LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.581 97 101 107 rVB 34781 52716 1.71% 0.122%
2 4.799 474 478 485 rVB 134089 159632 5.17% 0.370%
3 5.146 532 537 544 rBV 156371 177708 5.76% 0.411%
4 5.234 548 552 562 rVvB 1130749 1147892 37.20% 2.658%
5 5.593 603 613 616 rBvY 1815081 2288276 74.16% 5.298%
6 5.651 618 623 628 rvB4 27027 47607 1.54% 0.110%
7 5.793 642 647 650 rvB4 28339 33452 1.08% 0.077%
8 5.851 652 657 661 rBV5 17949 34446 1.12% 0.080%
9 5.951 670 674 676 rBV 41373 44823 1.45% 0.104%
10 5.987 676 680 686 rvvs 30647 66496 2.15% 0.154%
11 6.081 690 696 699 rBV3 31256 51309 1.66% 0.119%

12 6.169 708 711 720 rBV2 114429 158805 5.15% 0.368%
13 6.275 720 729 733 rBV 896710 827430 26.81% 1.916%
14 6.310 733 735 738 rvVB2 76943 73848 2.39% 0.171%
15 6.340 738 740 745 rVB2 38701 42801 1.39% 0.099%

16 6.404 745 751 758 rBV 2108627 2085285 67.58% 4.828%
17 6.504 763 768 770 rvv4 89669 106851 3.46% 0.247%
18 6.581 779 781 784 rBv4 38711 51450 1.67% 0.119%
19 6.616 784 787 788 rVvv3 72664 66412 2.15% 0.154%
20 6.640 788 791 793 rvV 671415 620902 20.12% 1.438%

21 6.669 793 796 799 rVB 412198 344444 11.16% 0.798%
22 6.710 799 803 805 rBv3 101096 128206 4._.15% 0.297%
23 6.745 805 809 811 rBV3 68979 86580 2.81% 0.200%
24 6.793 811 817 822 rVB 1937291 2014646 65.29% 4._.665%
25 6.834 822 824 826 rVB 158262 125164 4._.06% 0.290%

26 6.863 826 829 830 rBvV2 75908 65579 2.13% 0.152%
27 6.887 830 833 835 rBv4 67793 51627 1.67% 0.120%
28 6.916 835 838 844 rvB4 285840 350586 11.36% 0.812%
29 6.963 844 846 848 rBV2 50457 44764 1.45% 0.104%
30 6.998 850 852 854 rBvV2 56340 55661 1.80% 0.129%

31 7.040 855 859 861 rBvV 286627 285705 9.26% 0.662%
32 7.069 862 864 867 rvB2 134405 119887 3.89% 0.278%
33 7.128 871 874 877 rBv4 90841 114470 3.71% 0.265%
34 7.198 877 886 889 rBV 1820535 3085800 100.00% 7.145%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 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-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.251 889 895 898 rvB2 881420 1878542 60.88% 4 _350%

36 7.293 898 902 907 rBV5 378198 637594 20.66% 1.476%
37 7.345 907 911 913 rBV3 245931 298681 9.68% 0.692%
38 7.369 913 915 918 rVB 270853 216265 7.01% 0.501%
39 7.404 918 921 925 rVB4 189736 248007 8.04% 0.574%
40 7.445 925 928 933 rVB2 781964 1150692 37.29% 2.664%

41 7.492 933 936 938 rBV 244086 235208 7.62% 0.545%
42 7.516 938 940 942 rVB2 152394 114286 3.70% 0.265%
43 7.569 942 949 954 rVB5 958257 1409629 45.68% 3.264%
44 7.616 954 957 959 rBV3 346546 406530 13.17% 0.941%
45 7.651 959 963 966 rvB2 145096 169577 5.50% 0.393%

46 7.692 967 970 973 rBv3 210121 281260 9.11% 0.651%
47 7.763 979 982 986 rvB2 387562 399918 12.96% 0.926%
48 7.798 986 988 990 rBV3 196256 223585 7.25% 0.518%
49 7.828 990 993 997 rvv3 376080 643462 20.85% 1.490%
50 7.875 998 1001 1002 rvv2 354399 366529 11.88% 0.849%

51 7.922 1005 1009 1013 rVV 1231936 1700478 55.11% 3.937%
52 7.963 1013 1016 1018 rvv4 339807 491534 15.93% 1.138%
53 8.010 1021 1024 1026 rVVv 798653 845828 27.41% 1.958%
54 8.057 1030 1032 1035 rVB2 444566 369352 11.97% 0.855%
55 8.104 1037 1040 1042 rVvV2 435586 406385 13.17% 0.941%

56 8.140 1043 1046 1050 rVvB2 892626 903343 29.27% 2.092%
57 8.222 1056 1060 1063 rVB5 629569 857155 27.78% 1.985%
58 8.257 1063 1066 1068 rBVv3 271111 334072 10.83% 0.774%
59 8.287 1068 1071 1072 rBV3 206756 230119 7.46% 0.533%
60 8.369 1081 1085 1094 rVB2 1292294 1979700 64.16% 4 _.584%

61 8.434 1094 1096 1099 rvB2 308328 248769 8.06% 0.576%
62 8.475 1100 1103 1110 rBV3 583727 743002 24.08% 1.720%
63 8.675 1134 1137 1139 rBV2 200452 231029 7.49% 0.535%
64 8.810 1158 1160 1163 rBv4 152521 142182 4.61% 0.329%
65 8.845 1163 1166 1169 rVB4 199847 229320 7.43% 0.531%

66 8.916 1175 1178 1181 rBV3 207920 232304 7.53% 0.538%
67 8.963 1183 1186 1188 rVV 961551 813283 26.36% 1.883%
68 8.998 1188 1192 1196 rVB 2270158 2294637 74.36% 5.313%
69 9.092 1205 1208 1212 rBV3 249623 275054 8.91% 0.637%
70 9.204 1225 1227 1231 rVB2 177030 181981 5.90% 0.421%

71 9.386 1256 1258 1260 rBV2 157345 134840 4._.37% 0.312%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF071317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 9.416 1260 1263 1265 rVB 602429 475234 15.40% 1.100%
73 9.586 1290 1292 1296 rVB 168018 171309 5.55% 0.397%
74 9.669 1302 1306 1314 rVvB2 883537 969681 31.42% 2.245%
75 9.951 1351 1354 1358 rVvB2 245332 339959 11.02% 0.787%

76 10.339 1417 1420 1425 rBV 187467 245892 7.97% 0.569%
77 10.457 1436 1440 1443 rBV 1103959 999468 32.39% 2.314%
78 10.486 1443 1445 1450 rVB3 182947 173073 5.61% 0.401%
79 10.604 1463 1465 1469 rVB 222438 198698 6.44% 0.460%
80 10.822 1500 1502 1505 rVB 144632 108583 3.52% 0.251%

81 11.069 1542 1544 1547 rVB 219042 188508 6.11% 0.436%
82 11.145 1554 1557 1561 rBV 554958 528040 17.11% 1.223%

83 11.704 1650 1652 1659 rBV5 200998 243525 7.89% 0.564%
84 12.745 1825 1829 1833 rBV 1130351 1210998 39.24% 2.804%

Sum of corrected areas: 43188360
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF071317\

BF096747.D

14 Jul 2017 00:26

SJ/Ju

14150-01

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF096747.D

6.40 6.79

5.59

5.23

4.80

0
Time--> 2.

5.00

Abundance

3000000
2500000
2000000
1500000
reti
1000000

500000

TIC: BF096747.D

9.00

10.46

9.67

11.15 11.70

11, clr
I

l 9.42
19.09

' I ‘. 209 B 99 . 48.6010.82

A

9.95

|
VLO|

1% il

0——
Time-->

12.00 12.50

9.50

10.00

10.50 11.00 11.50

9.00

13.00 13. 50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF096747.D

Time-->

18.00 18.50

16.50 17.00 17.50

14.00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown5.15 Concentration Rank 20

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

5.15 5.72 ng 177708 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 45
2 1-Pentanamine 87 C5H13N 000110-58-7 43
3 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 37
4 n-Butyl ether 130 C8H180 000142-96-1 36
5 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 33

Abundance Scan 538 (5.151 min): BF096747.D (-532) (-) m/z 57.10 100.00%
57
41
5000
8|7 P AR
3 5053 69 73 : : ' '
vmv“WMW““vmv“W“ﬁJL““v“+’W“M““P*P“W“W““P“W“ m/z 41.00 53.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4472: 1-Butanol, 3,3-dimethyl-
57
69
41
5000
4.80 5.00 5.20 5.40
29 m/z 87.10 18.97%
45
||| 36 \“\ 53, 87
IV g
Abundance
30
480 500 520 540
5000 m/z 45.00 10.37%
41 45 87
1518 26 38 51 9558 6265 6972
AR RN RAREN RAAR LAY RLAEN LAAE) LARLN ALLE AALA LERRA ARED RAALS RARD) RSN RN RALLA RAREN AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2130: l—PropanoI, 2,2—dimethy|— LA L L L L LB L
57 4.80 5.00 5.20 5.40
m/z 43.00 9.35%
5000 41
29 73
I'”'P'”I“'W"“I“'Wlﬁ?P?ﬁl”l'ﬁ“'P?ﬁ 'lW'”ﬁ§'§%'”'P'“I“"P?ﬁl”'ﬁ'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Ethanol, 2-butoxy- Concentration Rank 1

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

5.59 73.71 ng 2288280 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
2 3,3-Dimethylbutane-2-ol 102 C6H140 000464-07-3 53
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
4 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 25
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 22

Abundance Scan 613 (5.593 min): BF096747.D (-603) (-) m/z 57.05 100.00%
g7
5000 45
3 s 75 8|7 100 1 520 5.40 5.60 580 6.00
N m/z 45.00 42.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 I ARRE RS RN LR L
45 520 5.40 5.60 5.80 6.00
29 87 m/z 41.05 35.92%
e b e 10 us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45 57
520 540 560 580 6.00
5000 m/z 87.10 14 .36%
29 69 87
15 39 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether T SSEREHBES § A
57 520 5.40 5.60 5.80 6.00
45 m/z 56.05 8.41%
5000
29 75
87
18 “ | 3\4‘\ i 63 L | 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown6.40 Concentration Rank 2

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

6.40 67.17 ng 2085290 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10
3 Benzeneethanamine, .alpha.-methy... 223 C16H17N 002980-02-1 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.398 min): BF096747.D (-745) (-) m/z 132.00 100.00%
5000 68
40 54 % 6.00 6.20 640 6.60 6.80
83
Hl m/z 68.10 41.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132
5000 NSRS SRR
6.00 6.20 6.40 6.60 6.80
104 m/z 134.00 31.64%
5, 667
14 27 39 >1 ! 89 | 115
m/z--> 20 40 60 éo 100 120 140 160 180 200 220
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.00 27 .50%
105
39 51 65 77 117 146 165 180 208 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80338: Benzeneethanamine, .alpha.-methyl-N-(phenylmethylene) A RAREE R R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.05 18.85%
5000
1 105
39 51 65 /7 | | 117 | 145 165178 208 223
m/z--> 20 Jo eb 80 160 150 140 160 180 200 220 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\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Cyclohexane, 1,1-dimethyl-2_.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

" 6.02 11.290ng 350586  1,4-Dichlorobenzene-da 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 96
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 93

3 4-Undecene, (E)- 154 C11H22 000693-62-9 86
4 5-Undecene, (2)- 154 C11H22 000764-96-5 74
5 3-Undecene, (2)- 154 C11H22 000821-97-6 74
Abundance Scan 839 (6.922 min): BF096747.D (-835) (-) m/z 55.10 100.00%
69
5000 at
83 o
T o == SIS
U1 495 39 154 6.60 680 7.00 7.20
m/z 69.10 86.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27097: Cyclohexane, 1,1-dimethyl-2-propyl-
56 69
a1
5000 84 II|IIII|IIII|IIII|IIII|
6.60 6.80 7.00 7.20
29 m/z 56.05 64.76%
‘ ‘ o7 111, 139 154
..,...‘.,....‘,l...,.‘...,...‘1,‘....,‘..‘..,....,....,....,.1.‘.5.,....‘,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
55
e
41 6.60 6.80 7.00 7.20
5000 34 m/z 41_00 53.75%
29
97 111 139 154
125
WWTWWWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27027: 4-Undecene, (E)- L B AR B S
55 6.60 6.80 7.00 7.20
41 m/z 83.10 38.09%
69
5000
29
83
97 154
m/z--> 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:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 13

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

7.04 9.20 ng 285705 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 87
4 Spiro[4.5]decane 138 C10H18 000176-63-6 81
5 Cyclohexane, 1l-methyl-3-(l1-methy... 138 C10H18 024399-15-3 81

Abundance Scan 859 (7.040 min): BF096747.D (-855) (-) m/z 67.00 100.00%
67
81 o5 138
41
5000
> 109 U UL UL L
123 ) 6.80 7.00 7.20 7.40
s m/z 138.20 74.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
67
138
a1 82 96
5000
55 6.80 7.00 7.20 7.40
27 109 m/z 81.05 68 .37%
"P%?W"Lh'”'kh"ﬂk*W'JL"”hhi"ﬁWJW"”M'”'}%?'P'”“'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 96 138
Bl BRI UL R
6.80 7.00 7.20 7.40
5000 41 m/z 68.10 67.74%
> 109
27
123
Wmmwvmﬂ’mm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16914: Naphthalene, decahydro-, cis- A e LR R EEEEER
a1 67 81 6.80 7.00 7.20 7.40
138 m/z 95.05 64.77%
96
5000 27 55
109
15
"P”'P”'P”W'”W'”W'”W”'W”'W”'W”'W”'&%%'”'W””I””I' R S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown7.25 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.25 60.51ng 1878540  1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Butoxyacetic acid 132 C6H1203 002516-93-0 47
2 Ethyl 2-butoxyacetate 160 C8H1603 1000366-89-3 23

004439-24-1 17
007324-58-5 16

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02

5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 14
Abundance Scan 895 (7.251 min): BF096747.D (-889) (-) m/z 57.10 100.00%
57
5000 a1

7.00 7.20 7.40 7.60
m/z 41.10 49.62%

87

o 99 113 125 141 152 166
miz-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170

Abundance #14263: Butoxyacetic acid
57
5000 29 41 LIRS
7.00 7.20 7.40 7.60
‘ 73 o m/z 55.10 25.33%
SN SN AR 1] S S R 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
R N ERE S s
83 7.00 7.20 7.40 7.60
5000 29 m/z 61.00 23.95%
41
70
15 105 117 131
WWWWWWTWWTWWTTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8872: Ethylene glycol monoisobutyl ether A e
5[7 7.00 7.20 7.40 7.60
45 m/z 43.10 23.85%
5000
29 75
87
..,...1.5,;....,....,....,....,....,....,....,...1.?9...,....,....,....,....,....,....,... R RS EERRRERE RS
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

8270-BF071317.M Fri Jul 14 17:49:29 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown7.29 Concentration Rank 17

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

7.29 7.50 ng 637594 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 43
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 30
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 30
4 2,7-Octadiene, 4-methyl- 124 C9H16 1000061-78-0 25
5 1-Decene, 5-methyl- 154 C11H22 054244-79-0 25

Abundance Scan 902 (7.293 min): BF096747.D (-898) (-) m/z 55.00 100.00%
43
5000 83
97 111 125 U R L L IR
37 148 7.00 7.20 7.40 7.60
AR S 186 Thzz 69.10  91.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11549: trans-2-Methyl-3-octene
69
41 55
5000 U N L L IR
7.00 7.20 7.40 7.60
97 126 m/z 43.10 80.26%
83
..1.5| .‘l‘. ‘\\‘ .‘.‘.‘,.‘H‘..,‘l..?E,;.l.l‘.l.,....,....,....
m/z--> 20 40 60 80 100 120 140 160
Abundance
41 5 69
83 U R L L IR
7.00 7.20 7.40 7.60
5000 . m/z 41.05 69.04%
og 111 126
mz-> 20 40 60 80 100 120 140 160
Abundance #3318: 1-Pentene, 3-ethyl- O B
4 7.00 7.20 7.40 7.60
69 m/z 83.05 46.91%
5000
27 55
98
"}?I""I""I""f?"'l""l"" [rr o U R L L IR
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60

8270-BF071317.M Fri Jul 14 17:49:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 7

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

7.45 13.53 ng 1150690 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 90
2 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 47
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 43
4 Decane, 3-bromo- 220 C10H21Br 030571-71-2 43
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38

Abundance Scan 929 (7.451 min): BF096747.D (-925) (-) m/z 81.10 100.00%

5000

7.20 7.40 7.60 7.80
m/z 55.05 79.74%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38338: Decane, 3,7-dimethyl-
43 57
71
5000 LIS LL L  LL  LBL
29 85 7.20 7.40 7.60 7.80

m/z 67.10 74.87%
J L] ﬂ 99 113 127 141 455 170

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
a3 o7
71 R e s e
7.20 7.40 7.60 7.80
5000 85 m/z 41.05 70.58%
29 gg 111 141
T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48846: Dodecane, 4-methyl- R E AR EREEE e
B o 71 7.20 7.40 7.60 7.80
m/z 95.10 69.58%
5000 85
29 99 141
15 | ‘h‘ I A 112 127 4 155 169 184
L B e T B B m S S R AN EERES R
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF071317.M Fri Jul 14 17:49:31 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Naphthalene, decahydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
757 16.58ng 1409630  Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 83

2 1-Methyldecahydronaphthalene

152 C11H20
152 C11H20

3 trans-Decalin, 2-methyl-

4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18

002958-75-0 83
1000152-47-3 81
004795-86-2 62

5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 62
Abundance Scan 949 (7.569 min): BF096747.D (-942) (-) m/z 67.10 100.00%
5000
7.20 7.40 7.60 7.80 8.00
o m/z 55.10 95.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25445: Naphthalene, decahydro-2-methyl-
41 67
95
55 81 152
5000 LA L L L L LB L
137 7.20 7.40 7.60 7.80 8.00
‘ ‘ 109 ‘ m/z 152.15 81.16%
IS M, M| e 1P| S TS S | M-
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 67
81 % 152
55 7.20 7.40 7.60 7.80 8.00
5000 m/z 82.10 80.89%
109 137
123
mmmmﬁmmm
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 7.20 7.40 7.60 7.80 8.00
67 m/z 81.10 80.05%
41 55 9% 152
5000
137
29 109
Lloa ) | =
.,....,....,l‘...,.‘ll‘. T L AR Eaamma et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7. 60 7.80 800

8270-BF071317.M Fri Jul 14 17:49:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown7.83 Concentration Rank 15

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

7.83 7.57 ng 643462 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 38
2 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 38
3 Decane, 1-iodo- 268 C10H211 002050-77-3 32
4 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 32
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 27

Abundance Scan 993 (7.828 min): BF096747.D (-990) (-) m/z 43.10 100.00%
43 57
85
5000 71
L] s e 2o T80 7k 850 8%
Ol bbbl bl e L 280 e m/Zz 57.10 88.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48880: Undecane, 2,4-dimethyl-
43
57 85
5000 USRI UL L IR
71 7.40 7.60 7.80 8.00 8.20
29 m/z 85.10 55.90%
A | 99113126141155169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 85
7.40 7.60 7.80 8.00 8.20
5000 1 m/z 71.10 38.60%
28
155
9113
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116705: Decane, 1-iodo- e
43 57 7.40 7.60 7.80 8.00 8.20
m/z 95.10 34.72%
85
5000 n
29
15 M I ‘ Lol %9 127141155169183197211 268
m/z--> 20 4'0 6|O 80 100 120 14'10 160 180 200 220 240 260 740 7.60 7.80 8.00 8.20

8270-BF071317.M Fri Jul 14 17:49:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Undecane, 4,6-dimethyl- Concentration Rank 11

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

8.01 9.95 ng 845828 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 70
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
3 Dodecane 170 C12H26 000112-40-3 50
4 Decane, 5-propyl- 184 C13H28 017312-62-8 50
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 50

Abundance Scan 1024 (8.010 min): BF096747.D (-1021) (-) m/z 57.10 100.00%
57
43
5000 71
8 145 7.60 7.80 8.00 8.20 8.40
98107 : : - - -
SN NN S N L ol 1 416125135, .'.1.5.4,|. A8 "m/z 43.10 62.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48869: Undecane, 4,6-dimethyl-
57
43
5000 n LR I L I
7.60 7.80 8.00 8.20 8.40
m/z 71.10 44.78%
..,.w.\..,\w...w,..‘\..,x\..?s,..l.lf,....17”..45.5,....,164.
m/z--> 40 60 80 100 120 140 160 180
Abundance
57
43 SR R SRR
7.60 7.80 8.00 8.20 8.40
5000 71 m/z 41.10 24 _.89%
85

98 113 126 141 155

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38316: Dodecane A

43 7 7.60 7.80 8.00 8.20 8.40

m/z 85.10 17 .30%
71
5000
29 85
98 170

m/z--> 20 40 60 80 100 120 140 160 180 7. 60 7.80 8. OO 8.20 8.40

8270-BF071317.M Fri Jul 14 17:49:34 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9

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

8.14 10.62 ng 903343 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 87
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 52
3 Cyclopentane, 1,1,2-trimethyl- 112 C8H16 004259-00-1 52
4 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 49
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 49

Abundance Scan 1046 (8.140 min): BF096747.D (-1043) (-) m/z 69.10 100.00%
5000 145
160 182 7.80 800 820 840
SR S T R N m/z 55.10 90.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47299: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 U S IR RS
29 83 97 7.80 8.00 8.20 8.40
112 108 182 m/z 57.10  88.74%
‘ ‘ 167
|||||||||‘|‘|||“|‘||‘l‘|||“|‘||‘l‘|||‘||||H||]|-3|g||||||||||‘|||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
5
41 A S R L R
7.80 8.00 8.20 8.40
5000 m/z 56.10 85.12%
27
83
15 98
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6787: Cyclopentane, 1,1,2-trimethyl- R EEaE e AR Ea
5 49 7.80 8.00 8.20 8.40
41 m/z 41.10 77.33%
5000
27 84 g7
5 ‘ ‘ 112
""'I'l"'ﬁ“""‘ I"l"l""'l""l""l'"'I""I"' T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BF071317.M Fri Jul 14 17:49:35 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 unknown8.22 Concentration Rank 10

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

8.22 10.08 ng 857155 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecane, methyl- 154 C11H22 013151-43-4 49
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 43
3 1-Dodecene 168 C12H24 000112-41-4 38
4 3-Dodecene, (2)- 168 C12H24 007239-23-8 38
5 1-Tridecene 182 C13H26 002437-56-1 35

Abundance Scan 1060 (8.222 min): BF096747.D (-1056) (-) m/z 55.05 100.00%
5000
7.80 8.00 820 8.40 8.60
m/z 41.10 62.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27048: Cyclodecane, methyl-
55
69
43
5000 83 I LN IR I I
97 7.80 8.00 8.20 8.40 8.60
29 m m/z 81.10 58.83%
[l di ]
...,.l..‘,...“.,.H..,‘.‘...‘,..l.,.‘..l?f..l.5.4,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55
41 69 7.80 8.00 820 8.40 8.60
5000 m/z 56.10 56.23%
29 83 97 111
126
mz-> 20 40 60 80 100 120 140 160 180
Abundance #36735: 1-Dodecene A BEEmEEEEE
55 7.80 8.00 8.20 8.40 8.60
83 m/z 137.10 55.28%
69 97
5000 29
“ 111
: }?,.‘:.. ;a..”.,.H‘..pL‘..lh b }??. W0 153 168 A bt
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60

8270-BF071317.M Fri Jul 14 17:49:36 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317 .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 Decane, 2,6,7-trimethyl- Concentration Rank 5

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

8.37 23.28 ng 1979700 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 59

Abundance Scan 1085 (8.369 min): BF096747.D (-1081) (-) m/z 57.10 100.00%
7
43 il
5000
85 o, 113 800 820 8.40 860 880
97 133 149
ol bl S MOI6L 176 198 1 o 71,10 60.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48892: Decane, 2,6,7-trimethyl-
57
43
5000 1 AR AR RN
800 820 840 8.60 8.80
m/z 43.10 54 .88%
85 112
U 'ﬁ""'l"w SRan ??"l"l"' }?%" 0 R DAL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 SRR AR SR
8.00 820 8.40 8.60 8.80
5000 43 m/z 41.10 30.56%
113
29
84 g7 127 141 170
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #101974: Sulfurous acid, butyl octyl ester R B o e
57 8.00 820 8.40 8.60 8.80
m/z 56.10 19.59%
5000 [
‘\ H L[l 8 97 M3135 139 165 177
m/z--> 20 ' 6|0 80 100 150 140 160 180 200 800 820 840 8.60 8.80

8270-BF071317.M Fri Jul 14 17:49:37 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 6-Tridecene, 7-methyl- Concentration Rank 14

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

8.47 8.74 ng 743002 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 70
2 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 58
3 Tridecane, 7-methylene- 196 C14H28 019780-80-4 53
4 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 52
5 b5-Tetradecene, (E)- 196 C14H28 041446-66-6 50

Abundance Scan 1102 (8.469 min): BF096747.D (-1100) (-) m/z 69.10 100.00%
o
5000
820 840 8.60 880
m/z 55.10 98.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58307: 6-Tridecene, 7-methyl-
55 69
5000 4 83 U R AL I R
8.20 8.40 8.60 8.80
111 m/z 41.10 77.58%
‘ I 9( ‘ 126 196
I P Y |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 69
a1 " 820 8.40 8.60 880
5000 m/z 56.00 76.52%
27 83 126
15 95 111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58310: Tridecane, 7-methylene- R e e RN ma
56 8.20 8.40 8.60 8.80
a1 69 m/z 57.10 53.72%
5000
29 83 111
N
el W s e T Ao
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:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 19

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

9.95 7.01 ng 339959 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 80
2 Benzenepropanoic acid, _-beta.,.b... 192 C12H1602 025080-84-6 49
3 Benzene, 1-(1,5-dimethyl-4-hexen... 202 C15H22 000644-30-4 47
4 p-Cymene 134 C10H14 000099-87-6 43
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 43

Abundance Scan 1354 (9.951 min): BF096747.D (-1351) (-) m/z 119.10 100.00%
119
5000 132 Mb*xNLVMMJ\JA“W“M\A«MvAku
91 R R e A
a1 %5 77 192 9.60 9.80 10.00 10.20
103 155 : : : :
SR [ T .|:--:' o '.-|! Agaalss, a77 | 206219 m/z 132.10 44.96%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33693: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-triene WV‘JR’\
119
5000 NSRS AR
91 9.60 9.80 10.00 10.20
a1 o 77 ‘133 ‘ 199 m/z 91.05 19.69%
S P | 1
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
119
9.60 9.80 10,00 10.20
5000 o m/z 117.10 18.20%
41
59 77 103 145 160 177 192
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62806: Benzene, 1-(1,5-dimethyl-4-hexenyl)-4-methyl- e e e R
119 9.60 9.80 10.00 10.20
132 m/z 55.00 15.41%
41
5000 105
¥ e o 145 202
27
. -“H‘- .‘a”.l‘k‘..‘.“l‘. .‘.‘.l.“. .]:Slg....l:l.'8.7..|‘....|.. I
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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, 2,7,10-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.60 7.53 ng 198698 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 87
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 1464 (10.598 min): BF096747.D (-1463) (-) m/z 57.10 100.00%
g7
71
5000 23
85 113 0 10,40 10.60 10.80 11.00
Lo 99 129 147 171 188200 216 930 245 10.20 10.40 10.60 10.80 11.00

.,....,|....,....,....,..!|.~,....,.... SiL 188200 20230245 | nz7 71.10  51.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-

57

71
43

5000 L e e e
10. 20 10 40 10. 60 10. 80 11. 00

29 ‘ 85 m/z 43.10 36.15%
I

| 1 ‘ 99 113127 141 155 169 183 197
N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 |IIII|IIII|IIII|IIII|II
71 10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 13.32%
85
112
30 9% 127 141 154 168 183 197 226
R o L - RS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71405: Dodecane, 2,6,10-trimethyl- A e o
57 10.20 10.40 10.60 10.80 11.00
71 m/z 85.10 11.96%
5000 43
29 85
\ ‘ ||| 90 M3127 14 155 183197
N .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 1020 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Hexadecane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.07 7.14 ng 188508 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 86
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 78
5 Heptacosane 380 C27H56 000593-49-7 78

Abundance Scan 1544 (11.069 min): BF096747.D (-1542) (-) m/z 57.10 100.00%

57
5000 a3 | T

85

10.80 11.00 11.20 11.40
m/z 71.10 51.61%

99
113127 141155 181195210

240 260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94355: Hexadecane, 2-methyl-
57
71
43 85
5000 LA L L L L L L
99 197 10 80 11. 00 11. 20 11. 40
113127141 m/z 43.10 48 .64%
155
29 ‘\ Il | ‘ ‘ ‘ ‘ 169183 | 211225 240
|'“'v“'w'“v'“|““|“'w'“"“"“'"“"“ RS RRaRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R N RARE SRR R a
71 10.80 11.00 11.20 11.40
5000 m/z 85.10 33.50%
85
29 9 113
127141155169183197211 253 281
Tmﬁmmwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129498: Nonadecane, 2-methyl- R EEEEE S
43 57 10.80 11.00 11.20 11.40
m/z 41.10 17 .59%
71
5000
85
9 113
J | 127141155169183197211 239 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.70 9.22 ng 243525 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Tridecanoic acid 214 C13H2602 000638-53-9 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
Abundance Scan 1651 (11.698 min): BF096747.D (-1650) (-) m/z 57.10 100.00%
48
73
5000
129
87 109 155 213 e I B
| 183 ¢ 238252 973 11.40 11.60 11.80 12.00
rerprre m/z 43.05 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 L B UL B S
11.40 11.60 11.80 12.00
21 m/z 60.00 91.33%
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 | T3
U AL PRI BRI U
57 11.40 11.60 11.80 12.00
5000 129 m/z 41.10 86.74%
29 g7 115 171185 »
15 101 143157 109
ermmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R R B
4 73 11.40 11.60 11.80 12.00
57 m/z 73.00 70.57%
5000 129
29
199
. le 143157171185 242

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071317\
Data File : BF096747.D

Acq On 14 Jul 2017 00:26

Operator : SJ/JU

Sample : 14150-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
unknown5.15 5.15 5.7 ng 177708 1 6.64 620902 20.0
Ethanol, 2-butoxy- 5.59 73.7 ng 2288280 1 6.64 620902 20.0
unknown6 .40 6.40 67.2 ng 2085290 1 6.64 620902 20.0
Cyclohexane, 1,1-... 6.92 11.3 ng 350586 1 6.64 620902 20.0
Naphthalene, deca... 7.04 9.2 ng 285705 1 6.64 620902 20.0
unknown? .25 7.25 60.5 ng 1878540 1 6.64 620902 20.0
unknown7 .29 7.29 7.5 ng 637594 2 7.92 1700480 20.0
Decane, 3,7-dimet... 7.45 13.5 ng 1150690 2 7.92 1700480 20.0
Naphthalene, deca... 7.57 16.6 ng 1409630 2 7.92 1700480 20.0
unknown7 .83 7.83 7.6 ng 643462 2 7.92 1700480 20.0
Undecane, 4,6-dim... 8.01 9.9 ng 845828 2 7.92 1700480 20.0
Cyclohexane, 2-bu... 8.14 10.6 ng 903343 2 7.92 1700480 20.0
unknown8 .22 8.22 10.1 ng 857155 2 7.92 1700480 20.0
Decane, 2,6,7-tri... 8.37 23.3 ng 1979700 2 7.92 1700480 20.0
6-Tridecene, 7-me... 8.47 8.7 ng 743002 2 7.92 1700480 20.0
7-Methoxymethyl-2_ .. 9.95 7.0 ng 339959 3 9.67 969681 20.0
Dodecane, 2,7,10-... 10.60 7.5 ng 198698 4 11.15 528040 20.0
Hexadecane, 2-met... 11.07 7.1 ng 188508 4 11.15 528040 20.0
n-Hexadecanoic acid 11.70 9.2 ng 243525 4 11.15 528040 20.0
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