (7.169 min): BF101740.D (-859) (-) m/z 57.10 100.00%
43
71
5000 85
9% 138 A R R L
| " | 105, 126 156 6.80 7.00 7.20 7.40 7.60
0 ettty LS L 356 0 Tm/z 4310 65.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16925: Naphthalene, decahydro-, trans-
67 138
41 g 95
5000 A R R L
27 55 6.80 7.00 7.20 7.40 7.60
109 m/z 41.10 59.08%
0"v%?w"'m"“kw'“ﬂj“' o h'jj"'w“lml"“ﬁ'“'lgg'l“"v"w"“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
67 96 138
Bl R I R I
6.80 7.00 7.20 7.40 7.60
5000 41 m/z 71.10 56.43%
o> 109
27
0 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16913: Naphthalene, decahydro-, cis- B o EEama
67 81 96 138 6.80 7.00 7.20 7.40 7.60
m/z 85.10 39.05%
5000 41
55 109
27
0:|||]|-|5|||||U|||||‘|l‘:|||‘|‘|h|||l|‘||||‘|h|‘||| i ‘: — ||||:|I-|2|3|||||||‘||||||||||||||
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 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown7.43 Concentration Rank 3

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

7.43 27.14 ng 2103760 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctane, methyl- 126 C9H18 001502-38-1 43
2 2,2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 38
3 Cyclooctanemethanol 142 C9H180 003637-63-6 38
4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 38
5 Cyclooctane, l-methyl-3-propyl- 168 C12H24 255885-37-1 38

Abundance Scan 908 (7.428 min): BF101740.D (-903) (-) m/z 69.10 100.00%
55
41
5000
7.00 7.20 7.40 7.60 7.80
o} m/z 55.10 84.71%

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170

Abundance #11535: Cyclooctane, methyl-
55
41 69
5000 [TTrr[rrrr[rrrr[prrrrprrrs
a3 7.00 7.20 7.40 7.60 7.80
29 97 111 m/z 41.10 55.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69
R e o e R MR
55 97 7.00 7.20 7.40 7.60 7.80
5000 41 m/z 105.05 53.68%
” 111 126
. 15 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #19964: Cyclooctanemethanol
69 7.00 7.20 7.40 7.60 7.80
m/z 43.10 48_.49%
5000 55 11
a1 82 96
8 2 | T |
Ol e e e e e R T e T e e [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60 7.80

8270-BF121417 .M Wed Dec 27 14:57:24 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Octane, 2-methyl- Concentration Rank 11

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

7.49 16.74 ng 3018500 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 80
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
3 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
5 2,6-Dimethyldecane 170 C12H26 013150-81-7 50

Abundance Scan 919 (7.492 min): BF101740.D (-911) (-) m/z 57.10 100.00%
43 57
5000 71
105113 133 720 740 7.60 7.80
ol 2 123 | A81se 170 m/z 43.10 87.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12665: Octane, 2-methyl-
43
5000 >7 U R L L IR
n 7.20 7.40 7.60 7.80
29 m/z 71.10 46 .59%
| - L M
O P T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43
>7 U R L L IR
7.20 7.40 7.60 7.80
5000 71 m/z 41.10 36.46%
85
29 112
0 99 126 141 155 170
LR R RN LAY RRLLS A RRARE KA AR LR LA LA LARAN RARAN EALAN LARAS LARRST
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38339: Decane, 2,4-dimethyl- T
43 7.20 7.40 7.60 7.80
57 m/z 85.10 32.34%
5000 71
85
29
0 Lol ‘ 99 112 127 155
m/z--> 20 30 45 50 eb 70 80 90 100 110 120 130 140 150 160 170 720 7.40 7.60 7.80

8270-BF121417 .M Wed Dec 27 14:57:25 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Decane, 3,7-dimethyl- Concentration Rank 20

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

7.56 9.69 ng 1748080 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 95
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 53
3 Pentadecane 212 C15H32 000629-62-9 50
4 Octane, 3-ethyl- 142 C10H22 005881-17-4 43
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 38

Abundance Scan 931 (7.563 min): BF101740.D (-928) (-) m/z 57.10 100.00%
43 97 71

5000

7.20 7.40 7.60 7.80

155 170

o m/z 43.10 89.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000 LA L L L L L L B
29 85 7.20 7.40 7.60 7.80
m/z 71.10 84.17%
o il w 99 133 127 141 155 179
L A ML B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 R N REEEE
7.20 7.40 7.60 7.80
5000 85 m/z 119.10 50.63%
29
99 113 157 141 155
O T T T T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57 7.20 7.40 7.60 7.80
43 m/z 85.10 46.27%
71
5000 85
29 99
oL 18 | “\ [ - 113 127 141 155 169 183 212
T i o o o B e AR RS B R R REREEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

8270-BF121417 .M Wed Dec 27 14:57:26 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Cyclohexane, pentyl- Concentration Rank 5

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

7.69 21.61 ng 3896820 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
4 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 64
5 Cyclohexane, octyl- 196 C14H28 001795-15-9 59

Abundance Scan 953 (7.692 min): BF101740.D (-945) (-) m/z 55.10 100.00%

5000

7.40 7.60 7.80 8.00

0 m/z 83.10 86.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 L I LU UL I

7.40 7.60 7.80 8.00

4l 67 m/z 41.10 56.19%
29 154
N WO TN AN -/ N A
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
R B
55 7.40 7.60 7.80 8.00
5000 m/z 69.10 48 _57%
41
67 126
15 2t 97
ot el
m/z--> 20 40 60 80 100 120 140 160
Abundance #17971: Cyclohexane, butyl-  EAmEEmEEE RS
55 83 7.40 7.60 7.80 8.00
m/z 82.10 47 . 79%
5000 a1
29 67 140
o2, Al ..”L,.‘W.. A~ S I AR e,
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF121417 .M Wed Dec 27 14:57:27 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Undecane, 5-ethyl- Concentration Rank 15

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

7.75 12.74 ng 2297220 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
2 Decane 142 C10H22 000124-18-5 58
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 53
4 Propanoic acid, 2,2-dimethyl-, 2... 214 C13H2602 016387-18-1 53
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 53

Abundance Scan 963 (7.751 min): BF101740.D (-959) (-) m/z 57.10 100.00%
57
43
5000
71
| ® o 740 760 7.80 800
117 132 : : : :
3 [ | A ,'!|. b r L2 170 L sz 43.10 0 57.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #48841: Undecane, 5-ethyl-
57
43
5000 AL L R L
71 7.40 7.60 7.80 8.00
29 85 m/z 71.10 27 .84%
98
o) M— T Ih‘ e H‘l : IHI — I‘I : 'Hl : |1|13||1|?|6| |14|.O| |]|-‘5‘|5| T
m/z--> 20 40 60 80 100 120 140 160
Abundance
3 o
740 7.60 7.80 800
5000 - m/z 41.10 25.79%
71
85
99 113 196 142
L L L B L W UL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #19220: Heptane, 3-ethyl-2-methyl- B B
57 7.40 7.60 7.80 8.00
43 m/z 85.10 18.63%
5000
27 98
71
0 15 H M \‘\ H‘ ?\5 | 113 127 142
miz--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF121417 .M Wed Dec 27 14:57:28 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 p-Cymene Concentration Rank 10

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

7.82 17.21 ng 3104380 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 55
2 o-Cymene 134 C10H14 000527-84-4 55
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 46
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 46
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 46

Abundance Scan 975 (7.822 min): BF101740.D (-971) (-) m/z 43.10 100.00%
43 7
71
5000 85 119
‘ 134 T
7.40 7.60 7.80 8.00 8.20

0 SS— | .-.I.-,....'!.... A ...|.',....1,1.%..,....,.I..l‘.‘?..,.l?“?,..l.‘?f‘...., m/z 57.10 96.79%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance

5000

04
m/z-->

#14809: p-Cymene
1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance

5000

27
04
m/z-->

119

134
91

4 51 65 77 103

mmmmmm
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance

5000

m/z-->

#14882: Benzene, 2-ethyl-1,3-dimethyl-

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

7.40 7.60 780 8.00 8.20

m/z 71.10 54 .62%

740 7.60 7.80 8.00 8.20

m/z 119.10 48.88%

740 7.60 7.80 8.00 8.20

m/z 41.10 48.44%

7.40 7.60 780 8.00 8.20

8270-BF121417 .M Wed Dec 27 14:57:29 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 17

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

7.95 11.43 ng 2061870 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 55
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 35
3 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 35
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 22
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 14

Abundance Scan 997 (7.951 min): BF101740.D (-992) (-) m/z 43.10 100.00%
57
85
5000 71 119
7 100 148 7.60 7.80 8.00 820
165 : - : -
o BB L 182 a7 57,10 80.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000 UL R R L
7.60 7.80 8.00 8.20
m/z 85.10 62.24%
148
0 27 s 65 77 O A5 | g
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
7.60 7.80 8.00 820
5000 m/z 71.10 46 .56%
134
91
15 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180
Abundance #33316: Acetic acid, (2,4-xylyl)- B B e
119 7.60 7.80 8.00 8.20
m/z 119.10 44 .11%
5000
164
o273 51 es 77§15 | ssaep |
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF121417 .M Wed Dec 27 14:57:30 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Cyclohexane, (4-methylpentyl)- Concentration Rank 2

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

8.37 31.26 ng 5637750 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 70
2 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 50
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 50
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47

Abundance Scan 1068 (8.369 min): BF101740.D (-1062) (-) m/z 83.10 100.00%
a3
55

5000

8.00 8.20 8.40 8.60 8.80

0 m/z 55.10 81.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 LA L L L L LB L

8.00 8.20 8.40 8.60 8.80
“ m/z 57.10 67.19%

97109 125 140153 168

0...“..w..”,.”.,”..“..w..”,.”.,”.....w..”,.”
m/z--> 80 100 120 140 160 180 200 220
Abundance
83
55 LR Raa B
8.00 8.20 8.40 8.60 8.80
5000 41 m/z 82.10 65.31%
67
29 96 139
ol 15 109 123 151 194 222
s A B o o R B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36765: Cyclohexane, hexyl- A e e R o
55 83 8.00 8.20 8.40 8.60 8.80
m/z 41.10 58.67%
5000 41
67
29 ‘ 168
[ [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 800 8.20 840 8.60 880

8270-BF121417 .M Wed Dec 27 14:57:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Undecane, 2,10-dimethyl- Concentration Rank 16

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

8.46 11.95 ng 2155460 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 68
2 Undecane 156 C11H24 001120-21-4 50
3 Decane, 3-bromo- 220 C10H21Br 030571-71-2 50
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 47
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 46

Abundance Scan 1084 (8.463 min): BF101740.D (-1080) (-) m/z 131.10 100.00%
1
5000
8.20 8.40 860 8.80
of m/z 57.10 83.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48884: Undecane, 2,10-dimethyl-
43 57
5000 n RN SRS R R R
85 8.20 8.40 860 8.80
/z 43.10 76 .06%
29 99 141 "
0 | Ll S 118 127 7 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
820 840 8.60 880
5000 71 m/z 71.10 54 .08%
85
29
o 15 99 113 127 156
miz--> 20 40 60 80 100 120 140 160 180
Abundance #76838: Decane, 3-bromo- A R Ea e
43 57 8.20 8.40 860 8.80
71 m/z 85.10 39.01%
85
5000 141
0"'I"”I""P"'I'”91""P"'I"”I""I”"I RSN U R R R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 860 8.80

8270-BF121417 .M Wed Dec 27 14:57:32 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Nonane, 2,6-dimethyl- Concentration Rank 1

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

8.50 38.79 ng 6995810 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 86
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 78
4 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 1090 (8.498 min): BF101740.D (-1086) (-) m/z 57.10 100.00%
71
43
5000
oo 113 820 840 860 830
o 226 25 169 183 198 | o 71.10  69.64Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6-dimethyl-
43
57 11
5000 U IR I
8.20 8.40 8.60 8.80
29 m/z 43.10 52.20%
‘ ‘ & . 113
0 SN S S NI/ R R 1A . —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57 71
820 840 860 830
5000 m/z 41.10 29.45%
29 85
o 99 M3 157 141 155 169 183 108
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester B B R
57 8.20 8.40 8.60 8.80
71 m/z 56.10 22.03%
5000 43
85
29 113
0~ |'“' 'w" 'h‘ll N*'I‘j" %?" l"l'l'zg? }?%' L DAL UL WA HRB R IR I
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:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Oxalic acid, isobutyl nonyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.96 10.62 ng 1915990 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 53
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 52
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 52
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 1169 (8.963 min): BF101740.D (-1165) (-) m/z 57.10 100.00%

5000

180
195 208 8.60 8.80 9.00 9.20

0 m/z 43.10 63.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000 LA L L L L L B
71 8.60 8.80 9.00 9.20
85 m/z 41.10 49.80%
M‘ || 97 114126 in
0.“...,...q....ﬁ”..,...w....,.”.,..u.“...,..”
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57
R e e N EERE
8.60 8.80 9.00 9.20
5000 43 o m/z 71.10 41.50%
29 8 8 126
0 111 140 154 169 183
I L A B i o o e LA LA e i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59890: Tridecane, 3-methyl- L B e
57 8.60 8.80 9.00 9.20
m/z 85.10 40.44%
43
5000
71
29
. M‘ « L] 99 113 127 140 155 0 183 108
e e e e e e e e e R e e N EERE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Dodecane, 3-methyl- Concentration Rank 6

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

9.04 20.86 ng 2009010 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 78
2 1-lodoundecane 282 C11H231 004282-44-4 72
3 Octadecane, 1-iodo- 380 C18H371 000629-93-6 72
4 10-Methylnonadecane 282 C20H42 056862-62-5 64
5 4-Methyl-5-nonanone 156 C10H200 035900-26-6 53

Abundance Scan 1182 (9.039 min): BF101740.D (-1178) (-) m/z 57.10 100.00%
43 97
5000 5 85
% 119 880 900 920 9.40
155 - - -
o — ,....,.~...|,..'.'.";..1.3.?....,...1.7,?.1.?6.... e | M/z 43.10 89.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48853: Dodecane, 3-methyl-
57
43
5000 71 IR U RSN RN A
85 8.80 9.00 9.20 9.40
29 m/z 71.10 51.63%
o P
m/z--> 20 4b eb 80 100 150 140 160 180 200 220 240 260 280
Abundance
43 57
880 900 920 940
5000 71 85 m/z 85.10 40.12%
29 99
113 155
oL15 127141 169183197211225 282
wmﬁmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #202264: Octadecane, 1-iodo- b RRREE EEE A
43 57 8.80 9.00 9.20 9.40
- m/z 41.10 38.13%
5000 85
29
‘ 99113127 155
ol15 | | | e %! 169183197211 253
m/z--> 20 40 60 80 160 150 150 1éo 180 200 220 240 2éo 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Undecane, 2,9-dimethyl- Concentration Rank 13

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

9.08 14.50 ng 1396780 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Hexadecane 226 Cl16H34 000544-76-3 59

Abundance Scan 1189 (9.080 min): BF101740.D (-1186) (-) m/z 57.10 100.00%
7
5000 43 7
85
99 113 169 880 9.00 9.20 9.40
o b 22T 247 TyTI80 198210 1 o 71,10 51.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48865: Undecane, 2,9-dimethyl-
57
5000 43 71 R SR R
g5 8.80 9.00 9.20 9.40
29 o m/z 43.10 46.71%
0 \‘ \‘\ A 1l ‘ 1:!'3 126 141 1?5 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 |
Abundance
57
880 9.00 9.20 9.40
5000 43 - m/z 85.10 32.04%
85
29
. 9 1316 P iy
m/z--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #38327: Undecane, 3-methyl- AR EREEE RS
57 8.80 9.00 9.20 9.40
m/z 41.10 28.80%
43
5000 [
29
‘ 9 141
ol 15 J A 112 126 || 155 170
LN IR IR ILLELEL FUELIL UL DAL SRS BRI B R R U AR SR IR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 20 Naphthalene, 2,7-dimethyl- Concentration Rank 8

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

9.44 20.00 ng 1926210 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1250 (9.439 min): BF101740.D (-1246) (-) m/z 156.10 100.00%
1%6
141
5000
115 128
51 63 77 9.20 9.40 9.60 9.80
o 59 g 10z o 76195 210 77 141.10  71.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156
141
5000
9.20 9.40 9.60 9.80
m/z 155.10 36.26%
27 4563 7T g9 102 ||
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
9.20 9.40 9.60 9.80
5000 m/z 115.10 15.14%
115
15 27 39 51 63 76 gg 1gp = 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28498: Naphthalene, 1,4-dimethyl- B R mmam e
156 9.20 9.40 9.60 9.80
141 m/z 128.10 13.87%
5000
115 |0
0 27 39 51 65 ‘7 89 102 | 7 | ”M
m/z--> 20 40 60 80 100 120 140 160 180 200 920 940 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101740.D

Acq On : 27 Dec 2017 3:20

Operator : SJ/JU

Sample - 17021-02 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
unknown6 .56 6.56 20.4 ng 1578540 1 6.79 1550210 20.0
Cyclohexane, butyl- 6.92 11.2 ng 867749 1 6.79 1550210 20.0
1-Octanol, 2-butyl- 7.05 19.7 ng 1523970 1 6.79 1550210 20.0
Decane, 2-methyl- 7.12 12.9 ng 1003200 1 6.79 1550210 20.0
Naphthalene, deca... 7.17 22.3 ng 1726230 1 6.79 1550210 20.0
unknown7 .43 7.43 27.1 ng 2103760 1 6.79 1550210 20.0
Octane, 2-methyl- 7.49 16.7 ng 3018500 2 8.08 3606710 20.0
Decane, 3,7-dimet... 7.56 9.7 ng 1748080 2 8.08 3606710 20.0
Cyclohexane, pentyl- 7.69 21.6 ng 3896820 2 8.08 3606710 20.0
Undecane, 5-ethyl- 7.75 12.7 ng 2297220 2 8.08 3606710 20.0
p-Cymene 7.82 17.2 ng 3104380 2 8.08 3606710 20.0
Benzene, 1l-methyl... 7.95 11.4 ng 2061870 2 8.08 3606710 20.0
Cyclohexane, (4-m... 8.37 31.3 ng 5637750 2 8.08 3606710 20.0
Undecane, 2,10-di... 8.46 11.9 ng 2155460 2 8.08 3606710 20.0
Nonane, 2,6-dimet... 8.50 38.8 ng 6995810 2 8.08 3606710 20.0
Oxalic acid, isob... 8.96 10.6 ng 1915990 2 8.08 3606710 20.0
Dodecane, 3-methyl- 9.04 20.9 ng 2009010 3 9.85 1926210 20.0
Undecane, 2,9-dim... 9.08 14.5 ng 1396780 3 9.85 1926210 20.0
Naphthalene, 2,7-... 9.44 20.0 ng 1926210 3 9.85 1926210 20.0
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