LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 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-BF072517.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 2.569 108 116 125 rBV5 14726 45017 1.39% 0.142%
2 3.181 212 220 228 rVB5 16443 42387 1.31% 0.134%
3 3.969 347 354 363 rBV2 46455 105131 3.26% 0.333%
4 4.610 457 463 472 rBV 107064 159544 4.94% 0.505%
5 4.699 474 478 484 rVB2 25867 33870 1.05% 0.107%
6 5.022 528 533 535 rBV 27215 34793 1.08% 0.110%
7 5.081 540 543 557 rVV 1164959 1300702 40.30% 4.116%
8 5.316 581 583 590 rVB2 35058 39931 1.24% 0.126%
9 5.381 590 594 597 rBV 48558 50311 1.56% 0.159%
10 5.469 605 609 614 rVB3 27735 51328 1.59% 0.162%
11 5.681 639 645 650 rBV6 18082 42688 1.32% 0.135%
12 5.740 650 655 660 rvB4 29756 56992 1.77% 0.180%
13 5.793 660 664 666 rBV 49055 58438 1.81% 0.185%

14 5.940 679 689 693 rBv7 47674 114785 3.56% 0.363%
15 6.004 697 700 703 rvv2 101806 118275 3.66% 0.374%

16 6.051 706 708 712 rvv2 56694 65936 2.04% 0.209%
17 6.087 712 714 719 rvv4 37703 49285 1.53% 0.156%
18 6.151 722 725 734 rVV 1430580 1481855 45.91% 4_.689%
19 6.234 734 739 741 rVV 2758656 3227391 100.00% 10.213%
20 6.263 741 744 749 rVV 1302479 1439207 44.59% 4 _.554%

21 6.316 749 753 755 rvv2 88319 91539 2.84% 0.290%
22 6.340 755 757 761 rvB2 129801 135997 4.21% 0.430%
23 6.428 768 772 775 rBv4 101566 134566 4_.17% 0.426%
24 6.457 775 777 779 rVB2 61404 49095 1.52% 0.155%
25 6.487 779 782 784 rBV 864919 750393 23.25% 2.375%

26 6.540 789 791 795 rvv3 291525 296137 9.18% 0.937%
27 6.575 795 797 800 rvv3 43394 49425 1.53% 0.156%
28 6.640 804 808 817 rvB2 1093737 1680415 52.07% 5.318%
29 6.710 817 820 825 rBV5 83338 141720 4_.39% 0.448%
30 6.775 825 831 834 rBVv7 135972 245386 7.60% 0.777%

31 6.816 834 838 841 rvB2 58123 65371 2.03% 0.207%
32 6.845 841 843 845 rBVvV2 50556 45049 1.40% 0.143%
33 6.881 845 849 852 rBVv3 272704 256862 7.96% 0.813%
34 6.916 852 855 857 rBv4 187513 200179 6.20% 0.633%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 6.945 857 860 861 rBv2 58241 56245 1.74% 0.178%

36 7.016 870 872 875 rBV 146614 123017 3.81% 0.389%
37 7.051 875 878 881 rvB 887626 763541 23.66% 2.416%
38 7.092 881 885 887 rBV5 144776 197554 6.12% 0.625%
39 7.145 889 894 898 rvB4 247399 396324 12.28% 1.254%
40 7.192 898 902 903 rBv2 125915 164339 5.09% 0.520%

41 7.216 903 906 908 rvB4 94509 84544 2.62% 0.268%
42 7.263 912 914 917 rVB2 161309 140647 4._36% 0.445%
43 7.298 917 920 925 rBV3 543423 585942 18.16% 1.854%
44 7.340 925 927 928 rBV2 45554 34884 1.08% 0.110%
45 7.357 928 930 934 rBV 200877 172720 5.35% 0.547%

46 7.410 936 939 944 rvB2 757820 770093 23.86% 2.437%
47 7.457 944 947 949 rBV 162764 161783 5.01% 0.512%
48 7.498 951 954 957 rBV5 85761 115950 3.59% 0.367%
49 7.540 959 961 964 rBv4 159716 223269 6.92% 0.707%
50 7.592 967 970 971 rBV 123580 101107 3.13% 0.320%

51 7.675 976 984 988 rBV6 440942 777418 24.09% 2.460%
52 7.710 988 990 992 rvB2 109535 70602 2.19% 0.223%
53 7.769 995 1000 1004 rBV 1179450 1592927 49.36% 5.041%
54 7.810 1004 1007 1012 rVB6 344135 498374 15.44% 1.577%
55 7.857 1012 1015 1017 rBvV2 219810 255586 7.92% 0.809%

56 7.881 1017 1019 1021 rBV2 93608 72718 2.25% 0.230%
57 7.898 1021 1022 1026 rVB4 180151 172232 5.34% 0.545%
58 7.945 1028 1030 1033 rBV3 222175 211823 6.56% 0.670%
59 7.987 1035 1037 1041 rVvB3 217773 257591 7.98% 0.815%
60 8.028 1041 1044 1046 rBV3 156301 174514 5.41% 0.552%

61 8.051 1046 1048 1049 rBv2 201114 179003 5.55% 0.566%
62 8.063 1049 1050 1053 rVvB 418597 310411 9.62% 0.982%
63 8.098 1053 1056 1057 rBvV2 247713 240860 7.46% 0.762%
64 8.145 1062 1064 1067 rBV3 280607 297106 9.21% 0.940%
65 8.222 1074 1077 1084 rVvV5 681302 985563 30.54% 3.119%

66 8.281 1084 1087 1091 rVvB2 295201 281780 8.73% 0.892%
67 8.516 1125 1127 1131 rBv4 317392 458362 14.20% 1.450%
68 8.563 1133 1135 1136 rVvV3 203433 151711 4._.70% 0.480%
69 8.581 1136 1138 1141 rVV2 153934 149845 4.64% 0.474%
70 8.763 1166 1169 1171 rBvV2 358181 322343 9.99% 1.020%

71 8.816 1176 1178 1180 rVV 372429 306783 9.51% 0.971%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 8.845 1180 1183 1187 rVB 1043672 1074684 33.30% 3.401%
73 8.928 1194 1197 1202 rBv5 278088 453085 14.04% 1.434%
74 8.992 1206 1208 1210 rVB2 195042 136067 4.22% 0.431%
75 9.233 1246 1249 1252 rBv2 1037318 984555 30.51% 3.116%

76 9.269 1252 1255 1257 rvv2 272806 247333 7.66% 0.783%
77 9.386 1273 1275 1280 rBV5 230879 320203 9.92% 1.013%
78 9.433 1280 1283 1287 rVB 726302 709652 21.99% 2.246%
79 9.469 1287 1289 1292 rBv4 181138 258086 8.00% 0.817%
80 9.516 1295 1297 1302 rVB2 697930 637577 19.76% 2.018%

81 9.798 1342 1345 1348 rVB3 206924 217701 6.75% 0.689%
82 9.922 1364 1366 1369 rVB2 191234 152595 4.73% 0.483%
83 10.304 1428 1431 1434 rBV2 537115 566725 17.56% 1.793%
84 10.457 1455 1457 1461 rVB 420034 404532 12.53% 1.280%
85 10.992 1545 1548 1550 rVB 630371 518203 16.06% 1.640%

86 11.557 1642 1644 1646 rBV 228349 165377 5.12% 0.523%
87 11.663 1660 1662 1665 rBV 217268 235025 7.28% 0.744%

Sum of corrected areas: 31600911
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097195.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Diacetamide Concentration Rank 18

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

4.61 4.25 ng 159544 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diacetamide 101 C4H7NO2 000625-77-4 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 463 (4.610 min): BF097195.D (-457) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 IREERAREE SAREE SRR
420 4.40 4.60 4.80 5.00
. 1111
i gl 090 831 | ML 89,00 50.54%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0
5000 59.0 AL ISR R UL
73.0 420 4.40 4.60 4.80 5.00
0
1010 m/z 101.10 14 .52%
28.0 |, 510 | 86.0 \
miz-> 20 30 40 50 60 70 8 9 100 110
Abundance
43.0
420 440 460 480 500
5000 59.0 m/z 58.00 14 .06%
31.0 830 o3.0 101.0
miz-> 20 30 40 50 60 70 8 9 100 110
Abundance #4417: 3-Hexanol
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 10.76%
5000 310 430 730
\‘\‘ ‘ ‘\ 1L 510 \‘ : 1 840 1010
miz-> 20 30 40 50 60 70 80 90 100 110 | | 420 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.71 Concentration Rank 20

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

6.71 3.78 ng 141720 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 46
2 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 43
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 43
4 Cvclobutanone. 2-(1.1-dimethvlet... 126 C8H140 004579-31-1 41
5 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 38

Abundance Scan 820 (6.710 min): BF097195.D (-817) (-) m/z 55.00 100.00%
58.0 69.0
41.0
5000 831 95.0

125.1 139.2 L e
154.2 6.40 6.60 6.80 7.00

m/z 69.05 88.67%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 410 LA L L L L LB L LB
126.0 6.40 6.60 6.80 7.00
840 97.0 m/z 41.05 61.27%
1Rl T S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 55.0 69.0
111.0 L L
270 6.40 6.60 6.80 7.00
5000 : m/z 43.10 60.65%
83.0 126.0

97.0

mmmwvmmmmmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #18068: Cyclohexane, 1,1,3,5-tetramethyl-, trans- R ma e e  mama

69.0 125.0 6.40 6.60 6.80 7.00
83.0 m/z 83.10 51.81%

41.0
55.0
5000
27.0
15.0
\ H \‘ 0 [ 9701090 | 1400

e e e e e e e e B ame e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.77 Concentration Rank 13

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

6.77 6.54 ng 245386 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 25
2 2-Propanol. 1-(propvlthio)- 134 C6H140S 053957-22-5 25
3 2-Decanol 158 C10H220 001120-06-5 22
4 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 15
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 15

Abundance Scan 830 (6.769 min): BF097195.D (-825) (-) m/z 55.05 100.00%
58.0 105.1
41. 69.1
5000
134.1 LA RS SR SRR
| h |m° ¥ 12|1° | 1541 640 6.60 6.80 7.00 7.20
rerrrrrprrrrrree et b e A Tm/z 45,00 91.23%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105.0

5000
6.40 6.60 6.80 7.00 7.20

134.0 m/z 105.10 90.22%

27.0 39.0 510 650 77“0 910 119.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
45.0 61.0
90.0 134.0 6.40 6.60 6.80 7.00 7.20
5000 75.0 ' m/z 41.00 74 .06%
27.0
15.0 103.0 119.0
memmﬂwmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29598: 2-Decanol R B o e
45.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 72.80%
5000
69.0
7.0 83.0
150 290 ) 30 | 830 970 11204550 14301570
R o B B RTAR man L AALaanas N B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Cyclodecene, (2)- Concentration Rank 11

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

6.88 6.85 ng 256862 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecene. (2)- 138 C10H18 000935-31-9 91
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 87
3 Cvclodecene 138 C10H18 003618-12-0 87
4 Naphthalene. decahvdro- 138 C10H18 000091-17-8 83
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-25-0 83

Abundance Scan 849 (6.881 min): BF097195.D (-845) (-) m/z 67.00 100.00%
67.0 95.1
41.0
5000 55.0
660 6.80 7.00 7.20
et m/z 95.10 90.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16863: Cyclodecene, (2)-
410 540 67.0 g
5000 95.0 IR R RN R R
6.60 6.80 7.00 7.20
29.0 1100 138.0 m/z 138.20 75.25%
'W””P”W””P”""””P”W””P“W””P”ﬁQRP”W””P“W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
67.0 138.0
82.0
41.0 9.0 6.60 6.80 7.00 7.20
5000 m/z 68.10 72 .34%
55.0
27.0 109.0
123.0
RN RN RAAEA LAY RRARS RERRA RAREN RARES RARRN RAARN LARAS RARAN LARAS BARANRARAN RALAN AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16850: Cyclodecene AT T
67.0 6.60 6.80 7.00 7.20
41.0 54.0 81.0 m/z 81.10 66 .81%
5000 95.0
138.0
21.0 ‘ 110.0
"%ﬁgl'“hv'“lh"w't “M‘v'mh“'w'““v"w'“}ﬁqg SN BARAN BARAN LN U UL L A IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF072517 .M Mon Jul 31 17:15:52 2017

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Cyclohexane, 1,2-diethyl-1-_._._. Concentration Rank 15

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

7.15 4.98 ng 396324 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-diethvl-1-methvl- 154 C11H22 061141-79-5 59
2 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 50
3 Cvclooctane. butvl- 168 C12H24 016538-93-5 50
4 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 50
5 Cyclohexane, l-ethyl-2-propyl- 154 C11H22 062238-33-9 49

Abundance Scan 895 (7.151 min): BF097195.D (-889) (-) m/z 69.05 100.00%
69.0
55.0
5000 111
410 83.1 97{1 " os1 R
153.1 6.80 7.00 7.20 7.40
..,....,....',.-!..,.~:..,...:!....,'.'...,'..'.! d :...|,..|:.,.-...,...!,.'.'..,.1.‘??,.2... m/z 55.05  71.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27091: Cyclohexane, 1,2-diethyl-1-methyl-
69.0
55.0
83.0 125.0
5000 I L R I
41.0 6.80 7.00 7.20 7.40
20.0 154.0 m/z 111.10 34 .48%
‘ 97.0
bbbl el 120 1390
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69.0
6.80 7.00 7.20 7.40
0
5000 55.0 83.0 1250 m/z 83.10 30.30%
41.0
29.0
95.0 109.0 139.0 154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36763: Cyclooctane, butyl- B B
69.0 6.80 7.00 7.20 7.40
111.0 m/z 97.10 29.94%
55.0
5000 410
29.0 83.0
”P”%””“MWJ”P“M””'LW?K?”W””P”W””P”W””P”W”” I L R I I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Naphthalene, decahydro-2-me... Concentration Rank 10

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

7.30 7.36 ng 585942 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 95
2 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 81
3 Puledone 152 C10H160 000089-82-7 81
4 5-Eicosvne 278 C20H38 074685-31-7 74
5 b5-Tetradecyne 194 C14H26 060212-34-2 72

Abundance Scan 920 (7.298 min): BF097195.D (-917) (-) m/z 81.10 100.00%
670 81.1
41.1 95.1

152.2

5000

7.00 7.20 7.40 7.60
m/z 67.05 78.64%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
67.0 95.0
55.0
27.0
5000 LA L L L L L L L
137.0 7.00 7.20 7.40 7.60
‘ m/z 55.10 74_.11%
‘ Il m‘ bl LUl I |
T T T T T [ T T e e

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

109.0
‘ 123.0

Abundance
81.0
R REEEE R R
67.0 152.0 7.00 7.20 7.40 7.60
5000 109.0 m/z 95.10 68.48%
41.0
137.0
20.0 53.0 95.0
124.0
mmﬂmvwﬂwmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25066: Pulegone N E B
81.0 7.00 7.20 7.40 7.60
152.0 m/z 41.10 65.94%
67.0
5000 41.0 109.0
137.0
53.0 95.0 ‘
..,....,....H‘...,‘:‘l‘a.,..‘a.“...‘.‘l.‘...,‘.‘.l.,....,....1,2.?.'9,...a,....,....,....,.... I A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Methyldecahydronaphthalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.41 9.67 ng 770093 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 92
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 92
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 68
4 Bicvclol4.1.01heptane. 2-methvl- 110 C8H14 041977-46-2 64
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 60
Abundance Scan 939 (7.410 min): BF097195.D (-936) (-) m/z 67.00 100.00%

610 g11 951

410 51

5000

7.00 7.20 7.40 7.60 7.80
m/z 81.10 83.00%

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

Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0
95.0
550 81.0 152.0
5000 | BBLNLINLE IR L L LB B L
1370 7.00 7.20 7.40 7.60 7.80
109.0 m/z 95.10 82.52%
o Lm0
.,....,....“...,‘l.l‘.,..‘l.i...‘a‘ﬁ.a..,‘.‘l..,....l‘....,.‘l..,...:,....,.‘...,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41.0 67.0
95.0
152.0 | L DL LA BLELELELE L
55.0 81.0 7.00 7.20 7.40 7.60 7.80
5000 m/z 55.10 74._.24%
137.0
109.0
123.0
m@m?mmmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl- A
81.0 7.00 7.20 7.40 7.60 7.80
67.0 m/z 82.10 73.34%
410 55.0 95.0 152.0
5000
137.0
29.0 109.0
L
.,....,....,l‘...,.‘ll‘.,..‘l.l‘...‘.“.a..,.‘:..,....,‘....,.a..,...a,....,.‘...,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown7.67 Concentration Rank 7

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

7.67 9.76 ng 777418 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-8... 166 C11H180 002530-17-8 43
2 3.5-Decadiene. 2.2-dimethvl-. (Z... 166 C12H22 055638-50-1 38
3 Naphthalene. decahvdro-1.4-dimet... 198 C12H2202 041766-66-9 30
4 Sulfurous acid. butyl decvl ester 278 C14H3003S 1000309-17-7 30
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 27

Abundance Scan 983 (7.669 min): BF097195.D (-976) (-) m/z 43.10 100.00%
43.1
5000
| 740 7.60 7.80 8.00
Ot m/z 57.10 80.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35083: 2(1H)-Naphthalenone, octahydro-8a-methyl-, cis-
41.0
67.0
5000 I IR I I R
166.0 7.40 7.60 7.80 8.00
124.0 1510 ' m/z 41.00 64.36%
|||||||||||h‘| |||||||||||||||||||||
m/z--> 20 40 60 140 160 180 200
Abundance
41.0 57.0 95.0
740 7.60 7.80 8.00
5000 123.0 m/z 55.05 58.81%
166.0
77.0 151.0
15.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #59654: Naphthalene, decahydro-1,4-dimethoxy-, (1.alpha.,4... e e EREms mmm e e
41.0 95.0 7.40 7.60 7.80 8.00
58.0 166.0 m/z 95.10 48 .64%
79.0 134.0
5000
Ll il =
SN 9 11 e i ..‘..,.‘:. 1980 S
m/z--> 20 40 60 80 o 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\BF072817\
Data File : BF097195.D

Aca On 29 Jul 2017 10:56

Operator : SJ/JU

Sample : 14421-12 2X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown8.06 Concentration Rank 19

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

8.06 3.90 ng 310411 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxazolidinone. 4-methvl-5-phen... 177 C10H11NO2 028044-22-6 35
2 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 18
3 Benzenemethanol. 4-(1.1-dimethvl... 178 C12H180 034386-42-0 14
4 2-Bromopropionvl bromide 214 C3H4Br20 000563-76-8 14
5 Propofol 178 C12H180 002078-54-8 14

Abundance Scan 1049 (8.057 min): BF097195.D (-1049) (-)
50
e L S S UL B UL S WL B
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #43179: 2-Oxazolidinone, 4-methyl-5-phenyl-, cis-
107.0
5000 79.0
43.0 ‘ ‘ 177.0
R ,,‘”hlﬁllf3g9 N T I}§4;? S
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
163.0
5000
41.0 91.0 135.0 178.0
15.0 65.0 115.0
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance #44077: Benzenemethanol, 4-(1,1-dimethylethyl)-.alpha.-methyl
163.0
5000 43.0
178.0
91.0
| st0 740 P00 o120 g0 |
miz--> 0 20 40 60 80 100 120 140 160 180




