LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 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-BF110817.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 5.098 508 512 520 rBV 79975 95161 6.53% 0.735%
2 5.493 574 579 582 rBVY 1598345 1421050 97.58% 10.969%
3 6.504 746 751 754 rBVY 1572567 1424713 97.83% 10.997%
4 6.651 771 776 779 rBVY 1551011 1456360 100.00% 11.242%
5 6.881 812 815 819 rVB 614482 506522 34.78% 3.910%
6 7.040 838 842 845 rVB 1377660 1144605 78.59% 8.835%
7 7.440 906 910 914 rBV 931497 863779 59.31% 6.668%
8 8.110 1021 1024 1027 rBV3 68121 67438 4.63% 0.521%
9 8.163 1027 1033 1036 rvVv 814873 691419 47.48% 5.337%
10 8.216 1039 1042 1045 rVB 137871 123781 8.50% 0.955%
11 8.245 1045 1047 1050 rBvV2 76413 90347 6.20% 0.697%
12 8.339 1060 1063 1065 rBvV2 79759 66718 4 .58% 0.515%
13 8.369 1065 1068 1070 rBvV2 81394 73210 5.03% 0.565%
14 8.398 1070 1073 1076 rBvV2 82077 94760 6.51% 0.731%

15 8.457 1076 1083 1087 rBV7 141552 291488 20.01% 2.250%

16 8.510 1089 1092 1095 rBv4 82309 90131 6.19% 0.696%
17 8.551 1095 1099 1102 rBv4 96386 139500 9.58% 1.077%
18 8.581 1102 1104 1105 rBV2 134151 103069 7.08% 0.796%
19 8.604 1105 1108 1110 rVvV3 166985 166162 11.41% 1.283%
20 8.628 1110 1112 1116 rVB2 223102 190490 13.08% 1.470%

21 8.669 1116 1119 1121 rBV 140917 119432 8.20% 0.922%
22 8.704 1121 1125 1130 rBV7 189879 390244 26.80% 3.012%
23 8.787 1136 1139 1141 rBV2 136117 188481 12.94% 1.455%
24 8.851 1148 1150 1155 rVvB4 156497 160954 11.05% 1.242%
25 8.910 1157 1160 1162 rBV 218225 195150 13.40% 1.506%

26 9.239 1213 1216 1224 rBV 657848 1301847 89.39% 10.049%
27 15.539 2284 2287 2295 rVB 531902 738177 50.69% 5.698%

28 16.239 2403 2406 2422 rVB2 188777 475448 32.65% 3.670%
29 16.674 2476 2480 2489 rVB 147235 284472 19.53% 2.196%

Sum of corrected areas: 12954908
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF100668.D

Aca On 17 Nov 2017 11:14
Operator : SJ/JU

Sample - 16479-01

Misc :

ALS Vial - 5

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

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

Z:\HPCHEMIN\BNA F\DATA\BF111717\

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.10 3.76 ng 95161 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol 102 C6H140 000623-37-0 33
4 1.2-Butanediol 90 C4H1002 000584-03-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 512 (5.098 min): BF100668.D (-508) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.80 5.00 5.20 5.40
o) RSSO VS 1 PHBUSSESSOY OSSN NSRS m/z 59.00 55.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HRDE R L UL

480 5.00 520 5.40
59.0 m/z 101.10 18.97%

101.0
0 20 | 510 | e #0g10 0
T e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R m
570 4.80 500 520 5.40
5000 m/z 58.00 15.07%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol A e R
59.0 480 5.00 5.20 5.40
m/z 41.00 9.01%
5000 310 430 730
0 \‘\‘ “\H 510\‘ I | 840 1010
e B B L e L I e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 57.50 ng 1456360 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF100668.D (-771) (-) m/z 132.00 100.00%
132.0
5000 681
96.1 PYASEPSARNE SRR
40.1 540 J 6.40 6.60 6.80 7.00
0 ..:'.,:|-.|.'.8,1-.1..!,-:.1.1“?-?..~.,....,....,.... m/z 68.10 36.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IR RS U R L
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.53%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.62%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.05 14 _.30%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T EARREEEE S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.22 Concentration Rank 14

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

8.22 3.58 ng 123781 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 43
2 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 27
3 Undecane. 3.6-dimethyl- 184 C13H28 017301-28-9 27
4 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 25
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 16

Abundance Scan 1043 (8.222 min): BF100668.D (-1039) (-) m/z 57.10 100.00%
57.1
a1 149.1
5000 . 11
93.0107.011 o - 750 5h0 550 540 550
0 m/z 149.10 55.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33749: Adamantane, 1,3-dimethyl-
149.0
5000
93.0 7.80 8.00 8.20 8.40 8.60
41.0 107.0 m/z 43.10 45 _49%
270 "800 | | 1m0 | 1640
OIIIIIIIIIIII‘I‘IIIII‘IIIIIIIIIIIIIIIIIIII
miz--> 20 40 60 80 100 120 140 160 180
Abundance
149.0
7.80 8.00 820 840 8.60
5000 m/z 71.10 37.27%
93.0 134.0
27.0 53.0 77.0 107.0
e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- e B
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.10 25.30%
5000 43.0 71.0
29.0 85.0
o | L T 9901180457 5141 0155.0160.0 184.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 1éo 7. 80 860 8. 20 8110 8. I60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1,3,5-Trimethyladamantane Concentration Rank 18

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

8.25 2.61 ng 90347 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 53
2 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 42
3 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 40
4 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 38
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 38

Abundance Scan 1048 (8.251 min): BF100668.D (-1045) (-) m/z 163.05 100.00%
168.1
411 g54 831
5000 69.1 107.0 133.1

8.00 8.20 8.40 8.60

0 m/z 41.10 64 .52%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #44120: 1,3,5-Trimethyladamantane
163.0
5000 107.0 L L L B
8.00 8.20 8.40 8.60
93.0 m/z 55.10 60.75%
o L O 13501490 | 1760
T T T T P T R T e T e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
163.0
N EEEE S s S
8.00 8.20 8.40 8.60
5000 107.0 m/z 83.10 56.52%
55.0 81.0
67.0 94.0 121.0
135.0 149.0 178.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33017: 4(1H)-Pteridinone, 2-amino- A EERaE BE s LS
163.0 8.00 8.20 8.40 8.60
m/z 57.05 50.11%
5000
122.0
109.0 ‘ 135.0
O e IS ki
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 20

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

8.37 2.12 ng 73210 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene. (2)- 182 C13H26 006508-77-6 80
3 4-Nonene. 5-butvl- 182 C13H26 007367-38-6 68
4 6-Tridecene. (E)- 182 C13H26 006434-76-0 64
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 53

Abundance Scan 1068 (8.369 min): BF100668.D (-1065) (-) m/z 69.10 100.00%
55.1 69.1
5000 4Ll
112.1126.1 L L e
| 1450 16721822 800 820 840 8.60 8.80
ob il m/z 55.10 85.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41.0 g5 o 69.0
5000 27,0 80 500 870 540 550 550
‘ %1110 6 1820 m/z 83.10  64.08%
0...lul..ﬁ‘..‘.“.lu“l‘. .”lM‘.‘.‘l‘l..“H‘.l‘k“‘...”l .1.5]."(.)|.‘...|‘...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41.0 55.0
69.0 SRR AR SR
8.00 820 8.40 8.60 8.80
5000 83.0 m/z 57.10 60.59%
27.0 970
182.0
. 1110455 0139.0154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47282: 4-Nonene, 5-butyl- e s o
55.0 690 8.00 820 8.40 8.60 8.80
41.0 m/z 56.10 55.95%
5000 83.0
o0 140.0 1820
0...|....|...| ‘HIHI‘III 1?-]:(.)];2.‘5.0..l.....|1§7.(.).|... L o
m/z--> 20 40 60 80 100 120 140 160 180 8.00 820 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pyridine, pentamethyl- Concentration Rank 17

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

8.40 2.74 ng 94760 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 58
2 Benzene. 1-methoxv-4-methvl-2-(1... 164 C11H160 031574-44-4 50
3 Tricvclol4.3.1.1(¢(3.8)Ylundecane. ... 184 C11H17CI 027011-46-7 50
4 Benzothiazole. 2-methvl- 149 C8H7NS 000120-75-2 49
5 Benzene, l-isocyanato-2-methoxy- 149 C8H7NO2 000700-87-8 47

Abundance Scan 1073 (8.398 min): BF100668.D (-1070) (-) m/z 149.10 100.00%
149.1
5000
79093'0 L I e
a0 ' 1071~ 1331 1652 o, 8.00 820 840 8.60 8.80
of ' m/z 93.00 25.65%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #23354: Pyridine, pentamethyl-
149.0
5000 SRR SRR
8.00 820 8.40 8.60 8.80
93.0 134.0 m/z 79.05 18.23%
27‘.0 | 53‘ .0 77.0 107.0 ‘ |
0 S RN N | S I PSS I S |‘||||||||||||||||||
mz-> 20 40 60 80 100 120 140 160 180
Abundance
149.0
800 820 840 860 880
5000 m/z 150.10 14.10%
164.0
119.0
70 4.0 gag 77.0 9.0 1 o 134.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48422: Tricyclo[4.3.1.1(3,8)]undecane, 1-chloro- i e
149.0 8.00 820 8.40 8.60 8.80
m/z 41.05 13.63%
5000
41.0 79.0 930 17,
. TUsso | | P oo 1840
mz-> 20 40 60 80 1(')0 120 140 160 180 8.00 8.0 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown8.46 Concentration Rank 5

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

8.46 8.43 ng 291488 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Tetramethvl-adamantane 192 C14H24 001687-36-1 37
2 Pvridol3.2-dlpvrimidine-2.4(1H.3... 177 C8H7N302 002499-96-9 35
3 1.3.5.6-Tetramethvladamantane 192 C14H24 034694-70-7 25
4 2-Azidomethvl-1.3.3-trimethvl-cv... 179 C10H17N3 090073-44-2 25
5 4(1H)-Pteridinone, 2-amino-7-met... 177 C7H7N50 013040-58-9 22

Abundance Scan 1083 (8.457 min): BF100668.D (-1076) (-) m/z 177.20 100.00%
177.2
55.1
5000 411 811y, 12 163.2
8.20 8.40 8.60 8.80
o 1922 m/z 55.10 55.23%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane
177.0
5000 121.0 R UL L UL
8.20 8.40 8.60 8.80
55.0 107.0 m/z 121.10 52.07%
Ll 6\9\0 LLLI 91‘.‘(‘) \‘\ 135.0149.0163.0 ‘ 19\2'0
O+ S e L B e S e
m/z--> Jo eb 85 160 150 150 1éo 1§o 260
Abundance
177.0
820 840 8.60 8.80
5000 134.0 m/z 81.10 50.57%
106.0
52.0 79.0
39.0
L L W L L U B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #54697: 1,3,5,6-Tetramethyladamantane R B
177.0 8.20 8.40 8.60 8.80
m/z 41.10 46 .58%
5000 1210
107.0
55.0
0 \\‘u ?\9\0 LL LI 91\.\0\ \‘M I 13\5'0 149.0 16?'0 ‘ 19\2'0
m/z--> 4'0 6|O 8|O 1(')0 150 14'10 1éo 1§o 200 8.|20 8.110 8.|60 8.|80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trans, trans-2-ethylbicyclo... Concentration Rank 19

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

8.51 2.61 ng 90131 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trans. trans-2-ethvlbicvclol4.4.... 166 Cl2H22 066660-37-5 58
2 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 53
3 Naphthalene. 2-ethvldecahvdro- 166 C12H22 001618-23-1 53
4 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 47
5 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 30

Abundance Scan 1092 (8.510 min): BF100668.D (-1089) (-) m/z 81.10 100.00%
81 137.1
97.1
5000 41.1
Wipgy |l 1661 150, | | 850 540 860 580
o et | Tm/z 137.10  79.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35217: Trans, trans-2-ethylbicyclo[4.4.0]decane
137.0
81.0
95.0
5000
67.0 166.0 8.20 8.40 8.60 8.80
m/z 55.10 67 .58%
530 ‘J Uy 10901230
0.......‘.....‘...‘.‘........l.....‘......
mz-> 20 40 60 8 100 120 140 160 180
Abundance
81.0 137.0
%0 U UL S L A
166.0 8.20 8.40 8.60 8.80
5000 67.0 ' m/z 97.10 64 .79%
109.0
54.0 124.0
L L L L L UL UL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35184: Naphthalene, 2-ethyldecahydro- N Ea B e
81.0 137.0 8.20 8.40 8.60 8.80
m/z 95.10 56.38%
95.0
5000 41.0 67.0
166.0
27.0 54,0
i O .- N N e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknown8.55 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.55 4.04 ng 139500 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanemethvlamine 165 C11H19N 017768-41-1 25
2 1-Ethvl-1(l1-cvclobutvlidenethvl)... 164 C12H20 1000215-13-7 25
3 1-Adamantanecarboxvlic acid. 2-e... 290 C19H3002 1000282-62-9 22
4 2-p-Nitrobenzovl-1.3.5-tri-0O-ani... 701 C36H31NO14 1000129-80-2 22
5 1-Ethyl-6-methyl-1,2,3,4-tetrahy... 164 C10H16N2 1000305-37-8 22
Abundance Scan 1099 (8.551 min): BF100668.D (-1095) (-) m/z 135.10 100.00%
135.1
55.1
5000
165.2
151.1 180.2 8.20 8.40 8.60 8.80
0 m/z 55.10 66.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34392: 1-Adamantanemethylamine
135.0
5000 IR RS S
79.0 8.20 8.40 8.60 8.80
30.0 93.0 165.0 m/z 97.10 46.27%
107.0
o I TR T | ' .h‘. S R [ T S N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
‘820 840 860 880
5000 m/z 69.10 37 .35%
79.0 93.0
. 55.0 107.0151 o 149.0 164.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #136422: 1-Adamantanecarboxylic acid, 2-ethylcyclohexyl ester R e BREEEEEEE s e
135.0 8.20 8.40 8.60 8.80
110.0 m/z 109.10 34 .66%
5000
69.0 181.0
55.0 93.0
0 "|%?q ﬁﬁ?""l'w' N”--%“ |'“L Tt l|"' }?%9' T BN SR RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF110817.M Mon Nov 20 12:39:28 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Sulfurous acid, 2-ethylhexy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.58 2.98 ng 103069 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 50
2 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 49
3 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 47
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 47
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 47
Abundance Scan 1104 (8.581 min): BF100668.D (-1102) (-) m/z 57.10 100.00%
57.1

5000

8.20 8.40 8.60 8.80 9.00

0 m/z 71.10 T74.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecy! ester
57.0
5000 LA L L L L L L L LB L LB}
8.20 840 8.60 8.80 9.00
a1lo 85.0 113.0 m/z 43.10 56.44%
oL ‘ M I J‘ 141.0 169.0 225.0
R e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
A e e
8.20 840 8.60 8.80 9.00
5000 m/z 41.10 30.43%
41.0
o 830 1130 1390 1650
A e A s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28447: Octane, 2,3,6-trimethyl- R B e
57.0 8.20 840 8.60 8.80 9.00

m/z 55.10 29.03%

5000

N
=
o
%

350 113.0
24d ‘ Ll I 1400

m/z--> 40 60 80 100 120 140 160 180 200 220 8.20 840 860 880 9.00

8270-BF110817.M Mon Nov 20 12:39:29 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 unknown8.60 Concentration Rank 10

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

8.60 4.81 ng 166162 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 46
2 Zinc. bisl2-(1.1-dimethvlethvD)-... 314 C18H34Zn 074793-36-5 43
3 Cvclohexanecarboxvlic acid. 4-pr... 271 C17H21NO2 062439-33-2 43
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 43
5 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 27

Abundance Scan 1107 (8.598 min): BF100668.D (-1105) (-) m/z 69.10 100.00%
69.1
95.1 147.1
11911
5000 411
176.1 SRR SR RS
8.20 8.40 8.60 8.80 9.00
0! m/z 147.05 69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #18063: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
41.0
5000

8.20 8.40 8.60 8.80 9.00
m/z 95.10 66 .87%

97.0
o L N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
69.0 125.0
I e o o e e
8.20 8.40 8.60 8.80 9.00
5000 410 m/z 125.10 58.08%
95.0

ol 161.0  205.0 237.0 273.0 3140

mmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #120221: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyanophe... R AR mm e o

69.0 125.0 8.20 8.40 8.60 8.80 9.00
m/z 109.10 49 _.92%
153.0
5000
41.0
ol17.0, | “\ G - 271.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 820 8.40 860 8.80 9.00

8270-BF110817.M Mon Nov 20 12:39:29 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,3,4-Trimethyladamantane Concentration Rank 8

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

8.63 5.51 ng 190490 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 50
2 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 43
3 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 43
4 Tricvclol3.3.1.1(3.7)-1decane. 1... 242 C12H19Br 000941-37-7 38
5 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 38

Abundance Scan 1112 (8.628 min): BF100668.D (-1110) (-) m/z 163.15 100.00%
168.2
5000 107.1
411 55.1 81.1
176.2 1620 8.20 8.40 8.60 8.80 9.00
o! b L2222 Tm/z 107.10  46.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane
163.0
5000 1 70 820 840 8.60 8.80 9.00
m/z 133.10 30.71Y%
5‘7'0 79. ‘o “ 12101350 4?-0 178.0 z |
O:::::H‘ |‘=‘|H ‘ I\l\llwllll —— T
m/z--> 40 60 80 100 120 140 160 180 '
Abundance
163.0
8.20 8.40 8.60 8.80 9.00
5000 107.0 m/z 95.10 28.74%
55.0 810 949
68.0 ' 121.0135.0 149.0 178.0
O T L e e e
m/z--> 40 60 80 100 120 140 160 180 '
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane R T
163.0 8.20 8.40 8.60 8.80 9.00
m/z 164.15 28.24%
5000 107.0
93.0
0 Sﬁo L1 7\9\.\0 \‘\ 1) 1210 135'0 149.0 ‘ 17?.0 19?'0
m/z--> 40 60 80 100 120 140 160 180 ' 8.20 8.40 8.60 8.80 9.00

8270-BF110817.M Mon Nov 20 12:39:30 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown8.67 Concentration Rank 15

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

8.67 3.45 ng 119432 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6.6-Tetramethvlspirol4.41nonane 180 C13H24 074054-92-5 49
2 Muurolane-B 208 C15H28 1000121-63-7 38
3 dI-Camphoroauinone 166 C10H1402 010373-78-1 30
4 Bicvclol2.2.11heptane. 1.7.7-tri... 138 C10H18 000464-15-3 30
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 30

Abundance Scan 1119 (8.669 min): BF100668.D (-1116) (-) m/z 165.20 100.00%
165.2
95.1
5000 55.0
137.1 8.40 8.60 8.80 9.00
92.2 341.0
ol b e e | M7z 95.10  74.36%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45736: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
165.0
5000 69.0 S I IS UL
41.0 840 8.60 8.80 9.00
m/z 81.10 59.61%
137.0
o\ ”\H\\hnwlu ; \” ‘l... R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
109.0
o 840 8.60 8.80 9.00
5000 T 8Lo 165.0 m/z 109.10 58.70%
o 208.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #34790: dl-Camphoroguinone AR Ema T e e
95.0 8.40 8.60 8.80 9.00
410 m/z 55.00 40.80%
69.0
5000
138.0 AVJMLAJAMMmNﬂmeM/NJ
{ 166.0
0 u”mﬂ.”wwuh.ﬂﬂ””.”.””.”.””.”.””.”.””.”.””“. e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8.40 8.60 8.80 9.00

8270-BF110817.M Mon Nov 20 12:39:31 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Cyclohexane, 1,1,2-trimethyl- Concentration Rank 4

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

8.70 11.29 ng 390244 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 64
2 Cvclohexane. l-ethvl-2-propvl- 154 C11H22 062238-33-9 50
3 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 43
4 2.3.4-Trimethvl-hex-3-enal 140 C9H160 1000193-72-9 43
5 2-Methyl-2-heptene 112 C8H16 000627-97-4 43

Abundance Scan 1124 (8 698 min): BF100668.D (-1121) (-) m/z 69.10 100.00%
5000 ﬁm,NJLJ\,ﬂUﬁwAAvvJ“vﬁrNN[\J/w
840 860 8.80 9.00
o} m/z 41.10 85.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11580: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 111.0
5000 L I L LA A
8.40 8.60 8.80 9.00
0
‘ 84.0 126.0 m/z 55.10 76.99%
obaso el o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
840 860 8.80 9.00
5000 111.0 m/z 95.10 61.78%
41.0
0 26,0 84.0 126.0  154.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11551: 3-Heptene, 2,6-dimethyl- R
55.0 8.40 8.60 8.80 9.00
m/z 57.10 61.31%
5000
70.0
27.0 ‘ 126.0
m/z--> 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF110817.M Mon Nov 20 12:39:32 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 trans,trans- and trans,cis-... Concentration Rank 9

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

8.79 5.45 ng 188481 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans- and trans.cis-1.8-D... 180 C13H24 1000111-73-2 58
2 5.7-Octadien-4-one. 2.6-dimethyl... 152 C10H160 003588-18-9 46
3 Cvclopentene. 1.4-dimethvl-5-(1-... 138 C10H18 061142-33-4 43
4 endo-Borneol 154 C10H180 000507-70-0 43
5 Cyclopentene, 1-isopropyl-4,5-di... 138 C10H18 007712-74-5 43

Abundance Scan 1140 (8.792 min): BF100668.D (-1136) (-) m/z 95.10 100.00%
04.1
151.2
5000

8.40 8.60 8.80 9.00 9.20

0 m/z 151.15 65.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]u...
95.0
5000 LA L L L L L L L L L
550 81.0 8.40 8.60 8.80 9.00 9.20
110.0 180.0 m/z 163.10 48_.87%
. \ ‘\ | 1240 15101650
,....,....,....,....,....,....,....,....,....,.
m/z--> 20 100 120 140 160 180 200
Abundance
95.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 81.10 45.72%
67.0
41.0
109.0 137.0 1920
O e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: Cyclopentene, 1,4-dimethyl-5-(1-methylethyl)- B B S A N B B o e E T
95.0 840 860 880 900 920

m/z 41.10 33.94%

5000
67.0
28.0 ‘
81.0 123.0138.0
Ll 930 QL ol 1090 |

D | Ao Y S e s o = S

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

8270-BF110817.M Mon Nov 20 12:39:32 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 unknown8.85 Concentration Rank 11

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

8.85 4.66 ng 160954 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5.5.6.7-Hexamethvlbicvclol4.... 192 C13H200 1000110-52-5 47
2 lIsothiazole. 5-bromo-3-methvl- 177 CAH4BrNS 020493-60-1 35
3 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9ONO3 007476-79-1 30
4 Butanamide. N-(3-methviphenvl)- 177 C11H15NO 1000306-91-3 22
5 Silane, chlorotripropyl- 192 C9H21CISi 000995-25-5 15

Abundance Scan 1150 (8.851 min): BF100668.D (-1148) (-) m/z 179.20 100.00%
179.2
107.1 149.1
5000
8.60 8.80 9.00 9.20
o} m/z 177.20 83.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54641: 1,2,5,5,6,7-Hexamethylbicyclo[4.1.0]hept-2-en-4-one
177.0192.0
1220 149.0
5000 107.0 AR UL LR LR
41.0 8.60 8.80 9.00 9.20
55.0 69.0 91.0 ]530 m/z 149.10 60.05%
o -l-‘.‘---“ al L \\‘ ‘M H MM o
m/z--> 20 40 80 140 160 180 200
Abundance
57.0 177.0
98.0 " '8.60 8.80 9.00 9.20
5000 m/z 107.10 53.38%
71.0
39.0 138.0
L L L N L WL UL L B UL
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #45072: Benzoic acid, 4-nitroso-, ethyl ester T
65.0 108.0 179.0 8.60 8.80 9.00 9.20
m/z 55.10 47 .05%
5000 50.0 149.0
20.0 121.0
0.|.“.‘..“|.‘.‘.‘.|“l‘. p,o....,....,..1.45.'?....1,6.5'.0..,....,. e
m/z--> 20 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF110817.M Mon Nov 20 12:39:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknown8.91 Concentration Rank 7

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

8.91 5.64 ng 195150 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 38
2 2.4.6-Trimethvl-7-ox0-4.7-dihydr... 179 C7H9N50 025623-78-3 38
3 5-Methoxv-2-methvlbenzothiazole 179 C9HONOS 1000342-71-0 38
4 2(1H)-Naphthalenone. octahvdro-4... 180 C12H200 051557-64-3 27
5 4,2-Cresotic acid, 6-methoxy-, b... 538 C29H30010 019314-74-0 27

Abundance Scan 1160 (8.910 min): BF100668.D (-1157) (-) m/z 179.20 100.00%
179.2
69.1 109.1
5000
194.2 8.60 8.80 9.00 9.20
0 m/z 109.10 65.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-...
179.0
5000 SR RS R R R
430 690 8.60 880 9.00 9.20
970 ‘ 910 107.0 m/z 69.10 64 .48%
ol LWl ) 01380 1e10 | 1940
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
179.0
860 880 9.00 920
5000 67.0 m/z 41.10 53.89%
42.0
82.0 110.0 151.0
S S L S S B L UL B SIS BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45094: 5-Methoxy-2-methyloenzothiazole A ma e e R R
179.0 8.60 8.80 9.00 9.20
164.0 m/z 55.10 50.11%
136.0
5000
69.0
150 450 95.0 /LNVvathAJwAM/JJAﬁM/\M
0""'l ?pp'l'J"NL”"|"”*|%%qql""ﬁ"“"|”"'|""|' U UL A A A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.24 12.88 ng 475448 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 68
2 Silane. 1.3-decadivnvitrimethvl- 206 C13H22Si 084751-17-7 43
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 Protriptvline. N-acetvl- 305 C21H23NO 023047-28-1 35
5 Isophthalic acid, 2-methyloct-5-... 330 C20H2604 1000343-92-3 30
Abundance Scan 2406 (16.239 min): BF100668.D (-2403) (-) m/z 191.20 100.00%
191.2
5000 951
55.0
37. " 16/00 16,20 16,40 1660
289.2 3 3984 : : : :
0 220 P RS I iz 177.15 40.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 LR BN SR RS B
109.0 16.00 16.20 16.40 16.60
398.0 m/z 95.10 37.27%
| ” 49.0 260.0 3850
) S h L ‘“‘.‘...‘,l...,....,‘...‘.‘,.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
'~ 16.00 16,20 16.40 16.60
5000 73.0 m/z 81.10 35.18%
43.0
107.0
0 149.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) b RREmE EE e
191.0 16.00 16.20 16.40 16.60
m/z 123.10 32.62%
5000 570
27}0 93.0 149.0
0 I\I‘I‘\IJ‘IHLUI\IWILLI\IMI“\I!\I\IJI S S
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111717\
Data File : BF100668.D

Aca On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.67 7.71 ng 284472 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 55
.beta.-1so-Methyvl i1onone 206 C14H220 1000285-40-2 52
022476-61-5 45

2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206
1-Cyclohexene, 1,3,3-trimethyl-2... 206

1
2
3 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S
4
5

C14H220
C14H220

1000195-40-9 43
1000197-08-4 38

Abundance Scan 2479 (16.668 min): BF100668.D (-2476) (-) m/z 191.15 100.00%
191.2
5000 81.0 “/\\vwxwka\/\N,N»JA\A_NH,
123.1
1 e 0% D50
3. 252.0283.1 356.2 397.4 : : : :
0 222t m/z 81.05 39.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LA L L L L L LB
57.0 16.40 16.60 16.80 17.00
0
107.0 149.0 m/z 95.10 37.17%
0 [ | “‘ \‘\ 1! ‘\ vl !
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
A B
16.40 16.60 16.80 17.00
5000/28.0 m/z 69.05 29.74%
95.0 0 W
ol b e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #78517: 4,5-Dihydrothiazol-4-one, 2-(2-methoxyanilino)- i B
191.0 16.40 16.60 16.80 17.00
m/z 109.10 26.53%
w0 1950 1a9d | o
T T T T T T A B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111717\
Data File : BF100668.D

Acq On : 17 Nov 2017 11:14

Operator : SJ/JU

Sample : 16479-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.10 3.8 ng 95161 1 6.88 506522 20.0
unknown6 .65 6.65 57.5 ng 1456360 1 6.88 506522 20.0
unknown8.22 8.22 3.6 ng 123781 2 8.16 691419 20.0
1,3,5-Trimethylad. .. 8.25 2.6 ng 90347 2 8.16 691419 20.0
Cyclohexane, 2-bu... 8.37 2.1 ng 73210 2 8.16 691419 20.0
Pyridine, pentame... 8.40 2.7 ng 94760 2 8.16 691419 20.0
unknown8 .46 8.46 8.4 ng 291488 2 8.16 691419 20.0
Trans, trans-2-et... 8.51 2.6 ng 90131 2 8.16 691419 20.0
unknown8 .55 8.55 4.0 ng 139500 2 8.16 691419 20.0
Sulfurous acid, 2... 8.58 3.0 ng 103069 2 8.16 691419 20.0
unknown8.60 8.60 4.8 ng 166162 2 8.16 691419 20.0
1,3,4-Trimethylad. .. 8.63 5.5 ng 190490 2 8.16 691419 20.0
unknown8 .67 8.67 3.5 ng 119432 2 8.16 691419 20.0
Cyclohexane, 1,1,... 8.70 11.3 ng 390244 2 8.16 691419 20.0
trans,trans- and ... 8.79 5.5 ng 188481 2 8.16 691419 20.0
unknown8 .85 8.85 4.7 ng 160954 2 8.16 691419 20.0
unknown8.91 8.91 5.6 ng 195150 2 8.16 691419 20.0
28-Nor-17.beta.(H... 16.24 12.9 ng 475448 6 15.54 738177 20.0
1-Penten-3-one, 1... 16.67 7.7 ng 284472 6 15.54 738177 20.0
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