LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.201 481 487 490 rBV 503716 603258 60.45% 3.835%
2 5.572 546 550 552 rBV 128061 111937 11.22% 0.712%
3 5.601 552 555 565 rVB 546031 483469 48.45% 3.073%
4 6.119 636 643 649 rBV 99413 128653 12.89% 0.818%
5 6.319 673 677 680 rBV 241801 185010 18.54% 1.176%
6 6.607 722 726 732 rBV 270459 297278 29.79% 1.890%
7 6.737 744 748 752 rBV 902570 845840 84.76% 5.377%
8 6.801 757 759 761 rVB 28896 21167 2.12% 0.135%
9 6.837 761 765 767 rBV3 13500 14641 1.47% 0.093%
10 6.960 782 786 789 rBV 326165 266381 26.69% 1.693%
11 7.048 799 801 804 rVB 22546 15933 1.60% 0.101%

12 7.119 806 813 816 rBV 898689 838896 84.07% 5.332%
13 7.178 819 823 829 rvv 110751 115782 11.60% 0.736%

14 7.243 829 834 838 rvvvy 13618 24621 2.47% 0.157%
15 7.307 843 845 850 rvVvB3 30838 30213 3.03% 0.192%
16 7.395 855 860 862 rBvV 65503 64227 6.44% 0.408%
17 7.448 866 869 871 rBV 26114 24616 2.47% 0.156%
18 7.478 871 874 877 rBV3 34676 47028 4.71% 0.299%

19 7.525 877 882 884 rvVv 689978 707419 70.89% 4._.497%
20 7.548 884 886 888 rvv 223650 179702 18.01% 1.142%

21 7.584 888 892 894 rvB2 56527 60068 6.02% 0.382%
22 7.637 899 901 904 rvB2 44956 35401 3.55% 0.225%
23 7.713 911 914 916 rVB2 29054 24778 2.48% 0.157%
24 7.737 916 918 920 rVvB2 42490 31092 3.12% 0.198%
25 7.778 920 925 929 rBV2 79009 104640 10.49% 0.665%
26 7.819 929 932 935 rBv4 43124 66349 6.65% 0.422%
27 7.848 935 937 939 rVvB 21246 15246 1.53% 0.097%
28 7.913 943 948 951 rBV3 92515 143186 14.35% 0.910%
29 7.948 951 954 956 rvB2 61773 57042 5.72% 0.363%
30 7.990 958 961 965 rBV3 65632 89198 8.94% 0.567%
31 8.066 971 974 976 rVB3 97250 87793 8.80% 0.558%
32 8.125 976 984 986 rBvV2 140506 168629 16.90% 1.072%
33 8.154 986 989 991 rvB2 74743 60661 6.08% 0.386%

34 8.184 991 994 996 rvB2 112102 112733 11.30% 0.717%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.207 996 998 1001 rVB3 65156 52067 5.22% 0.331%

36 8.242 1001 1004 1007 rBV 390997 341704 34.24% 2.172%
37 8.284 1007 1011 1015 rVvB3 126777 166449 16.68% 1.058%

38 8.319 1015 1017 1019 rBV3 16210 16461 1.65% 0.105%
39 8.366 1021 1025 1027 rBV3 117414 184437 18.48% 1.172%
40 8.437 1032 1037 1039 rBV3 66841 92032 9.22% 0.585%
41 8.472 1039 1043 1049 rVvV7 119746 235662 23.62% 1.498%
42 8.519 1049 1051 1052 rBV2 37365 22566 2.26% 0.143%
43 8.566 1056 1059 1062 rVB4 75715 92912 9.31% 0.591%
44 8.625 1067 1069 1072 rBV2 127143 99910 10.01% 0.635%

45 8.689 1072 1080 1083 rBv4 212437 377727 37.85% 2.401%

46 8.725 1083 1086 1090 rVB5 96639 141376 14.17% 0.899%
47 8.772 1091 1094 1098 rVB3 134096 227592 22.81% 1.447%
48 8.825 1098 1103 1108 rBV7 102069 161680 16.20% 1.028%
49 8.866 1108 1110 1112 rBV2 90515 76614 7.68% 0.487%
50 8.925 1115 1120 1122 rBV3 115763 205088 20.55% 1.304%

51 9.013 1131 1135 1137 rBv4 161668 209192 20.96% 1.330%
52 9.048 1139 1141 1146 rVB4 237504 311004 31.17% 1.977%
53 9.137 1154 1156 1159 rBV2 126909 109582 10.98% 0.697%
54 9.207 1166 1168 1170 rBV3 51741 43034 4_.31% 0.274%
55 9.260 1170 1177 1180 rBV5 173492 360275 36.10% 2.290%

56 9.289 1180 1182 1184 rVV 90488 74082 7.42% 0.471%
57 9.319 1184 1187 1190 rBV 1065457 970669 97.27% 6.170%
58 9.354 1190 1193 1194 rBV2 126840 98590 9.88% 0.627%
59 9.454 1208 1210 1212 rVB 110074 77071 7.72% 0.490%

60 9.495 1215 1217 1219 rVB3 192873 158361 15.87% 1.007%

61 9.525 1219 1222 1227 rBv4 239810 307408 30.81% 1.954%
62 9.736 1255 1258 1262 rVB2 204256 237491 23.80% 1.510%
63 9.819 1268 1272 1275 rBvV4 131407 237354 23.79%% 1.509%
64 9.978 1296 1299 1301 rBVv2 170083 208520 20.90% 1.325%
65 10.007 1301 1304 1307 rVB 311570 287838 28.84% 1.830%

66 10.736 1425 1428 1431 rBV3 116905 148434 14.87% 0.944%
67 10.807 1435 1440 1443 rBvV 578254 618951 62.03% 3.934%
68 10.995 1470 1472 1478 rBV4 100732 129712 13.00% 0.825%
69 11.154 1497 1499 1507 rVB6 92507 145275 14.56% 0.923%
70 11.501 1555 1558 1561 rVB 320389 261274 26.18% 1.661%

71 12.025 1645 1647 1655 rVB2 79867 93107 9.33% 0.592%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.083 1823 1827 1830 rBV 1111425 997897 100.00% 6.343%
73 13.960 1974 1976 1981 rVB 59268 55715 5.58% 0.354%
74 14.148 2005 2008 2012 rBV 318184 314170 31.48% 1.997%
75 14.283 2029 2031 2034 rVB 40145 32135 3.22% 0.204%
76 14.601 2082 2085 2090 rVB 64721 65765 6.59% 0.418%
77 14.918 2136 2139 2146 rVB 89548 98313 9.85% 0.625%

78 15.277 2197 2200 2205 rVB 96489 110092 11.03% 0.700%
79 15.689 2265 2270 2277 rVB2 194165 335291 33.60% 2.131%
80 16.142 2343 2347 2352 rVB 49113 78378 7.85% 0.498%

Sum of corrected areas: 15732144
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106744.D
1400000

1200000
1000000
6.74 7.12
800000

7.52

600000 5.60

400000 6.96

200000 5 k7 612A J‘J .
oL , Y | IR | SO i alUeile

T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF106744.D

1400000 9(32

13.08
1200000

1000000 10.81

800000 10.01

9.74 bs 11.50
10

600000 oa ” ll" l“L 9 82 l [ 1105_)115
400000 " --'l "A' 12.02

200000944

T
Time-->  8.00 8.50 9.00 9.50 10 00 10. 50 11. OO 11.50 12.00 12. 50 13. OO
Abundance TIC: BF106744.D

1400000

1200000
1000000
800000
600000 14.15

400000 15.69
13.96 || 14.28 14.60 14.92 15.28

200000

I
Time--> 13.50 14.00 14.50 15 OO 15. 50 16.00 16.50 17. OO 17. 50 18. OO 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 45.29 ng 603258 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (5.201 min): BF106744.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 |"“|"“|"'w"'ﬁ"
4.80 5.00 5.20 5.40 5.60
83.1
o...,....,....,....',':...,..4I,..??,O....,....,....,....,. m/z 59.00 62.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 SRRASRRASSRARSS RARRARS
: 480 5.00 5.20 5.40 5.60
0
150 a0 1010 m/z 101.10 22 .36%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 16.21%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- P e e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.89%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 Hexylene glycol Concentration Rank 20

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

6.12 9.66 ng 128653 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 83
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 78
3 N.N-Dimethvlformamide-di-t-butvl... 203 C11H25N02 036805-97-7 50
4 dl-Ervthro-0-methvlthreonine 133 C5H11NO3 1000214-70-7 45
5 2-Propanol, 1-methoxy-2-methyl- 104 C5H1202 003587-64-2 40

Abundance Scan 643 (6.119 min): BF106744.D (-636) (-) m/z 59.00 100.00%
59.0
43.0
5000
I | 8.0 1030 580 6.00 620 640
0'W”“P”W”JJhW”wﬂ”W”“PlW“”PMW””P”W””P”W””P”' m/z 43.00 60.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8816: Hexylene glycol
59.0
43.0
5000
5.80 6.00 6.20 6.40
g5.0 m/z 56.00 26 .46%
ol 150 290 | | 720 1@%50
m/z--> 10 20 35 45 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
43.0
5.80 6.00 6.20 6.40
5000 m/z 41.00 19.87%
85.0
o 27.0 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #63209: N,N-Dimethylformamide-di-t-butylacetal
59.0 5.80 6.00 6.20 6.40
m/z 45.00 18.80%
41.0
5000 73.0
15.0 28F
0 Il M i 87.0 103.0116.0 159.0
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40

8270-BF061918.M Mon Jun 25 13:33:16 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3 1,1-Hexylenedioxybutane Concentration Rank 9

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

6.32 13.89 ng 185010 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Hexvlenedioxvbutane 172 C10H2002 1000249-77-4 72
2 Oxalic acid. cvclohexvl nonvl ester 298 C17H3004 1000309-31-1 40
3 1l.4-Pentadien-3-ol 84 C5H80 000922-65-6 9
4 _alpha.-Amino-2.5-dihvdro-5-meth... 157 C7H11NO3 018455-25-9 9
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 677 (6.319 min): BF106744.D (-673) (-) m/z 83.10 100.00%
d.1
5000 430 59.0
1o 600 620 640 6.60
101.1 : : : :
N — .W., SR e L ML) m/z 43.00 37.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39495: 1,1-Hexylenedioxybutane
83.0
43.0
5000
6.00 6.20 6.40 6.60
27.0 5.0 129.0 m/z 59.00 36.47%
o “‘ Ll M 690 | 100.0115.0 157.0171.0
miz--> 20 40 60 8 100 120 140 160
Abundance
83.0
600 620 640 6.60
5000 55.0 m/z 57.00 21.59%
41.0
27.0 69.0 97.0 111.0 129.0 171.0
miz--> 20 40 60 8 100 120 140 160
Abundance #1408: 1,4-Pentadien-3-ol
55.0 83.0 6.00 6.20 6.40 6.60
m/z 55.00 21.56%
5000 29.0
0
69.0
0 I]:S;OIIIII%T[IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.12 Concentration Rank 19

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

8.12 9.87 ng 168629 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.3-dimethvl- 112 C7H120 1000151-06-7 42
2 Formic acid. 5-methvlhex-2-vl ester 144 C8H1602 1000368-88-7 38
3 4-Decene. 2-methvl-. (2)- 154 C11H22 055499-07-5 38
4 2-Heptene 98 C7H14 000592-77-8 38
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38

Abundance Scan 983 (8.119 min): BF106744.D (-976) (-) m/z 56.00 100.00%
56.0 69.1
41.0 831
5000
%1 111
I | | 106 139.1 1oL 7.80 800 8.0 840
o} SN 1 PSP SO | S W PR A N PR (N m/z 69.10 90.54%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6584: Cyclopentanone, 2,3-dimethyl-
410 560
27.0
5000 L N R R I
70.0 83.0 112.0 780 8.00 8.20 840
m/z 83.10 59.81%
‘ 97.0
OI””PJW'”WL”NMM'”M”'h””PlLP”W“”W””P'”P”W'”W”
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
56.0
7.80 8.00 820 8.40
5000 m/z 41.00 55.19%
41.0 700 830
101.0
ol 27.0 114.0
TWTWTWWTWWTWTWTWWW
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27066: 4-Decene, 2-methyl-, (2)- R AEmEEEE L
56.0 g9.0 7.80 8.00 8.20 8.40
m/z 55.00 52.78%
41.0
5000
29.0
83.0 154.0
o L 970 1110 12601390
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 780 8.00 8.20 840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 Bicyclo[3.3.2]decan-9-one Concentration Rank 16

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

8.37 10.80 ng 184437 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 51
2 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 38
3 3-Hexen-2-one. 5-methvl- 112 C7H120 005166-53-0 38
4 Cvclohexanone. 4-methvl-. O-meth... 141 C8H15NO 039477-43-5 30
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 25

Abundance Scan 1026 (8.372 min): BF106744.D (-1021) (-) m/z 69.05 100.00%
55.0 69.0
41.0
96.1
5000
811 112.1
141.1 S RBERSEEEEEEEES s
| | ‘ “ |I| I bl |||‘| 12||7 ' L B00 520 840 850 650
Ol Lol L, ll_l!l.ll L1 m/z 55.00 90.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25137: Bicyclo[3.3.2]decan-9-one
81.0 96.0 152.0
67.0
109.0
5000 41.0 LS VRS AR R
55.0 8.00 8.0 840 8.60 8.80
‘ 123.0 m/z 41.00 67.07%
O'W"”I'”'““'ijul”wjh'ﬁﬂﬂl”ﬂﬂ'll“"P"“'H”I}ﬁzﬁ"W"”I'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 69.0 97.0
800 820 8.40 8.60 8.80
5000 m/z 43.00 58.11%
26.0 54.0 112.0
0 82.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6518: 3-Hexen-2-one, 5-methyl- R Ba T e
43.0 8.00 8.20 8.40 8.60 8.80
m/z 96.10 54 _.54%
5000
69.0 97.0
270 112.0
: 55.0
O”P'LP”“l”WLLW”Mi”gi?'P”W“”I””P'”P“'P”W”'W”' NSRS SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 unknown8.47 Concentration Rank 10

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

8.47 13.79 ng 235662 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-Menthol 156 C10H200 000089-78-1 27
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 18
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 11
4 4-Hexen-3-ol 100 C6H120 004798-58-7 11
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 11

Abundance Scan 1043 (8 472 min): BF106744.D (-1039) (-) m/z 95.10 100.00%
9.1
110.1
5000
12511381 L [ I B e
"~ 15511681 8.20 8.40 8.60 8.80
0 m/z 69.10 98.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28210: dI-Menthol
71.0
95.0
5000 A UL R UL UL
41.0 550 1250 8.20 840 8.60 8.80
27.0 ‘ 109.0 " 138.0 m/z 71.00 90.88%
0"I""I""I'"'I""I""I""I""I"" il ........|....|....|....::-.5.5..(|)....|....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95.0
110.0 HERN S L R R
8.20 8.40 8.60 8.80
5000 43.0 m/z 85.10 81.51%
67.0
o 29.0 81.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #1792: 3-Buten-2-ol, 2-methyl- T
430 71.0 8.20 8.40 8.60 8.80
: m/z 43.00 75.79%
5000
27.0 ‘ 58‘ 0 86.0
Obrrrrrrprrbeprr e et e e e N
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|O 90 100 11'0 12'0 1§0 14'10 1&'30 1('30 17'0 8.|20 8.|40 8.%0 8.|80

8270-BF061918.M Mon Jun 25 13:33:18 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9 unknown8.69 Concentration Rank 5

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

8.69 22.11 ng 377727 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoropvridine 97 C5H4FN 000372-48-5 30
2 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 22
3 1.2-Ethanediol. 1.2-di-2-furanvl- 194 C10H1004 004464-77-1 22
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 18
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 18

Abundance Scan 1080 (8.689 min): BF106744.D (-1072) (-) m/z 97.10 100.00%
97.1
55.0 70.1
5000
39/0 5.1 1371 B REEEE S
| 155-1170 1 8.40 8.60 8.80 9.00
o et 0L m/z 109.10 67.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2955: 2-Fluoropyridine
97.0
70.0
5000 UL A N

8.40 8.60 8.80 9.00
m/z 55.00 57 .53%

39.0
0...?4“9‘..“‘,;‘.5.5.49.a“.l‘,...l‘,....,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0 97.0
R BEmas Ean
8.40 8.60 8.80 9.00
5000 m/z 70.10 56.68%
112.0
39.0
70.0
15.0
ol el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55743: 1,2-Ethanediol, 1,2-di-2-furanyl- N B a s
97.0 8.40 8.60 8.80 9.00
m/z 41.00 49.57%
5000
41.0
81.0
‘ \‘ Ll 65@ ‘\ | 1 194.0
| MRS A ST SN M| M MMMMMMUMMMMMMMM e L
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF061918.M Mon Jun 25 13:33:19 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 unknown8.77 Concentration Rank 11

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

8.77 13.32 ng 227592 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 49
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 46
3 1(2H)-Naphthalenone. octahvdro-.... 152 C10H160 1000141-71-1 46
4 2-Oxatricvclol3.3.1.1(3.7)1decan... 152 C10H160 006508-22-1 41
5 Camphor 152 C10H160 000076-22-2 38

Abundance Scan 1094 (8.772 min): BF106744.D (-1091) (-) m/z 95.10 100.00%
o4,
550 81.1
5000
43.0 N
||| il GIﬁ ||| [ 840 860 880 9.00 9.20
oA 1| | 14 018 Y m/z 97.10 92.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-
81.0 95.0
67.0
41.0
5000 T T T[T T T T T T T T
152.0 8«)%08% %ogm
27.0 54,0 ”301230 m/z 81.10 59.58%
Ll | 0 e
OHVHWHHHL'Lh'””““MLW”AV“W““P“'““V“W““V“W““
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41.0 81.0 95.0
67.0 B SREE R e s
152.0 840 8.60 8.80 9.00 9.20
5000/ 27.0 m/z 55.00 52.93%
53.0 110.0
1230 145
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25213: 1(2H)-Naphthalenone, octahydro-, cis- R Ba T e
97.0 8.40 8.60 8.80 9.00 9.20
m/z 152.10 39.49Y%
110.0
5000 410 67.0 810 152.0
54’0 ‘ 1230 14,
IS N Y YT O i A M S A A A g
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 840 8.60 880 900 920
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 unknown8.92 Concentration Rank 13

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

8.92 12.00 ng 205088 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl hvdroden pimelate 188 C9H1604 1000342-35-7 38
2 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 37
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 37
4 1-1sopropvl-1.4.5-trimethvlcvclo... 168 C12H24 219783-06-9 37
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 35

Abundance Scan 1119 (8.919 min): BF106744.D (-1115) (-) m/z 69.10 100.00%
69.1
5000
55.0
41.0 S ———
| 1491 1701 8.60 8.80 9.00 9.20
3 SN [ 1 m/z 125.10  63.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52051: Ethyl hydroden pimelate
29.0 55.0 69.0 88.0
125.0 143.0
5000 RN RS S
8.60 8.80 9.00 9.20
‘ JL ‘ ‘ ‘ m/z 109.10  31.47%
15.0
o | T T N .0 O 1 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69.0
'860 8.80 9.00 9.20
5000 41.0 55.0 123.0 m/z 55.00 30.42%
830 109.0
27.9 138.0
L L S 0 UL B L S SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans- R AEmEEEE L
69.0 8.60 8.80 9.00 9.20
63.0 125.0 m/z 95.10 25.94%
5000 41.0 55.0
O ,?7U9 'hw" J"I'w'h “1‘1' ??'?' ] ""1ﬁ?'9' A SN SR I AR SR S S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 Tricyclo[4.3.1.1(3,8)]Jundec... Concentration Rank 12

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

9.01 12.24 ng 209192 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)lundecan-3-0l 166 C11H180 014504-80-4 64
2 Cvclopentanecarboxaldehvde. 2-me... 124 C8H120 1000154-24-0 30
3 trans.cis-1.8-Dimethvlspirol4.51... 166 C12H22 1000111-72-9 30
4 Cvclohexene. 3.5.5-trimethvl- 124 C9H16 000933-12-0 25
5 Iridomyrmecin 168 C10H1602 000485-43-8 25

Abundance Scan 1134 (9.007 min): BF106744.D (-1131) (-) m/z 55.00 100.00%
1
5000
135.1 153.1
8.60 8.80 9.00 9.20 9.40
01 m/z 81.10 91.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35057: Tricyclo[4.3.1.1(3,8)]Jundecan-3-ol
95.0
5000 109.0 IR I RN IR I
166.0 8.60 8.80 9.00 9.20 9.40
79.0 ' m/z 110.10 88.83%
40 55'0 Ll 1230 4470
0 |||||1‘.‘|||H‘ ‘MH \\MM “H.‘l.“‘l‘..|‘H..‘.‘|.‘l...|.‘...|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0
%50 Lo 550 550 550 550 540
5000 39.0 67.0 m/z 69.10 84.13%
53.0 81.0
26.0
L L WL UL UL WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane R RREEEEEEsS T
81.0 95.0 8.60 8.80 9.00 9.20 9.40
110.0 m/z 43.00 83.06%
55.0 68.0
5000
123.0 166.0
o “ 137.0151.0
m/z--> 20 40 60 80 100 120 14'10 1('30 180 8.60 880 9.00 9.20 9.40

8270-BF061918.M Mon Jun 25 13:33:21 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 unknown9.05 Concentration Rank 7

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

9.05 18.20 ng 311004 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvlimidazole-5-butvric acid... 250 C10H13F3N202 1000129-15-9 12
2 2.3-Bornanediol 170 C10H1802 025696-56-4 12
3 2-Propanol. 1.1.1-trichloro-2-me... 176 C4H7CI130 000057-15-8 10
4 Ethvl dodecvl ether 214 C14H300 007289-37-4 10
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 10

Abundance Scan 1141 (9.048 min): BF106744.D (-1139) (-) m/z 95.10 100.00%
94.1
59.0
5000
125.1 149.2
39 . 701 8.80 9.00 9.20 9.40
o m/z 59.00 74.63%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101694: 4-Methylimidazole-5-butyric acid, 2,2,2-trifluoro...
95.0
5000 BN LRSS S IR
8.80 9.00 9.20 9.40
420 150 0168.0 m/z 69.10 54 _.02%
o g 580 | &0, | 1920 23102500
mz-> 20 40 60 éo 100 120 140 160 180 260 220 240
Abundance
95.0
880 9.00 920 9.40
5000 A0 69.0 m/z 43.00 43.97%
123.0 152.0
170.0
R R R R S A LA RS AR B AR AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42664: 2-Propanol, 1,1,1-trichloro-2-methy!l- N S S RmEEE m
59.0 8.80 9.00 9.20 9.40
m/z 109.10 42.77%
5000
I
OIJ”'P'”f“'*u”JH'”I”"'”'”'”I”'W'”'P'”I”'W B REE SE IURE
m/z--> 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40

8270-BF061918.M Mon Jun 25 13:33:21 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14 unknown9.26 Concentration Rank 4

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

9.26 25.03 ng 360275 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 46
2 Phenol. 2-methoxvy- 124 C7H802 000090-05-1 43
3 2-(1-MethvlvinvI)thiophene 124 C7H8S 030616-73-0 38
4 2-Propanone. 1-(1lH-pvrazol-1-vI)- 124 C6H8N20 1000337-51-8 35
5 1,3-Heptadiene, 2,3-dimethyl- 124 CO9H16 074779-65-0 30

Abundance Scan 1177 (9.260 min): BF106744.D (-1170) (-) m/z 109.10 100.00%
811 1124.1
5000
" 9.00 9.20 940 9.60
(o} m/z 124.10 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10644: Cyclohexene,1-propyl-
81.0
5000 67.0 BN S LR
95.0 9.00 9.20 9.40 9.60
70 41.0 124.0 m/z 81.10 81.58%
0||||||||||||||||||||||||]|-0|9.|0|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109.0 124.0
81.0 " 9.00 9.20 940 9.60
5000 m/z 82.05 61.46%
53.0
27.0 670 95.0
L L L SO WL W B L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10477: 2—(1—Methyl\/inyl)thiophene LI L LB L B B
109.0 124.0 9.00 9.20 9.40 9.60
m/z 95.10 61.05%
5000
450 65.0 84.0
0"'|""|""""|"""“|"""|""' ""I""I""I" RS S LR
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.50 Concentration Rank 15

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

9.50 11.00 ng 158361 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. di(3.4-dimethvicv... 338 C20H3404 1000330-03-7 22
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 22
3 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 16
4 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 14
5 1,3-Hexadiene, 3-ethyl-2-methyl-_._.. 124 C9H16 074752-97-9 11

Abundance Scan 1218 (9.501 min): BF106744.D (-1215) (-) m/z 74.00 100.00%
74.0
111.1
5000 134.1
180.2
o, |1 ] ] 151 5530 oko 5k
0,....,....',....,.'!-.|.|, m/z 111.10 60.55%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #175363: Succinic acid, di(3,4-dimethylcyclohexyl) ester,
111.0
69.0
5000 NS SRS AR
9.20 9.40 9.60 9.80
410 m/z 123.10 60.17%
o 93/0 a 184.0 229.0 2530
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123.0
43.0 AN AR SRR AR
9.20 9.40 9.60 9.80
5000 m/z 69.10 53.44%
e0 20 165.0
147.0
A R L R R AN RS SRR AN SARRN SRR RAREE
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth... A REEEEEaEE
69.0 9.20 9.40 9.60 9.80
41.0 m/z 134.10 41.32%
109.0
5000
164.0
0,.”.,..w.. w\‘MINH3‘93|wlljﬁ%QlIIIWIHIIHIW
miz--> 20 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 16 unknown9.52 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

952 21.36ng 307408  Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 49

13
2 1.3-Pentadiene. 2.4-di-t-butvl- 180 C13H24 132850-21-6 45
3 Hexahvdroindole 123 C8H13N 018159-32-5 38
4 Tricvclol4.3.1.1(3.8)lundecane. ... 180 C12H200 021898-92-0 38
5 cis-1,1-Diethoxyhex-4-en-2-yne 168 C10H1602 093847-15-5 22
Abundance Scan 1221 (9.519 min): BF106744.D (-1219) (-) m/z 109.10 100.00%
109.1123.1

95.1

5000

165.1 920 940 9.60 9.80

139.1

0! m/z 123.10 92.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45610: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 LN L L L L L LB L |
180.0 9.20 9.40 9.60 9.80
a0 165.0 m/z 95.10 70.01%
oL M i TSRO o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 109.0123.0 165.0
T T
81.0 9.20 9.40 9.60 9.80
5000 41.0 ’ m/z 107.10 40.65%
180.0
95.0
210 137.0150.0
R N B A R s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10214: Hexahydroindole R AEmEEEE L
95.0 123.0 9.20 9.40 9.60 9.80
m/z 122.10 37.04%
5000 55.0
41.0
R
o,....,“..“:‘l‘,“.”l‘..“‘,‘w.‘.‘.‘,.l..,l...,....,....,...

9.20 9.40 9.60 9.80

m/z--> 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 17 unknown9.82 Concentration Rank 8

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

9.82 16.49 ng 237354 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 49
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 43
3 1.2.4.4-Tetramethvlcvclopentene 124 C9H16 065378-76-9 38
4 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 38
5 Ethanone, 1-(1,3-dimethyl-3-cycl... 152 C10H160 051733-68-7 30

Abundance Scan 1272 (9.819 min): BF106744.D (-1268) (-) m/z 109.10 100.00%
109.1
55.0
5000
83.1
. " 9.60 9.80 10.00 10.20
0 m/z 123.10 58.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10691: Cyclohexene, 3,3,5-trimethyl-
109.0
67.0
5000 41.0 LRI I LU IR B
9.60 9.80 10.00 10.20
m/z 55.00 56.10%
0---.----‘.“--“*“‘n‘-“” i F,....l,.‘?'(.’. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109.0
" 9.60 9.80 10.00 10.20
0,
5000 670 m/z 69.10 48.64%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10708: 1,2,4,4-Tetramethylcyclopentene R N N A NREREEm
109.0 9.60 9.80 10.00 10.20
m/z 124.10 46 .50%
5000 67.0
41.0
91.0
oﬁﬁ?.u”Uhn ST TR S AP S M e
m/z--> 20 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 18 unknownl10.74 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.74 10.31 ng 148434 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 42
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 38
3 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 38
4 Cvclopentanecarboxyvlic acid. 2-m... 154 C9H1402 074764-24-2 25
5 Phthalic acid, entyl undec-2-en-... 346 C21H3004 1000315-41-3 22

Abundance Scan 1429 (10.742 min): BF106744.D (-1425) (-) m/z 94.10 100.00%

5000

10.40 10.60 10.80 11.00

o’ m/z 149.10 80.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0
67.0
5000 41.0 LI L L L L
10.40 10.60 10.80 11.00
0
‘ 30 m/z 55.00  77.21%
OW.WHPMAM,MMNM.wh“..wh.”,.”.,”..“..w..”,.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
55.0 R e REEEE
10.40 10.60 10.80 11.00
5000 m/z 95.10 71.48%
138.0
79.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66221: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis- R B
95.0 10.40 10.60 10.80 11.00
67.0 m/z 109.10 70.86%
41.0 137.0 177.0
5000
121.0 206.0
0.??@..ML.NN,JVHJ¢H.ww,awh.Ji..hh.¥ﬁ%Qut S NN MR- S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 19 2(1H)-Pyridinone, 1l-propyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.00 9.93 ng 129712 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

2(1H)-Pvridinone. 1-propvl- 137 C8H11NO 019006-63-4 47
Cvclohexene. l1-methvl-3-(formvIm... 138 C9H140 129993-40-4 46
053366-51-1 38

1.3-Dimethvl-1-cvclohexene

1
2
3 Cvclopentane. (3-methvlbutvlidene)- 138 C10H18
4
5

110

C8H14

002808-76-6 38

.alpha.-Santoline alcohol 154 C10H180 090823-36-2 38
Abundance Scan 1473 (11.001 min): BF106744.D (-1470) (-) m/z 145.10 100.00%
81.1 145.1
5000
10.60 10.80 11.00 11.20 11.40
0 m/z 81.10 93.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16759: 2(1H)-Pyridinone, 1-propyl-
95.0
67.0 137.0
5000 | BN LI L L L LB L
39.0 10.60 10.80 11.00 11.20 11.40
m/z 95.10 87.34%
¥ i
okt e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
R o EEE RS R
67.0 10.60 10.80 11.00 11.20 11.40
5000 m/z 159.10 60.87%
41.0 123.0
139.0
I T e AR AR s m et T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16955: Cyclopentane, (3-methylbutylidene)- T
95.0 10.60 10.80 11.00 11.20 11.40
m/z 67.00 58.39%
67.0
5000 41.0
‘ 138.0
N N < NN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106744.D

Aca On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample = J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 20 unknownll.15 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.15 11.12 ng 145275 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 47
2 Benzaldehvde. 3-T(2-bromophenoxy... 320 C15H13Br03 1000350-79-6 43
3 Phenol. 4-(1.1-dimethvlethyvy)-2-... 164 C11H160 000098-27-1 43
4 Benzaldehvde. 3-(4-bromophenoxvm... 320 C15H13Br03 351365-97-4 43
5 2,4,7-Trioxabicyclo[4.4.0]9-dece... 468 C30H4404 1000160-93-8 43
Abundance Scan 1498 (11.148 min): BF106744.D (-1497) (-) m/z 107.10 100.00%
107.1 1491
5000 177.1
55.0 e
216.0 10.80 11.00 11.20 11.40
o,,J D&y L TW/z 149.10  91.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44123: 1-Methyl-3-ethyladamantane
149.0
5000 AU AR SR B
93.0 10,80 11.00 11.20 11.40
' m/z 121.10 59 .55%
55.0 121.0 178.0
SN T A i Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
10.80 11.00 11.20 1140
5000 910 m/z 177.10 45_.33%
65.0 119.0
ol 390 181.0 209.0 239.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33644: Phenol, 4-(1,1-dimethylethyl)-2-methy!l- L B o
149.0 10.80 11.00 11.20 11.40
m/z 55.00 23.92%
5000
121.0
0504%0%09%0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1080 11.00 11.20 11.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106744.D

Acq On : 23 Jun 2018 7:46

Operator : JU/SJ

Sample - J3596-05

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
2-Pentanone, 4-hy... 5.20 45.3 ng 603258 1 6.96 266381 20.0
Hexylene glycol 6.12 9.7 ng 128653 1 6.96 266381 20.0
1,1-Hexylenedioxy. .. 6.32 13.9 ng 185010 1 6.96 266381 20.0
unknown8.12 8.12 9.9 ng 168629 2 8.24 341704 20.0
Bicyclo[3.3.2]dec. .. 8.37 10.8 ng 184437 2 8.24 341704 20.0
unknown8 .47 8.47 13.8 ng 235662 2 8.24 341704 20.0
unknown8.69 8.69 22.1 ng 377727 2 8.24 341704 20.0
unknown8.77 8.77 13.3 ng 227592 2 8.24 341704 20.0
unknown8.92 8.92 12.0 ng 205088 2 8.24 341704 20.0
Tricyclo[4.3.1.1(.-.. 9.01 12.2 ng 209192 2 8.24 341704 20.0
unknown9 .05 9.05 18.2 ng 311004 2 8.24 341704 20.0
unknown9 .26 9.26 25.0 ng 360275 3 10.01 287838 20.0
unknown9 .50 9.50 11.0 ng 158361 3 10.01 287838 20.0
unknown9 .52 9.52 21.4 ng 307408 3 10.01 287838 20.0
unknown9 .82 9.82 16.5 ng 237354 3 10.01 287838 20.0
unknown10.74 10.74 10.3 ng 148434 3 10.01 287838 20.0
2(1H)-Pyridinone, ... 11.00 9.9 ng 129712 4 11.50 261274 20.0

4

unknownll.15 11.15 11.1 ng 145275 11.50 261274 20.0
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