LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 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-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 heiaht area % max. total
1 3.663 262 268 278 rBV3 32676 89747 1.33% 0.146%
2 4.722 443 448 464 rBV3 122753 351293 5.22% 0.572%
3 5.122 511 516 528 rBV 95412 170843 2.54% 0.278%
4 5.363 553 557 564 rBV 115533 121021 1.80% 0.197%
5 5.840 634 638 643 rBV3 61800 120019 1.78% 0.196%
6 6.275 706 712 722 rBV3 85963 189971 2.82% 0.310%
7 6.381 728 730 733 rVB 133880 93508 1.39% 0.152%
8 6.445 737 741 749 rVB2 88630 141785 2.11% 0.231%
9 6.522 750 754 757 rBV 521133 431339 6.41% 0.703%
10 6.757 791 794 801 rVB 1043461 913686 13.57% 1.489%

11 6.822 801 805 810 rvB2 108053 152444 2.26% 0.248%
12 6.881 810 815 818 rBv2 326035 380951 5.66% 0.621%
13 6.916 818 821 824 rBV 562025 457503 6.80% 0.745%
14 6.951 824 827 831 rVB 200933 191151 2.84% 0.311%
15 6.998 831 835 837 rBv2 165095 189203 2.81% 0.308%

16 7.098 846 852 856 rBv4 173864 306146 4 _55% 0.499%
17 7.175 863 865 871 rvVB 378611 483580 7.18% 0.788%
18 7.240 871 876 879 rBve 181574 343068 5.10% 0.559%
19 7.298 883 886 891 rBv2 1585827 1968974 29.24% 3.208%
20 7.340 891 893 896 rvv 733062 680850 10.11% 1.109%

21 7.375 896 899 902 rVB 350028 360525 5.35% 0.587%
22 7.410 902 905 909 rBVv3 310426 430217 6.39% 0.701%
23 7.445 909 911 915 rVvB2 341379 357381 5.31% 0.582%
24 7.492 915 919 921 rBV 753039 749204 11.13% 1.221%
25 7.569 926 932 937 rVB3 671013 1215186 18.05% 1.980%

26 7.622 937 941 944 rBV3 300349 337615 5.01% 0.550%
27 7.651 944 946 948 rBV2 93377 96398 1.43% 0.157%
28 7.716 951 957 960 rBV 919865 1175042 17.45% 1.915%
29 7.745 960 962 966 rvB2 328072 379001 5.63% 0.618%
30 7.792 967 970 972 rBV 206673 162423 2.41% 0.265%

31 7.863 979 982 986 rVB 1636348 1407612 20.91% 2.293%
32 7.904 986 989 993 rBV 884054 976532 14.50% 1.591%
33 7.957 993 998 999 rBV 179822 231100 3.43% 0.377%
34 7.981 1000 1002 1004 rvB2 237538 190788 2.83% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 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-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.039 1010 1012 1018 rVB 1289962 1226662 18.22% 1.999%

36 8.104 1019 1023 1026 rBV2 553806 580533 8.62% 0.946%
37 8.145 1026 1030 1034 rBV2 721608 855167 12.70% 1.393%
38 8.187 1034 1037 1038 rBV2 166505 174414 2.59% 0.284%
39 8.210 1038 1041 1046 rVB2 661696 747417 11.10% 1.218%
40 8.257 1046 1049 1051 rBV 302526 252460 3.75% 0.411%

41 8.292 1051 1055 1058 rVvB2 362574 445530 6.62% 0.726%
42 8.322 1058 1060 1062 rBV 243463 207600 3.08% 0.338%
43 8.410 1066 1075 1076 rBV6 347625 851406 12.65% 1.387%
44 8.439 1076 1080 1083 rBV2 1105144 1287530 19.12% 2.098%
45 8.469 1083 1085 1086 rBvV 453401 386603 5.74% 0.630%

46 8.539 1094 1097 1100 rBV 499466 512694 7.61% 0.835%
47 8.581 1100 1104 1108 rBV 3715596 4248238 63.10% 6.922%
48 8.639 1110 1114 1115 rBV2 941018 1120333 16.64% 1.825%
49 8.704 1122 1125 1128 rVB2 1313257 1118381 16.61% 1.822%
50 8.734 1128 1130 1135 rVB4 1497313 2265286 33.65% 3.691%

51 8.781 1135 1138 1139 rBV 517662 511600 7.60% 0.834%
52 8.816 1139 1144 1149 rBV2 1505404 2892006 42.95% 4.712%
53 8.898 1149 1158 1166 rBV6 1735831 6732768 100.00% 10.970%
54 8.992 1170 1174 1176 rBV3 2063583 3098148 46.02% 5.048%
55 9.045 1180 1183 1187 rBV3 2247943 3111321 46.21% 5.069%

56 9.292 1223 1225 1227 rBV 1032443 932293 13.85% 1.519%
57 9.345 1230 1234 1239 rVB2 2915071 4344100 64.52% 7.078%
58 9.386 1239 1241 1244 rBV 1567885 1751710 26.02% 2.854%
59 9.545 1265 1268 1270 rBV 880966 1120795 16.65% 1.826%
60 9.798 1306 1311 1314 rBV 2298040 4754159 70.61% 7.746%

Sum of corrected areas: 61375260

8270-BF062717 .M Tue Jul 11 15:01:59 2017 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF063017\

BF096344.D

30 Jun 2017 18:55

SJ/MA

13955-01

21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 2 3,5-Dimethyl-3-heptene Concentration Rank 19

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

7.17 10.59 ng 483580 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 72
2 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 50
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 45
4 (S)-(+)-6-Methvl-1-octanol 144 C9H200 110453-78-6 43
5 2-Thiopheneacetic acid, undec-10... 294 C17H2602S 1000278-91-6 43

Abundance Scan 864 (7.169 min): BF096344.D (-863) (-) m/z 57.10 100.00%
57 97.1
5000
81.0 6.80 7.00 7.20 7.40 7.60
I ',.-...,...Wi....1,2‘.".0..,....,....,....,29?'.1. m/z 97.10  81.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11547: 3,5-Dimethyl-3-heptene
55.0 97.0
5000
6.80 7.00 7.20 7.40 7.60
126.0 m/z 55.00 78.33%
230\‘ | 810 |
0"”I"”I"”\'v”l"”I"”I"”I"”I"”I"”I"”
m/z--> 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 69.10 23.72%
27.0
126.0
81.0
G L L S S S S B SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis- R e R
55.0 97.0 6.80 7.00 7.20 7.40 7.60
m/z 98.10 19.43%
5000
39)0
oL 180 || ‘w L 810 | 1130
m/z--> 20 40 6|0 80 100 150 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 3 Cyclohexanone, 4-(1,1-dimet... Concentration Rank 17

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

7.49 12.22 ng 749204 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 4-(1.1-dimethvlet... 154 C10H180 000098-53-3 50
2 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 38
3 Heptane. 3-ethvl- 128 C9H20 015869-80-4 38
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 37
5 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 35

Abundance Scan 919 (7.492 min): BF096344.D (-915) (-) m/z 57.10 100.00%
57.1
- it i ::#:,_’\ o wa\—ﬂjh
7.20 7.40 7.60 7.80
o : |' 80 1251 1471 1682 1929 2210 | sz 43.05  46.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26822: Cyclohexanone, 4-(1,1-dimethylethyl)-
57.0
T e S\
5000 R IR S R R
7.20 7.40 7.60 7.80
154.0 m/z 98.10 45 _.09%
LW 10
0|'l"w'ﬂwl“"T'“wh"”l"“l"'w""w"'w"'l“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
7.20 7.40 7.60 7.80
5000 41.0 98.0 m/z 41.00 39.47%
81.0
R L L UL S B B B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12668: Heptane, 3—ethy|— LI L L L L B
57.0 7.20 7.40 7.60 7.80
m/z 83.10 33.60%
5000
41.0 98.0
0,.H.Jﬂ.ﬁwl.M.,...ﬂ“...}??R,....“...,..”,....,” U TR L L IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown7.57 Concentration Rank 7

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

7.57 19.81 ng 1215190 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-EthvIl-3-methvl-2-pentanol 130 C8H180 066576-22-5 47
2 4-Undecene. 7-methvl- 168 C12H24 076441-79-7 47
3 Heptane. 4-ethvl- 128 C9H20 002216-32-2 42
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 40
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38

Abundance Scan 932 (7.569 min): BF096344.D (-926) (-) m/z 43.10 100.00%
43.1 57.1
5000 84.0
T T T T T ik
168.2 . . . .
) SNE— 1 Al el A2 1821 TP L hz7 57.10 0 98.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13744: 3-Ethyl-3-methyl-2-pentanol
43.0 84.0
7.20 7.40 7.60 7.80 8.00
20.0 m/z 41.00 48 .55%
H Ll ‘ \7 \'\O ‘ 97.0 11\2'0
L L L WL UL L WL
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
720 7.40 7.60 7.80 8.00
5000 m/z 84.05 45_79%
56.0 o 840
0 290 98.0111.0 126.0140.0 168.0
miz--> 20 40 60 80 100 120 140 160
Abundance #12666: Heptane, 4—ethy|— LA LN L B L N DL B
430 579 7.20 7.40 7.60 7.80 8.00
m/z 85.05 34.93%
5000 85.0
29.0 98.0
o150 [l || 790 | 128.0
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 2-Pentanone, 5,5"-oxybis- Concentration Rank 8

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

7.72 19.16 ng 1175040 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 5.5"-oxvbis- 186 C10H1803 093677-66-8 53
2 1-Tridecene 182 C13H26 002437-56-1 47
3 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 38
4 3-Pentvn-2-one. 5.5-diethoxv- 170 C9H1403 055402-04-5 37
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 35

Abundance Scan 958 (7.722 min): BF096344.D (-951) (-) m/z 43.05 100.00%
43.0
5000 85.1
69.1
R
125.1 7.40 7.60 7.80 8.00
S| NN W1 A ,| .~>L,1.°.9~:1. S8 2010 1 7 57.10  53.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49847: 2-Pentanone, 5,5'-oxybis-
43.0
5000 LN S LR RN
85.0 7.40 7.60 7.80 8.00
270 m/z 55.00 49.92%
0 ,,,Ilu'u”\l\\ --“‘v‘.??lo-.‘---1-0.1:9--.----.----.----.----.----
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43.0
69.0 RN L LR LR
7.40 7.60 7.80 8.00
5000 97.0 m/z 85.10 49_.65%
27.0
125.0 154.0 182.0
O R o e o TR M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12717: Hexane, 2,3,5-trimethyl- L Ba e B
43.0 7.40 7.60 7.80 8.00
m/z 84.10 46.98%
85.0
5000
27.0 ‘ 69.0
0 |""""|'“'|""w'"}?§Pw""|'“'|"'w"" AR L LR LR
m/z--> 40 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 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 6 unknown7.86 Concentration Rank 5

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

7.86 22.95 ng 1407610 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 36
2 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 32
3 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 32
4 3-Heptanone. 5-methvlene- 126 C8H140 020690-70-4 28
5 Aluminum, triethyl- 114 C6H15Al 000097-93-8 25

Abundance Scan 981 (7.857 min): BF096344.D (-979) (-) m/z 57.05 100.00%
57.0
5000
e 760 750 800 850
111.1 . . . .
ot i L 88T T 1391 1832 2070 a1 7000 20.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74058: Heptyl isobutyl carbonate
57.0
5000 RN L R R
7.60 7.80 8.00 8.20
41.0 m/z 70.05 15.81%
oo Lm0 O me0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
760 7.80 8.00 820
5000 m/z 55.00 11.86%
41.0
oL 150 79.0 97.0113.0
m/z--> 25 45 65 éo 100 150 150 1éo 1éo 260
Abundance #6763: 1-Pentene, 2,4,4-trimethyl- B R M
57.0 7.60 7.80 8.00 8.20
m/z 69.10 9.03%
5000 41.0
112.0
0 150 “ . \‘ | | 810
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 7.|60 7.50 8.|00 8.|20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown7.90 Concentration Rank 12

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

7.90 15.92 ng 976532 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 35
2 Formaldehvde. (2-butenvDmethvlh... 112 C6H12N2 068661-51-8 35
3 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 33
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 33
5 2-Hexene, 3,5,5-trimethyl- 126 C9H18 026456-76-8 28

Abundance Scan 988 (7.898 min): BF096344.D (-986) (-) m/z 57.05 100.00%
57.0
5000
o 760 7.80 8.00 820
71.1 97.1 113.1 : : : :
o/ .-,|'. e TR OLT T 18711533 1822 1 ozt 47 00 19.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6763: 1-Pentene, 2,4,4-trimethyl-
57.0
5000 41.0 L UL LS R
7.60 7.80 8.00 8.20
m/z 69.10 10.33%
27.0 ‘ 97.0 112.0
0'}?Pl'l'J“"“H'J'?fg"Jﬁ'l'l""l""ﬁ"'l'"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
420 270
7.|60 7.|80 8.|00 8.|20
5000 m/z 70.10 9.75%
112.0
71.0
97.0
e L B L UL UL L B LI W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38352: 2,2,4,4-Tetramethyloctane e A BB
57.0 7.60 7.80 8.00 8.20
m/z 55.00 9.74%
5000
41.0 99.0
0 2?70 \“ [Il 7%'0 85.0 ! 11?.0
miz-> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Isobutyl nonyl carbonate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.15 13.94 ng 855167 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl nonvl carbonate 244 C14H2803 959311-27-4 59
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 59
3 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 53
4 Oxalic acid. isobutyl nonvl ester 272 C15H2804 1000309-37-4 53
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 50
Abundance Scan 1031 (8.151 min): BF096344.D (-1026) (-) m/z 57.05 100.00%
57.0
5000

7.80 8.00 8.20 8.40
m/z 43.00 57 .95%

o 126.1 153.1 182.2 207.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #97340: Isobutyl nonyl carbonate
57.0
5000 LIS L L L L L L L L L B
7.80 8.00 8.20 8.40
20.0 85.0 m/z 71.10 51.59%
L e
O  r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T ERRE RS RS E S R
7.80 8.00 8.20 8.40
5000 m/z 41.00 43.41%
85.0
o 290 110 139.0 1690 2100 239.0 291.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48909: Decane, 6-ethyl-2-methyl- AN BamE s S
57.0 7.80 8.00 8.20 8.40
m/z 55.00 35.20%
5000
85.0
|| 11 1e10
O e e e e e e R R REREEEEEE S RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40

8270-BF062717 .M Tue Jul 11 15:02:04 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Sulfurous acid, cyclohexylm... Concentration Rank 18

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

8.21 12.19 ng 747417 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 374 C21H4203S 1000309-22-2 50

1-(Trimethvisilv)-1-propvne 112 C6H12Si 006224-91-5 49
3 1.1-Dimethvl-1-silacvclo-3-pentene 112 C6H12Si 016054-12-9 47
4 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 46
5 Hept-2-ene, 2,4,4,6-tetramethyl- 154 C11H22 103982-58-7 43
Abundance Scan 1041 (8.210 min): BF096344.D (-1038) (-) m/z 97.10 100.00%
57.0 1.1
5000 41.0
112.1
81 196.2 7.80 8.00 8.20 8.40 8.60
ol Aerz 1932 1791 °%~ | ‘m/z 57.05  90.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #199332: Sulfurous acid, cyclohexylmethyl tetradecyl ester
97.0
5000 RS RN UL UL I
55.0 780 8.00 8.20 8.0 8.60
m/z 55.00 56.42%
71.0
ol 222 AL e B LR S AT
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
97.0
7.80 8.00 820 8.40 8.60
5000 m/z 43.05 49_31%
43.0 69.0 112.0
27.0
R L S S L L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6344: 1,1-Dimethyl-1-silacyclo-3-pentene RS e e
97.0 7.80 8.00 8.20 8.40 8.60
m/z 41.05 47 .14%
5000
430 g4 112.0
0|2|7|.(?|||||||||||8::-|0||||||||||||||||||||||||||||||||| L e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

8270-BF062717 .M Tue Jul 11 15:02:05 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown8.41 Concentration Rank 14

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

8.41 13.88 ng 851406 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 35
2 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 30
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 27
4 2(5H)-Furanone. 5-methvl- 98 C5H602 000591-11-7 27
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 27

Abundance Scan 1075 (8.410 min): BF096344.D (-1066) (-) m/z 57.10 100.00%
57.1
97.1
5000
41/0
81l0 196.2 8.00 8.20 8.40 860 8.80
S " Sl 22 1531 47917 “m/z 97.10 64.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84850: 4,4-Dimethyl-2-pentanol, chlorodifluoroacetate
57.0
5000
83.0 8.00 820 8.40 860 8.80
41.0 m/z 55.00 62.41%
0L15:0 | ‘M I 90 1290 1570 213.0
m/z--> 20 40 eb 80 160 120 140 160 180 200
Abundance
97.0
8.00 820 8.40 8.60 8.80
5000 m/z 43.00 51.80%
45.0
27.0 69.0
e L L S I WAL WL B SR R RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6761: 2-Pentene, 2,4,4-trimethyl- B
55.0 8.00 8.20 8.40 860 8.80
m/z 83.10 41.34%
97.0
5000
27.0
Unnn |'k"'h ""'I""§} P""|'¥1P'? SEBS PR S REBE N EEEY SRR SRR RS
m/z--> 40 60 80 100 120 140 160 180 200 800 820 8.40 8.60 8.80

8270-BF062717 .M Tue Jul 11 15:02:05 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 t-butylsulfinate,-0-menthyl- Concentration Rank 6

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

8.44 20.99 ng 1287530 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 t-butvisulfinate.-0-menthvl- 260 C14H2802S 1000151-39-9 53
2 1.1.3.3.5-Pentamethvicvclohexane 154 C11H22 070810-19-4 53
3 Oxalic acid. cvclohexvl tetradec... 368 C22H4004 1000309-31-5 50
4 2-Hexene. 4.4.5-trimethvl- 126 C9H18 055702-61-9 47
5 (E)-4-0xohex-2-enal 112 C6H802 1000374-04-2 47

Abundance Scan 1080 (8.439 min): BF096344.D (-1076) (-) m/z 83.10 100.00%
83.1
57.1
5000
39‘ ‘ 1111 153 2 8.20 8.40 860 8.80
Obrrr el btk b b 3850777 1792 2102 0 Tnzo 5710 65.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #110645: t-butylsulfinate,-O-menthyl-
57.0 83.0
5000 R RS L R
139.0 8.20 8.40 860 8.80
29.0 ' m/z 69.10 38.36%
0 \‘ l ‘ 1Ll ‘ | 105 0 1
"W'”'P'”I”'W'”'P'”I”'W'”'P'”I”"'”'P'”I”
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
83.0
. 820 8.40 8.60 8.80
5000 56.0 ' m/z 43.00 34 .30%
29.0
e N R R R B SRR SRS A AR SERR SRR SERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #195554: Oxalic acid, cyclohexy! tetradecy! ester e  AEE RE e
83.0 8.20 8.40 860 8.80
m/z 55.00 32.60%
5000 56.0
oL 20| | | 11101290 241.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80

8270-BF062717 .M Tue Jul 11 15:02:06 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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, 1,3-dimethyl-,.._. Concentration Rank 2

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

8.58 69.27 ng 4248240 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
2 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 64
3 Cvclopentanecarboxvlic acid. 4-h._.. 338 C22H4202 1000282-77-5 64
4 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 59
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 50

Abundance Scan 1104 (8.581 min): BF096344.D (-1100) (-) m/z 97.10 100.00%
97.1
5000
55.0
2103 8.20 8.40 8.60 8.80 9.00
) S— .3.8r,|‘|?. A ATO0 1281 661 U7 0 n/z 55.05  35.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6809: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 A AR SRR A
8.20 8.40 8.60 8.80 9.00
270 m/z 57.10 32.04%
c.”.“U”H”anh?ﬁ.”m%f?”...”...” S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
820 8.40 8.60 8.80 9.00
5000 m/z 41.05 18.51%
27.0
0""|""|“"|"??R'"|"“%%§9'|'“' SEBESSRBY SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester B e e e e e e EEEma e
97.0 8.20 8.40 8.60 8.80 9.00
69.0 m/z 43.10 14 _.25%
5000 41.0
H 115.0
0 Ll 1400 1690 2000 2240
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 8.0 840 8.60 8.80 9.00

8270-BF062717 .M Tue Jul 11 15:02:07 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Cyclopentane, (2-methylbutyl)- Concentration Rank 10

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

8.64 18.27 ng 1120330 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 52
2 4-Nonene. 2.3.3-trimethvl-. (2)- 168 C12H24 063830-68-2 50
3 4-Hexen-1-ol. 5-methvl-2-(1-meth... 154 C10H180 000498-16-8 47
4 5-Ethvl-2-octen-4-one 154 C10H180 1000374-14-3 38
5 Cyclooctanemethanol 142 C9H180 003637-63-6 38

Abundance Scan 1114 (8.639 min): BF096344.D (-1110) (-) m/z 69.10 100.00%
69.1
5000
410 111.1
| | | ‘ 9511 | 139.2  167.2 210.2 8.40 860 8.80 9.00
Ottt m/z 57.10 72.20%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18023: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 111.0 R U R R UL
8.40 860 8.80 9.00
‘ m/z 111.10 33.02%
0I'h'ww'ﬂ'lwk'll”'I'”“I"}ﬁ%q"l'”'l"”I""P"
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
8.40 860 8.80 9.00
5000 m/z 83.10 31.20%
41.0
125.0
95.0 168.0
R S S L W B WL WL AL B B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26906: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, (R)- A Ea e
69.0 8.40 860 8.80 9.00
41.0 m/z 41.00 28.21%
5000
111.0
.0
0 ||“l‘||‘|“|||“:‘||‘|“: S REEma |1|3|6.0|]|-5|4|.0|||||||||||||||||| e
mz-> 20 40 60 80 100 120 140 160 180 200 220 8.40 860 8.80 9.00

8270-BF062717 .M Tue Jul 11 15:02:07 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown8.70 Concentration Rank 11

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

8.70 18.23 ng 1118380 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 37
2 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 27
3 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 27
4 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 25
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25

Abundance Scan 1124 (8.698 min): BF096344.D (-1122) (-) m/z 57.10 100.00%
51.1
97.1
5000
39L ‘ 125.1 2103 8.40 8.60 8.80 9.00
O e TPl g | P 1522 1812 STrC | Tw/z 97.10 61.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0
5000
83.0 8.40 8.60 8.80 9.00
29.0 111.0 m/z 69.10 51.01%
o) - = .“. ; |U' o ‘lu‘l‘.” | r .“l‘. - ..1f1?.9. |1|6l6|9| ; |1|9|7(|)” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
840 8.60 880 9.00
5000 m/z 111.10 49 .69%
83.0
1150 154.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6764: 1-Pentene, 2,4,4-trimethyl- ST
57.0 8.40 8.60 8.80 9.00
m/z 43.10 44 .53%
5000
29.0
112.0
0"W'”'P"W'”'P'”I”'W'”'P'”I”""” A SR S IR LR L S
m/z--> 60 80 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00

8270-BF062717.M Tue Jul 11 15:02:08 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 2-Azido-2,4,4,6,6,8,8-hepta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.73 36.93 ng 2265290 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Azido-2.4.4.6.6.8.8-heptamethy... 267 C16H33N3 1000293-29-1 53
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 47
3 2H-Pvran-2-methanol. 3.6-dihvdro... 188 C9H1604 056196-34-0 42
4 3-Propionvloxvtridecane 256 C16H3202 1000245-62-5 40
5 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 38
Abundance Scan 1129 (8.728 min): BF096344.D (-1128) (-) m/z 57.10 100.00%
57.1
5000

97.1

8.40 8.60 8.80 9.00

126.1 151.1

181.2 210.2

0 m/z 55.00 44 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116524: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane
57.0
5000 LA L L L L L L LB |
8.40 8.60 8.80 9.00
99.0 m/z 43.10 43.88%
ok L H 119.0 1540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
B EEREE
8.40 8.60 8.80 9.00
5000 85.0 m/z 97.10 37.37%
111.0
29.0

139.0 167.0 196.0 224.0 252.0

Ol e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52129: 2H-Pyran-2-methanol, 3,6-dihydro-3-hydroxy-6-(1-me...

57.0 8.40 8.60 8.80 9.00
m/z 69.10 36.25%
86.0
5000
128.0
o G
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.40 860 880 9.00

8270-BF062717 .M Tue Jul 11 15:02:12 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Thiophene, 3-ethyl- Concentration Rank 3

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

8.82 47.15 ng 2892010 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 3-ethvl- 112 C6HS8S 001795-01-3 50
2 Thiophene. 2-ethvl- 112 C6HS8S 000872-55-9 50
3 2-Cvclohexen-1-ol. 1-methvl- 112 C7H120 023758-27-2 40
4 Sulfurous acid. cvclohexvimethvl... 374 C21H4203S 1000309-22-2 37
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 25

Abundance Scan 1145 (8.822 min): BF096344.D (-1139) (-) m/z 57.10 100.00%
57.1
97.1
5000
39‘ | 8.40 8.60 8.80 9.00 9.20
Ob el o L79E 1250 14911672 19312102 1 -9 0 65, 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6433: Thiophene, 3-ethyl-
97.0
5000 RS RS AR SRR A
8.40 8.60 8.80 9.00 9.20
45.0 m/z 112.10 32.50%
0 270\ ‘ Al 770\ i 140
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
97.0
840 8.60 8.80 9.00 920
5000 m/z 69.10 31.84%
45.0
o 27.0 77.0 114.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6577: 2-Cyclohexen-1-ol, 1-methyl- A B o e
97.0 8.40 8.60 8.80 9.00 9.20
m/z 43.10 29.49%
69.0
5000 43.0
0 III""I""I""I""""""I""IIII [rorrprrrrprrr T T e T
m/z--> 20 40 60 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20

8270-BF062717 .M Tue Jul 11 15:02:12 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Octan-2-yl 2-methylbutanoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.90 109.77 ng 6732770 Naphthalene-d8 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octan-2-vl 2-methvlbutanoate 214 C13H2602 1000372-74-3 53
2 3-Hexanone. 2.5-dimethvl- 128 C8H160 001888-57-9 50
3 3-Pentanone.2-nitro-4-methvl-1-(... 245 C11H19NO5 1000196-84-1 47
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 45
5 3-Methyl-butyric acid, 4-butyl-2... 256 C14H2404 1000192-62-1 43
Abundance Scan 1158 (8.898 min): BF096344.D (-1149) (-) m/z 57.10 100.00%
57.1
85.1
5000
125.1 PYSSERRARRESARNS AR
8.60 8.80 9.00 9.20
181.2
Ol bl J107:0 154.2 224.3 m/z 85.10 80.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72676: Octan-2-yl 2-methylbutanoate
57.0 85.0
5000 N AR LR R
112.0 8.60 8.80 9.00 9.20
29.0 m/z 43.10 56.30%
0 Ry I\I‘I aRE I‘I\I . I‘I‘I I\‘lhl — T |‘| |1|3|b|9||||||1|7|0|9 ||]|-9|9|0| EREE R RRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
650 860 8.80 9.00 920
5000 m/z 41.10 43.87%
27.0 128.0
S R S R R S LS RA AN SRS LS RSN RRARN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97854: 3-Pentanone,2-nitro-4-methyl-1-(tetrahydro-2H-2-py... R e AR
88.0 8.60 8.80 9.00 9.20
43.0 m/z 69.10 41.21%
5000
o \p A GIL " L1150 1460 4749 1980 244.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Sulfurous acid, cyclohexylm... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

899 13.03ng 3098150  Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. cvclohexvimethyl... 332 C18H3603S 1000309-21-9 64
2 Sulfurous acid. cvclohexvimethvl... 430 C25H5003S 1000309-22-6 64

1-(Trimethvisilv)-1-propvne
4 2-Pentene.

112 C6H12Si

2.4.4-trimethvl- 112 C8H16

5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S

006224-91-5 58
000107-40-4 58
1000309-22-7 50

Abundance Scan 1174 (8.992 min): BF096344.D (-1170) (-) m/z 97.10 100.00%
97.1
57.1
5000
RN SRR A SR
39“) ‘ 125.1 8.60 8.80 9.00 9.20 9.40
) I & .'.|-.7.9,'|.l.. | 1582 asl2 243 m/z 57.10 64.78%

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

Abundance #170750: Sulfurous acid, cyclohexylmethyl undecy! ester
97.0
5000 55.0 L L B L B B
8.60 8.80 9.00 9.20 9.40
m/z 55.00 35.87%
oyt L0 L 4260 3850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97.0
R e e o R
8.60 8.80 9.00 9.20 9.40
5000 m/z 43.10 29.97%
55.0
29.0 77.0 125.0  155.0 253.0
T T T T T e T [T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6338: 1-(Trimethylsilyl)-1-propyne R e R A
97.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 27 .75%
5000
430 690
1l \‘\ ‘\ 1150
Ottt e T e e e e e e R e e o R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Sulfurous acid, cyclohexylm... Concentration Rank 15

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

9.05 13.09 ng 3111320 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvImethvl... 262 C13H2603S 1000309-21-6 59
2 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 59
3 Z-3.4.4-Trimethvl-2-pentene 112 C8H16 039761-64-3 53
4 2.4.4.6.6.8.8-Heptamethvl-2-nonene 224 C16H32 039761-73-4 46
5 2-Propionyl-6-methyl-3,4-dihydro... 154 C9H1402 1000145-07-7 43

Abundance Scan 1184 (9.051 min): BF096344.D (-1180) (-) m/z 97.10 100.00%
97.1
5000 69.1
L T80 900 920 o0
224.3 : : : :
Ol el 1921392 1652 20722203 | B Eea Y 65 e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112139: Sulfurous acid, cyclohexylmethyl hexyl ester
97.0
55.0
5000 IR RS AR RSN
8.80 9.00 9.20 9.40
m/z 111.10 47 .19%
029”\79%1270
m/z--> 60 100 120 140 160 180 200 220
Abundance
97.0
e o 880 9.00 9.20 9.40
5000 : m/z 55.00 35.44%
S S - SN . 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6758: Z-3,4,4- Trlmethyl 2- pentene L L L L L L B
55.0 97.0 8.80 9.00 9.20 9.40
m/z 41.10 16.52%
5000
27.0 ‘ ‘790
o Y N — MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096344.D

Aca On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample : 13955-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Heptane, 2-iodo- Concentration Rank 9

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

9.35 18.27 ng 4344100 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-iodo- 226 C7H151 018589-29-2 53
2 4-Bromoheptane 178 C7H15Br 000998-93-6 53
3 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 53
4 4-Heptanone. 5.5-diethvl-2.2.3.3... 226 C15H300 016424-67-2 50
5 Pentane, 3,3-diethyl- 128 C9H20 001067-20-5 42

Abundance Scan 1235 (9.351 min): BF096344.D (-1230) (-) m/z 57.10 100.00%
51.1
5000 99.1
e
9.00 9.20 9.40 9.60
39
ol 79. 19.0 155.2  183.1 224.3 m/z 99.10 39.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83116: Heptane, 2-iodo-
57.0
5000 99.0 NSRS SRR

9.00 9.20 9.40 9.60

29.0 m/z 41.10 21.17%
o J ., 810 127.0 1550 183.0 226.0
.”,”.w.”.“.”,”.w.”......”...” A BERREEEEES S
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T
9.00 9.20 9.40 9.60
5000 m/z 43.10 16.97%
27.0 99.0
0 79.0 121.0 151.0
e o R E T e R N N AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44347: Heptane, 3-bromo- R e e R
57.0 9.00 9.20 9.40 9.60
m/z 55.10 12.47%
5000
99.0
29.0
0 T 81.0 119.0137.0 178.0
e e o o e RN E RS e e e e e R A N E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
Data File : BF096344.D

Acq On : 30 Jun 2017 18:55

Operator : SJ/MA

Sample - 13955-01

Misc :

ALS Vial : 21 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---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3,5-Dimethyl-3-he... 7.17 10.6 ng 483580 1 6.76 913686 20.0
Cyclohexanone, 4-... 7.49 12.2 ng 749204 2 8.04 1226660 20.0
unknown? .57 7.57 19.8 ng 1215190 2 8.04 1226660 20.0
2-Pentanone, 5,5" ... 7.72 19.2 ng 1175040 2 8.04 1226660 20.0
unknown? .86 7.86 22.9 ng 1407610 2 8.04 1226660 20.0
unknown7 .90 7.90 15.9 ng 976532 2 8.04 1226660 20.0
Isobutyl nonyl ca... 8.15 13.9 ng 855167 2 8.04 1226660 20.0
Sulfurous acid, c... 8.21 12.2 ng 747417 2 8.04 1226660 20.0
unknown8 .41 8.41 13.9 ng 851406 2 8.04 1226660 20.0
t-butylsulfinate, . .. 8.44 21.0 ng 1287530 2 8.04 1226660 20.0
Cyclohexane, 1,3-... 8.58 69.3 ng 4248240 2 8.04 1226660 20.0
Cyclopentane, (2-... 8.64 18.3 ng 1120330 2 8.04 1226660 20.0
unknown8.70 8.70 18.2 ng 1118380 2 8.04 1226660 20.0
2-Azido-2,4,4,6,6... 8.73 36.9 ng 2265290 2 8.04 1226660 20.0
Thiophene, 3-ethyl- 8.82 47.1 ng 2892010 2 8.04 1226660 20.0
Octan-2-yl 2-meth... 8.90 109.8 ng 6732770 2 8.04 1226660 20.0
Sulfurous acid, c... 8.99 13.0 ng 3098150 3 9.80 4754160 20.0
Sulfurous acid, c... 9.05 13.1 ng 3111320 3 9.80 4754160 20.0

3

Heptane, 2-i1odo- 9.35 18.3 ng 4344100 9.80 4754160 20.0
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