LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 4.781 456 458 465 rBV 110052 142906 4 _.59% 0.374%
2 5.222 530 533 547 rBY 1150044 1305508 41.94% 3.416%
3 5.910 647 650 652 rBV 54884 49840 1.60% 0.130%
4 6.040 668 672 676 rBv4 36658 49796 1.60% 0.130%
5 6.134 682 688 690 rBV5 36568 55218 1.77% 0.144%
6 6.222 698 703 706 rBV3 42108 69429 2.23% 0.182%
7 6.275 709 712 723 rVB 757365 899838 28.91% 2.355%
8 6.392 728 732 741 rVV 2591341 2350929 75.53% 6.152%
9 6.469 741 745 747 rVvVv4 59955 60474 1.94% 0.158%
10 6.616 767 770 776 rVB 629066 680622 21.87% 1.781%
11 6.675 776 780 783 rBv4 78180 79493 2.55% 0.208%
12 6.740 788 791 793 rBV 78289 78141 2.51% 0.204%

13 6.775 793 797 800 rVvV 2486704 2270502 72.95% 5.941%
14 6.851 803 810 812 rBV3 76150 123611 3.97% 0.323%
15 6.969 826 830 834 rBv2 103735 126390 4._.06% 0.331%

16 7.004 834 836 839 rBV 137663 141602 4 _55% 0.371%
17 7.092 847 851 855 rBV5 40317 60691 1.95% 0.159%
18 7.139 855 859 861 rBV5 98378 130096 4.18% 0.340%
19 7.192 864 868 871 rvV 1885443 1786226 57.39% 4.674%
20 7.216 871 872 876 rVB4 81130 67752 2.18% 0.177%

21 7.269 876 881 884 rVB5 143258 270609 8.69% 0.708%
22 7.310 884 888 889 rBv2 134727 147887 4._.75% 0.387%
23 7.375 896 899 901 rBV3 64185 84739 2.72% 0.222%
24 7.404 901 904 905 rvv2 204576 189948 6.10% 0.497%
25 7.422 905 907 910 rVvB 360707 312201 10.03% 0.817%

26 7.457 911 913 915 rBV2 58615 57779 1.86% 0.151%
27 7.510 919 922 924 rBV 149115 164890 5.30% 0.431%
28 7.539 924 927 931 rVvB2 289117 312961 10.05% 0.819%
29 7.587 931 935 937 rBV3 152364 172241 5.53% 0.451%
30 7.669 943 949 950 rBv4 111554 179924 5.78% 0.471%

31 7.728 954 959 963 rBV5 233622 324851 10.44% 0.850%
32 7.787 963 969 971 rBVv6 161854 280462 9.01% 0.734%
33 7.810 971 973 975 rVB3 124699 91061 2.93% 0.238%
34 7.845 976 979 980 rBv2 178124 183431 5.89% 0.480%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.904 986 989 992 rVB 1010442 829055 26.64% 2.169%

36 7.934 992 994 996 rBV2 267616 225772 7.25% 0.591%
37 7.975 999 1001 1003 rVB 561102 400822 12.88% 1.049%
38 7.998 1003 1005 1007 rBV3 142167 153237 4.92% 0.401%
39 8.069 1014 1017 1019 rBV3 128173 127274 4_.09% 0.333%
40 8.110 1021 1024 1027 rBV3 266792 221595 7.12% 0.580%

41 8.139 1027 1029 1031 rBV2 124046 93003 2.99% 0.243%
42 8.198 1034 1039 1042 rBV5 304139 550102 17.67% 1.439%
43 8.257 1046 1049 1052 rBv4 222154 221078 7.10% 0.578%
44 8.292 1052 1055 1058 rBV3 290664 267564 8.60% 0.700%
45 8.334 1059 1062 1064 rBV 526796 580489 18.65% 1.519%

46 8.404 1072 1074 1078 rVB3 234651 217202 6.98% 0.568%
47 8.445 1078 1081 1083 rBV3 348957 363639 11.68% 0.952%
48 8.498 1088 1090 1092 rBV 198526 203392 6.53% 0.532%
49 8.598 1104 1107 1110 rVvB2 709978 837559 26.91% 2.192%
50 8.645 1113 1115 1117 rBvV2 181581 131521 4.23% 0.344%

51 8.686 1119 1122 1123 rBV3 229835 247988 7.97% 0.649%
52 8.763 1133 1135 1137 rBV2 200551 164949 5.30% 0.432%
53 8.786 1137 1139 1141 rVV 498272 431428 13.86% 1.129%
54 8.816 1141 1144 1148 rVB 877091 896477 28.80% 2.346%
55 8.892 1152 1157 1159 rBv4 382127 598092 19.22% 1.565%

56 8.933 1162 1164 1167 rVV 659961 668980 21.49% 1.751%
57 8.986 1169 1173 1176 rVB 3419590 3112548 100.00% 8.145%
58 9.063 1183 1186 1187 rBV 555333 482726 15.51% 1.263%
59 9.081 1187 1189 1191 rVB2 620493 504532 16.21% 1.320%
60 9.257 1217 1219 1221 rBV 596124 546739 17.57% 1.431%

61 9.392 1239 1242 1244 rVB2 1630445 1395649 44.84% 3.652%
62 9.416 1244 1246 1249 rVB2 644113 648417 20.83% 1.697%
63 9.475 1254 1256 1260 rVB3 539593 532439 17.11% 1.393%
64 9.569 1269 1272 1275 rVB2 939499 979174 31.46% 2.562%
65 9.639 1281 1284 1286 rBV 918126 852286 27.38% 2.230%

66 9.663 1286 1288 1290 rVB 967095 767177 24.65% 2.007%
67 9.704 1293 1295 1297 rBV2 495115 435284 13.98% 1.139%
68 9.928 1331 1333 1336 rVB 858606 644170 20.70% 1.686%
69 10.433 1417 1419 1421 rBV2 662530 639473 20.55% 1.673%
70 10.463 1421 1424 1426 rVV 1002940 982690 31.57% 2.571%

71 11.151 1539 1541 1546 rBV3 712315 958330 30.79% 2.508%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 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 - 0 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-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.733 1806 1810 1813 rBV 2006830 1907803 61.29% 4.992%
73 13.780 1985 1988 1992 rVB 603071 506832 16.28% 1.326%
74 15.174 2221 2225 2232 rVB 492280 586370 18.84% 1.534%

Sum of corrected areas: 38215905
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092017\

BF098667 .D

20 Sep 2017 18:32

SJ/Ju

15281-07

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.39 Concentration Rank 1

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

6.39 69.08 ng 2350930 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 732 (6.392 min): BF098667.D (-728) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 540 w0 Tho 650 G0 ko ohy
o} : R B m/z 68.00 40.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I U L R R
6.00 6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.23%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.00 28.00%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e A
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 16.28%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“|..H............. w
m/z--> 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 3 trans-Decalin, 2-methyl- Concentration Rank 20

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

7.42 7.53 ng 312201 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 96
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 95
3 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 70
4 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 70
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 60

Abundance Scan 907 (7.422 min): BF098667.D (-905) (-) m/z 81.00 100.00%
67.0 81.0
95.0
152.1
5000
137.1
41.0 109.1 L o e o e e e
540 123.0 1670 700 7.20 7.40 7.60 7.80
ol SN NS S I 2 CC m/z 67.00 85.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25429: trans-Decalin, 2-methyl-
81.0
67.0
41.0 95.0 152.0
5000 S R I R
137.0 7.00 7.20 7.40 7.60 7.80
27.0 salo 109.0 m/z 95.05 75.76%
L | w0
0...,....,“...Hl‘,.”.“..“} .‘.luu‘..l‘l...‘luu.‘.luuuu
m/z--> 20 40 60 80 100 120 140 160
Abundance
41.0 81.0 152.0
510 95.0 | L I R
7.00 7.20 7.40 7.60 7.80
27.0 0
5000 1370 m/z 152.05 61.70%
54,0 109.0
123.0
L L L L L WL L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16893: 4,5-Nonadiene, 2-methyl-
970 410 67.0 g1 0 7.00 7.20 7.40 7.60 7.80
: m/z 55.00 51.63%
95.0
5000 54/0
109.0
0.1.4'.0|....|....|....|....|....1|23..(.).13.8|.0....|.... RN EEmms maaat
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 cis-Decalin, 2-syn-methyl- Concentration Rank 19

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

7.54 7.55 ng 312961 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 91
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 76
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 70
4 Cvclohexene. 1l-pentvl- 152 C11H20 015232-85-6 49
5 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 49

Abundance Scan 927 (7.539 min): BF098667.D (-924) (-) m/z 67.00 100.00%
67.0 81.0 93.0
152.1
137.1
5000
41.0 109.0
53.0 IR R IS SR
IR |||‘ . 164.2 72 [ e T
Orrprrrrprrrt e e et P e prr e e m/z  95.05 97 .35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-
81.0 95.0
67.0
41.0
5000 55.0 A U L LR
110.0 152.0 /7.20 ;.io 07(.)60 7.988 -
29.0 : m/z . . 0
[ | [
0'P“MP“'N“WJMH'AW”JML'WAAI““f““PM“P“'P“'N“W'“W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55.0 95.0
41.0 810 A U L LR
67.0 152.0 7.20 7.40 7.60 7.80
5000 m/z 152.10 80.35%
110.0
123.0 1404
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl-
81.0 7.20 7.40 7.60 7.80
67.0 m/z 137.10 53.52%
41.0 550 9.0 152.0
5000
137.0
29.0 109.0
0'P”M'”Lm”lﬂhvmwhdw””F””P“'P”fﬁﬁv“ﬁ'”W””P“W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Cyclopentane, 1-butyl-2-pro... Concentration Rank 18

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

7.73 7.84 ng 324851 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1l-butvl-2-propvl- 168 Cl1l2H24 062199-50-2 78
2 3-Undecene. 8-methvl- 168 C12H24 1000061-84-4 49
3 4-Undecene. 5-methvl-. (E)- 168 C12H24 041851-94-9 46
4 4-Dodecene. (E)- 168 C12H24 007206-15-7 46
5 2-Decene, 7-methyl-, (2)- 154 C11H22 074630-23-2 46

Abundance Scan 959 (7.728 min): BF098667.D (-954) (-) m/z 57.00 100.00%
57.0
41.0
5000 to 970
11111251 LR LS UL LN LS
0 140.1153.1 168.1 7.40 7.60 7.80 8.00
0 m/z 55.00 69.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36850: Cyclopentane, 1-butyl-2-propyl-
69.0
55.0
5000 41.0 RS IR L U
83.0 7.40 7.60 7.80 8.00
970 ‘ 97011101250 m/z 69.00 67.38%
Orrrrprrrr T e T e "j“"'dh"'P't'l'i??'P”l""Ii§§I?“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55,0 69.0
410 RS IR L U
7.40 7.60 7.80 8.00
m/ 41.00 61.60%
5000 84.0 z 0
2rp e 125.0
o 11207 140.0 168.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36806: 4-Undecene, 5-methyl-, (E)- A o e
55.0 7.40 7.60 7.80 8.00
m/z 56.00 49.91%
83.0
27.0
0 H ‘ ‘ ‘ H ! m“ 97\0 11:}0 140.0153.0 1680
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 140 150 160 17'0 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Undecane, 4,6-dimethyl- Concentration Rank 16

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

7.97 9.67 ng 400822 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 91
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 87
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 74
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 72
5 5-Ethyldecane 170 C12H26 017302-36-2 72

Abundance Scan 1000 (7.969 min): BF098667.D (-999) (-) m/z 57.00 100.00%
57.0
5000 43.0 71.0
0 0011131 1 11 1aia | T80 T80 50 850 84
o e AL 16311842 1 0743700 50.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
43.0
5000 1.0 LS SRR AR AR
760 7.80 8.00 820 8.40
29.0 m/z 71.05 39.69%
113.0
do L 00 o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
7.60 7.80 8.00 8.20 840
5000 430 10 m/z 41.00 28.32%
29.0 85.0 990
o 113.0127.0141.0155.0169.0 184.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl- L B o
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.00 12.56%
5000 43.0
71.0
29.0
0 Tl L, 9801130457 60141.0155.0169.0 184.0
m/z--> 20 4'0 6|O 80 100 120 140 160 180 760 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Cyclohexane, hexyl- Concentration Rank 12

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

8.20 13.27 ng 550102 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. hexvl- 168 C12H24 004292-75-5 74
2 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 72
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64

Abundance Scan 1039 (8.198 min): BF098667.D (-1034) (-) m/z 83.00 100.00%
83.0
5000
97.0 119.1 145.0 163.1177.1 7.8I0I I8I.OIOI I8I.2(I)I I8I.4I0I I8I.6I0I
o m/z 55.00 81.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36764: Cyclohexane, hexyl-
83.0
5000 55.0 A AR LA
7.80 8.00 820 840 8.60
41.0 69.0 m/z 82.00 63.01%
oL FO T ST0uio1zs01400 O
miz--> 20 40 60 80 100 120 140 160 180
Abundance
83.0
55.0 SRR SR LR
7.80 8.00 820 840 8.60
5000 m/z 41.00 35.87%
41.0
69.0
o 270 97.0 111.0125.0 140.0154.0 1680
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11537: Cyclohexane, propyl- A e o
55.0 83.0 7.80 8.00 820 8.40 8.60
m/z 43.10 19.95%
5000 41.0
27.0 69.0 126.0
0= |"J' 'hH" Nl |' - '| - ?? ?'¥1? pl S PN S S RS SR SRR
m/z--> 20 40 100 120 140 160 180 7.80 8.00 8.20 840 8.60

8270-BF091117.M Thu Sep 21 13:20:40 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 10

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

8.33 14.00 ng 580489 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
2 2-Undecene. 5-methvl- 168 C12H24 056851-34-4 59
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 59
5 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 59

Abundance Scan 1061 (8.328 min): BF098667.D (-1059) (-) m/z 57.00 100.00%
57.0

5000
1 R R REREEEEE R R R
113.1 8.00 8.20 8.40 8.60
155.1
o 1871 1831 m/z 71.10 64.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 LA L L L L L LB |
210 8.00 8.20 8.40 8.60
85.0 m/z 43.00 59.20%
ol 260 “‘ || M0 40 1690 1970
L B e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R R REREEEE R R R Ry
8.00 8.20 8.40 8.60
5000 m/z 41.00 30.14%
41.0
83.0 112.0
oL, 260 1400  168.0
L B e R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl- e A RAREE
57.0 8.00 8.20 8.40 8.60
m/z 55.00 25.41%
5000
410 113.0
85.0
ok fgb..,....,. A .l.,...%ﬁ%Q.., M e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60

8270-BF091117.M Thu Sep 21 13:20:40 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclopentane, (2-methylbutyl)- Concentration Rank 17

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

8.45 8.77 ng 363639 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 52
2 7-Tetradecene. (2)- 196 C14H28 041446-60-0 49
3 Cvclopropane. 1.2-dimethvl-1-pen... 140 C10H20 062238-04-4 49
4 2-Octene. 4-ethvl-. (BE)- 140 C10H20 074630-09-4 49
5 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 46

Abundance Scan 1082 (8.451 min): BF098667.D (-1078) (-) m/z 69.00 100.00%
.0

5000
160.1 <) 1962 8.20 840 860 8.80
0 m/z 57.00 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 1110 LIS LL L  LL  LBL
8.20 8.40 8.60 8.80
m/z 43.00 68.01%
Ll e 1400
Y NN | S S D ] S S ... S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
A R
70.0 820 840 8.60 8.80
5000 m/z 56.00 63.24%
29.0 97.0
o 1120 1400 1680 190
A e et L we o e e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18055: Cyclopropane, 1,2-dimethyl-1-pentyl- T
69.0 8.20 8.40 8.60 8.80
m/z 111.10 52.44%
41.0
5000
84.0
AN A SO == . A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80

8270-BF091117.M Thu Sep 21 13:20:41 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Undecane, 5-ethyl- Concentration Rank 5

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

8.60 20.21 ng 837559 Naphthalene-d8 7.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 50
2 Heptadecane 240 C17H36 000629-78-7 50
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 50
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 50
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 1107 (8.598 min): BF098667.D (-1104) (-) m/z 57.00 100.00%
571.0
5000
85.1 145.1 T T T
39 1111 179.2 8.20 8.40 860 880 9.00
0 : m/z 71.05 39.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 I P A R
8.20 8.40 860 880 9.00
29.0 85.0 m/z 43.05 34.96%
m/z--> 5 40 éo 80 100 150 140 1éo 180 200 220 240
Abundance
57.0
85.0 820 840 860 880 9.00
5000 m/z 41.00 26 .54%
29.0
. 130 1410 1690 1970 240.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59888: 3,5-Dimethyldodecane A e o
57.0 8.20 8.40 860 880 9.00
m/z 145_.05 24 .34%
5000
85.0
29.0
o ‘\ “‘ - | 2280 19 1980 \
m/z--> 20 40 6|0 80 100 12'0 140 160 180 200 220 240 8.0 840 8.60 8.80 9.00

8270-BF091117.M Thu Sep 21 13:20:42 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Heptadecane, 1-bromo- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.79 11.25 ng 431428 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. l1-bromo- 318 C17H35Br 003508-00-7 38
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 35
3 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 35
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 35
5 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 22

Abundance Scan 1140 (8.792 min): BF098667.D (-1137) (-) m/z 57.00 100.00%
57.0
5000
97'1 159.1 I|IIII|IIII|IIII|IIII|II
195.1 8.40 8.60 8.80 9.00 9.20
(o} ' m/z 43.05 52 .00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159577: Heptadecane, 1-bromo-
57.0
5000 LA L L L L L L L L
137.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 45 _.33%
0 2aio“\ ‘ “ ‘ \“ aall “ 179.0 239 0 275.0 316.0
R T N B O AL I e o o
m/z--> 50 5 200 250 300 350 400
Abundance
570 g7
R N EREEE n
8.40 8.60 8.80 9.00 9.20
5000 m/z 71.05 41.95%
139.0
0 26,0 182.0 222.0 266 0 311.0 412.0
e A e L I e e e B e e e BILALAN B e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #51680: Dodecane, 1-fluoro- R e R A
57.0 8.40 8.60 8.80 9.00 9.20
m/z 69.00 35.38%
5000
7.0
bk LD 00 w00
m/z--> 50 100 150 200 250 300 350 400 8. 40 8.60 8. 80 9. 00 9.20

8270-BF091117.M Thu Sep 21 13:20:43 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Cyclohexane, (1-methylethyl)- Concentration Rank 4

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

8.82 23.37 ng 896477 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 80
2 Heptvlcvclohexane 182 C13H26 005617-41-4 78
3 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 78
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 78
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 64

Abundance Scan 1145 (8.822 min): BF098667.D (-1141) (-) 83.05 100.00%
83.0
55.0
5000
147.1 5 80 8RO 000 Qb0
118.0 182.1 840 860 8.80 9.00 9.20
o...,..??,...l',.'r'.., 00D e A m/z 82.00 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11583: Cyclohexane, (1-methylethyl)-
550  83.0
5000 R R R AR
8.40 8.60 8.80 9.00 9.20
m/z 55.00 61.44%
27.0 ‘ 126.0
0 SN T O | O 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
5.0 8.40 860 880 9.00 9.20
5000 m/z 41.10 26.16%
111.0 182.0
Ob s e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79573: Cyclohexane, 1,1'-(1,4-butanediyl)bis- A BEEmaEEEEE
83.0 8.40 8.60 8.80 9.00 9.20
55.0 m/z 67.00 19.97%
5000
39.0
ob—r ,??‘?.qh. dc Al M 4190 o 2220 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 840 860 880 9.00 9.20

8270-BF091117.M Thu Sep 21 13:20:43 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown8.89 Concentration Rank 8

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

8.89 15.59 ng 598092 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 45
2 1-Ethvl-5-methvilcvclopentene 110 C8H14 097797-57-4 43
3 1-Isopropvicvclohex-1-ene 124 C9OH16 004292-04-0 35
4 Cvclohexene.3-(1-methvlpropvl)- 138 C10H18 015232-91-4 35
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 30

Abundance Scan 1157 (8.892 min): BF098667.D (-1152) (-) m/z 81.00 100.00%
.0
5000
860 8.80 9.00 9.20
o} m/z 55.00 62.15%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 RS AR AR LR
110.0 8.60 8.80 9.00 9.20
39.0 m/z 69.00 61.63%
55.0 ‘ ‘
0 I]'ISI?I‘I\I H ‘IHIIIW\II‘ ‘::Ulluu“:||||||||||||||||||||||||||
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
81.0
860 880 9.00 9.20
5000 m/z 83.00 59.23%
39.0 110.0
55.0
14.0
e S S S U S L L LI S L S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #10668: 1-Isopropylcyclohex-1-ene T
81.0 8.60 8.80 9.00 9.20
m/z 95.00 49 .92%
5000 109.0
41.0 ‘
0.1.5.9‘ “\ M“ MH |||||||||||1||5|(?||||||||||||||||||||| R R a e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF091117.M Thu Sep 21 13:20:44 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 6

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

8.93 17.44 ng 668980 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 59

Abundance Scan 1163 (8.928 min): BF098667.D (-1162) (-) m/z 57.00 100.00%
57.0

5000

8.60 8.80 9.00 9.20

0 m/z 71.10 69.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L L LB |

8.60 8.80 9.00 9.20
290‘ 85.0 m/z 43.00 52 .33%
L

o | | ‘ 130 4550 183.0206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R REREEEE R R R Ry
8.60 8.80 9.00 9.20
5000 85.0 m/z 41.00 39.67%

113.0
o 141.0 1830 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113721: Sulfurous acid, butyl nony! ester e A RAREE
57.0 8.60 8.80 9.00 9.20
m/z 55.00 34.83%
5000 85.0
29.0
okl ‘ l 12701510 179.0
e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.60 8.80 900 9.20

8270-BF091117.M Thu Sep 21 13:20:45 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Cyclododecane Concentration Rank 14

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

9.06 12.58 ng 482726 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 78
2 Cvclopentadecane 210 C15H30 000295-48-7 64
3 1-Tetradecene 196 C14H28 001120-36-1 58
4 1-Pentadecene 210 C15H30 013360-61-7 55
5 Cyclodecane 140 C10H20 000293-96-9 53

Abundance Scan 1186 (9.063 min): BF098667.D (-1183) (-) m/z 55.00 100.00%
54,0

83.0

5000

39 1401 - 1731 193 7210.2 8.80 9.00 9.20 9.40

o} m/z 57.00 94 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36737: Cyclododecane
55.0
28.0 83.0
5000 : LIS I L L L L L L
8.80 9.00 9.20 9.40
111.0 m/z 41.00 74 .05%
Ll o semo
ol Al Ml L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
. R o B B
830 8.80 9.00 9.20 9.40
5000 m/z 43.10 65.94Y%
29.0 111.0
139.0 182.0 2100
O ot s o e R o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58272: 1-Tetradecene R B Rl Bams
43.0 8.80 9.00 9.20 9.40
83.0 m/z 83.00 61.39%
5000
2o . 111.0
L LT0 ) ] 100 1es0 1960
O o T T T e o e R B O e B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF091117.M Thu Sep 21 13:20:46 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown9.08 Concentration Rank 13

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

9.08 13.15 ng 504532 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvldodecane 198 C14H30 107770-99-0 49
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 47
3 Hentriacontane 437 C31H64 000630-04-6 47
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 47
5 Octacosane 394 C28H58 000630-02-4 43

Abundance Scan 1189 (9.081 min): BF098667.D (-1187) (-) m/z 57.00 100.00%
57.0
97.1
5000
‘ | 111 g7 880 9.00 9.20 9.40
O A B T T e e o T ot m/z 43.10 60.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59888: 3,5-Dimethyldodecane
57.0
5000 U U A R SRR
8.80 9.00 9.20 9.40
‘ 99.0 m/z 97.10 53.40%
01'SI'Q"“HH"*'"‘l"""|1'6‘?.$)'| U DALY SN UL SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
880 9.00 9.20 9.40
5000 m/z 71.10 42 _.06%
99.0 155.0
0 ?%9'|""|""|""|"" [rrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R B e
57.0 8.80 9.00 9.20 9.40
m/z 55.00 37 .35%
5000
9.0
ol | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 ' 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Decane Concentration Rank 9

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

9.26 14.25 ng 546739 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 55
2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 52
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 49
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 49
5 Dotriacontane 451 C32H66 000544-85-4 47

Abundance Scan 1220 (9.263 min): BF098667.D (-1217) (-) m/z 57.00 100.00%
57.0
5000 1.0
‘ 85.1
1111 1731 350 950 ko ok
131.1 154.1 : : : :
N — '|- ol e e Sk | 18912062 43 00 46670
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #19158: Decane
43.0
5000 IR S AR R
71.0 9.00 9.20 9.40 9.60
270 m/z 41.05 39.13%
L \‘ 9.0 1420
0"'P"'I'”'I"'W""I”"I"”I""P"'I'”'I"'W
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
43.0
10 900 9.20 940 960
5000 m/z 71.05 38.39%
97.0
JL_ 270 1130 1410 182.0 2100
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48874. Undecane, 3,9—dimethy|— LI B L L L B
57.0 9.00 9.20 9.40 9.60
m/z 55.00 36.42%
5000
41l0 85.0
oL 250 O Y T LY
m/z--> 25 Jo éo 85 160 150 150 1éo 180 260 ' 9.60 9.50 g.ho 9.%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 1-Octadecanesulphonyl chloride Concentration Rank 11

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

9.47 13.88 ng 532439 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 52
2 Hexadecane 226 C16H34 000544-76-3 43
3 Tetradecane. 1-fluoro- 216 C14H29F 000593-33-9 43
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 38
5 Tetradecane 198 C14H30 000629-59-4 38

Abundance Scan 1255 (9.469 min): BF098667.D (-1254) (-) m/z 57.00 100.00%
57.0 119.1
5000
130 121 Tk om0 sk sk
o} : m/z 119.10 82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride
57.0
5000 IREBE AR R RN S
9.20 9.40 9.60 9.80
m/z 41.05 61.90%
2201 111.0133.0 1610 288.0
Otrrprrr s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
920 9.40 9.60 9.80
5000 85.0 m/z 69.00 57 .64%
29.0
o 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74352: Tetradecane, 1-fluoro- R e e RN ma
43.0 9.20 9.40 9.60 9.80
m/z 43.00 52.46%
5000
71.0
‘ ‘ 97.0
0.1.5.'?...‘.‘,:‘..‘.\,‘.‘.‘.‘.,“l‘.‘..‘,‘..‘.%,2?.'9.,....1‘.3?;9.... L — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown9.57 Concentration Rank 3

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

9.57 25.53 ng 979174 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 46
2 1-Docosene 308 C22H44 001599-67-3 43
3 17-Pentatriacontene 491 C35H70 006971-40-0 43
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 38
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 38

Abundance Scan 1272 (9.569 min): BF098667.D (-1269) (-) m/z 57.00 100.00%
57.0
97.1
5000 1932
[ 31 5% om0 ok ok
[ R m/z 55.00 90.12%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 SRR SRR
920 9.40 9.60 9.80
o m/z 97.10 72.47%
0 \\ “\ “\ “ ‘ \H\ % \‘\ o\ :!781'0 222'0 264'0 306'0 378'0
miz--> 0 55 100 1éo 260 2%0 360 3éo 460 4%0 '
Abundance
55.0
97.0 920 940 960 9.80
5000 m/z 43.10 67.20%
0140 139.0 181.0 308.0
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #234187: 17-Pentatriacontene L B o
43.0 9.20 9.40 9.60 9.80
m/z 41.00 66 .85%
5000 83.0

. J 1250 467 0 2100 267.0307.0 490.0
— ,”

m/z--> 0 50 100 150 200 250 300 350 400 450 9. 20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092017\
Data File : BF098667.D

Aca On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample = 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Cyclohexane, (2-methylpropyl)- Concentration Rank 7

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

9.93 16.79 ng 644170 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 72
2 Heptvlcvclohexane 182 C13H26 005617-41-4 64
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 64
4 Cvclohexane. hexvl- 168 Cl12H24 004292-75-5 59
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59

Abundance Scan 1333 (9.928 min): BF098667.D (-1331) (-) m/z 83.10 100.00%
83.1
55.0
5000
1111 1371 9.60 9.80 10.00 10.20
o 109 1851 2102 2383 | uo7EE 00 62.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18030: Cyclohexane, (2-methylpropyl)-
550  83.0
5000 L RN RN BN RS
9.60 9.80 10.00 10.20
27.0 ‘ 140.0 m/z 82.00 60.86%
OIIUH‘I\‘I M M\ “..l‘lu:l-.luzuoluuuu‘................|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83.0
5.0 '9.60 9.80 10.00 10.20 |
5000 m/z 41.10 33.30%
111.0 182.0
O e e o e I I et B e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58302: Cyclohexane, octyl- e A RAREE
83.0 9.60 9.80 10.00 10.20
55.0 m/z 67.00 23.84%
5000
290
0 Iy bl 1120 1300 1680 196.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092017\
Data File : BF098667.D

Acq On : 20 Sep 2017 18:32

Operator : SJ/JU

Sample - 15281-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 .39 6.39 69.1 ng 2350930 1 6.62 680622 20.0
trans-Decalin, 2-... 7.42 7.5 ng 312201 2 7.90 829055 20.0
cis-Decalin, 2-sy... 7.54 7.5 ng 312961 2 7.90 829055 20.0
Cyclopentane, 1-b... 7.73 7.8 ng 324851 2 7.90 829055 20.0
Undecane, 4,6-dim... 7.97 9.7 ng 400822 2 7.90 829055 20.0
Cyclohexane, hexyl- 8.20 13.3 ng 550102 2 7.90 829055 20.0
Dodecane, 2,6,11-... 8.33 14.0 ng 580489 2 7.90 829055 20.0
Cyclopentane, (2-... 8.45 8.8 ng 363639 2 7.90 829055 20.0
Undecane, 5-ethyl- 8.60 20.2 ng 837559 2 7.90 829055 20.0
Heptadecane, 1-br... 8.79 11.3 ng 431428 3 9.66 767177 20.0
Cyclohexane, (1-m... 8.82 23.4 ng 896477 3 9.66 767177 20.0
unknown8 .89 8.89 15.6 ng 598092 3 9.66 767177 20.0
Dodecane, 2,6,10-... 8.93 17.4 ng 668980 3 9.66 767177 20.0
Cyclododecane 9.06 12.6 ng 482726 3 9.66 767177 20.0
unknown9 .08 9.08 13.2 ng 504532 3 9.66 767177 20.0
Decane 9.26 14.3 ng 546739 3 9.66 767177 20.0
1-Octadecanesulph. .. 9.47 13.9 ng 532439 3 9.66 767177 20.0
unknown9 .57 9.57 25.5 ng 979174 3 9.66 767177 20.0
Cyclohexane, (2-m... 9.93 16.8 ng 644170 3 9.66 767177 20.0
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