LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 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-BF063016.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 2.135 44 48 54 rBvV 24158 79403 3.37% 0.702%
2 5.278 320 323 325 rBVY 1022158 1027710 43.58% 9.088%
3 6.239 405 407 410 rvB 145284 131732 5.59% 1.165%
4 6.341 413 416 419 rBV 923088 925252 39.24% 8.182%
5 6.467 425 427 430 rVB 1157984 1027791 43.59% 9.088%
6 6.707 445 448 449 rBV 253009 304784 12.93% 2.695%
7 6.799 453 456 458 rBVY 1837296 2056630 87.22% 18.186%
8 6.856 458 461 464 rVvV 1582621 2358078 100.00% 20.851%
9 7.267 494 497 499 rBV 731423 625805 26.54% 5.534%
10 7.907 550 553 554 rBV3 38424 68195 2.89% 0.603%

11 7.942 554 556 558 rBv2 305044 294977 12.51% 2.608%
12 7.987 558 560 563 rvv 498816 522364 22.15% 4.619%
13 8.044 563 565 566 rvv 92991 88894 3.77% 0.786%
14 8.284 585 586 588 rvB2 114411 128061 5.43% 1.132%
15 8.353 590 592 593 rvv 248416 216428 9.18% 1.914%

16 8.456 598 601 603 rBv2 247998 398645 16.91% 3.525%
17 8.536 603 608 613 rBve 147200 537426 22.79% 4.752%

18 8.627 613 616 618 rBVv3 134454 311766 13.22% 2.757%
19 8.685 618 621 622 rBv3 114915 204999 8.69% 1.813%

Sum of corrected areas: 11308940
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On - 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF088926.D

6000000
5000000
4000000
3000000
2000000 68%6

47
1000000 528 6.34

6.
2.14 6/.\2 i

L s B AA iEL
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF088926.D

6000000

5000000

4000000

3000000

2000000

1000000

O 17—

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088926.D

6000000

5000000

4000000

3000000

2000000

1000000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Methyl methacrylate Concentration Rank 8

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

2.14 5.21 ng 79403 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl methacrvlate 100 C5H802 000080-62-6 91
2 2-Butenoic acid. methvl ester. (Z2)- 100 C5H802 004358-59-2 72
3 2-Propenoic acid. 2-methvl-., 3-h._.. 144 C7H1203 002761-09-3 72
4 2-Butenoic acid. ethvl ester. (2)- 114 C6H1002 006776-19-8 45
5 Cyclopropanecarboxylic acid, met... 100 C5H802 002868-37-3 40

Abundance Scan 48 (2.135 min): BF088926.D (-44) (-) m/z 41.10 100.00%
5000
100 IBENARBE R SRS AR
59 85 | 1.80 2.00 2.20 2.40
R N S | N —— 'Y 5 S B (O B - 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3682: Methyl methacrylate
4 69
5000 BB SRS SRR
100 1.80 2.00 2.20 2.40
m/z 39.10 57 .84%
15 29 59 85 ‘
"w'm'w'”H““wl“'eﬂhh“'w'“'Nﬂ”l“'w'“'w'“l“'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
4l 180 2.00 220 2.40
5000 100 m/z 100.10 25.74%
29 50 59 85
Wﬁﬁﬁﬁmﬁﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20718: 2-Propenoic acid, 2-methyl-, 3-hydroxypropy!| ester B e e EREEEmamm
4 69 1.80 2.00 2.20 2.40
m/z 99.00 20.60%
5000
31 58 100
e 28l S0 L o7e B3 M3 129 SRS 5 W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.47 Concentration Rank 2

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

6.47 67.44 ng 1027790 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 427 (6.467 min): BF088926.D (-425) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 % 104 620 640 6.60 6.80
.,....,....'I'!.‘.‘?," 61!.-.|,....,.5.‘?.,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 48.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IS SR S U
6.20 6.40 6.60 6.80
78 m/z 134.00 32 .44%
31 3g il
1 | !
mz> 20 % 4 50 60 70 8 % 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 31.50%
33 44 g7 105
51 60 10 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile EEAmEa s R D
132 6.20 6.40 6.60 6.80
m/z 69.10 19.94%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.80 134.96 ng 2056630 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 45
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43

Abundance Scan 456 (6.799 min): BF088926.D (-453) (-) m/z 57.05 100.00%
57
5000 a1 Ab\\_
70 83 UBREARE LRSS S R L
" | | 9% 11, 6.40 6.60 6.80 7.00 7.20
S S W [ S~ — Y £ 2 ¥ W K R [ B WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 6.40 6.60 6.80 7.00 7.20
29 ‘ 70 83 m/z 43.10 30.88%
98
..,..}ﬁ..ﬂj,”.ﬂll”.,.J.h...Jp.”.,.M..“..l,.”.f}?..“...,..”,....,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.10 28.17%
41 70
83
15 29 08 112
W‘WWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether RS S L e
PP 6.40 6.60 6.80 7.00 7.20
m/z 70.10 21.37%
70
5000
83 112
29 ‘ 98
"v%?'l“'ml“?al'““l”“ll'“””'“'ll'“|"”h"'w'”"v"'v";ﬁ%"l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown7.91 Concentration Rank 11

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

7.91 2.61 ng 68195 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 43
2 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 42
3 4-Decvne 138 C10H18 002384-86-3 38
4 3-Dodecvne 166 C12H22 006790-27-8 30
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 30

Abundance Scan 553 (7.907 min): BF088926.D (-550) (-) m/z 95.10 100.00%
57 8 95
41 67

5000

7.60 7.80 8.00 8.20
m/z 81.10 91.03%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
41 %
81
5000 55 69 108 L L L
7.60 7.80 8.00 8.20
7 152 m/z 57.10 85.93%
u,}?q.uup.uﬁm..ﬁh..Jﬁinﬂw.h.ﬁ.h..H.L.u}?ﬁ.“%ﬁz.“.“.u,u.q.u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 95
81 R EEE R R R Ry
7.60 7.80 8.00 8.20
5000 110 m/z 99.00 68.92%
41
27 55
15
Wﬁmmﬂwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16844: 4-Decyne
67 7.60 7.80 8.00 8.20
m/z 41.10 59.92%
5000 55 81 95
109
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Adamantane, 1,3-dimethyl- Concentration Rank 10

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

8.04 3.40 ng 88894 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 70
2 Tricvclol4.3.1.1(3.8)lundecane. ... 228 C11H17Br 021898-96-4 64
3 1.4-Dimethvladamantane 164 C12H20 024145-88-8 60
4 1H-S-Triazololl.5-alpvridin-4-iu... 149 C7H7N30 013980-64-8 47
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 47

Abundance Scan 565 (8.044 min): BF088926.D (-563) (-) m/z 149.10 100.00%
149
5000 3 /\ /\j\ M
67 81 i g LAY SUP i e i
41 85 1m1ﬂ1w 164 7% MD8Z)8m
m/z 93.10 36.40%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000
93 7.80 8.00 8.20 8.40
M 107 m/z 81.10 27.13%
29 55 67 79 ‘ 121 164
IEI'ISII\I\II‘IIIIHIII\\IIIHI‘II‘I\IIIIII\IIII ||‘|| l::: A mmaEE
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
149
780 8.00 820 840
5000 m/z 67.10 20.29%
93
67 79 107
42 54 121 228
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33748: 1,4-Dimethyladamantane A e B
149 7.80 8.00 8.20 8.40
m/z 95.10 19.08%
5000 93
55 g7 81 107 164
41 M‘ 121 135 |
miz--> 20 40 60 80 'ic')c')' e T 1k e ok 780 8.00 820 840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown8.28 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.28 4.90 ng 128061 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 45
2 1.3.3-Trimethvl-2-(2-methvl-cvcl... 178 C13H22 285129-06-8 38
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 35
4 1-Tvrophanamide 180 C9H12N202 1000131-25-3 30
5 Tricyclo[3.1.0.0(2,4)]hexane, 3,... 164 C12H20 1000150-21-2 27
Abundance Scan 586 (8.284 min): BF088926.D (-585) (-) m/z 177.20 100.00%
107 17
121 163

5000

8.00 8.20 8.40 8.60

49 192
,.f‘.~..,-.|...|';...~., m/z 107.10 79.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44119: 1,3,4-Trimethyladamantane
163
5000 LA L L L L L L LB L
o 107 8.00 820 8.40 8.60
55 m/z 121.10 68.75%
67 81 121 149 178
| | s
,....,...‘a‘,.“a‘..”i“..‘a“a,.‘l‘..,“...‘.,....,....‘,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
163
"AIIIIIIIIIIIIIIIIIIIIIII
93 107 8.00 8.20 8.40 8.60
5000 m/z 163.10 68.41%
41 55 121 178
69 81
135
29 149
L L e s e N BB o i o B o i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44120: 1,3,5-Trimethyladamantane
163 8.00 8.20 8.40 8.60
m/z 93.10 39.07%
5000 107
55 79 93 121 178
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzyl isopentyl ether Concentration Rank 6

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

8.35 8.29 ng 216428 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl isopentvl ether 178 C12H180 000122-73-6 72
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 64
3 Benzene. butvl- 134 C10H14 000104-51-8 64
4 Benzene. (butoxvmethvIl)- 164 C11H160 000588-67-0 64
5 Toluene 92 C7H8 000108-88-3 59

Abundance Scan 592 (8.353 min): BF088926.D (-590) (-) m/z 91.10 100.00%
q1
5000
65 79 107 8.00 820 8.40 8.60
41 51
Ol bt pli A7 137 151 164 180 1 Lz 92,10 54.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43985: Benzyl isopentyl ether
91
5000 L L L‘----u----u
8.00 8.20 8.40 8.60
m/z 65.10 10.70%

65
20 41 79
18 & ;851 P 1097919 431 145 160 178
S ey 119 231 145 160 178
mz--> 20 40 60 80 100 120 140 160 180
Abundance
o1

8.00 8.20 8.40 8.60

5000 m/z 79.10 8.21%
134
43
65
27 52 7 105115
T T e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14825: Benzene, butyl- R e R
o 8.00 8.20 8.40 8.60

m/z 107.10 6.97%

5000

134

27 39 51 65 g 105
‘\ ‘\ | ‘ I 1 ‘ 115

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Tricyclo[3.3.1.1<3,7>]decan... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.54 20.58 ng 537426 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1<3.7>1decane. 2-... 164 C12H20 014451-87-7 72
2 Adamantane. 1-chloro- 170 C10H15CI 000935-56-8 59
3 1.2-Benzenediol. o-(l-adamantane... 272 C17H2003 1000325-99-6 58
4 Phosphonic dichloride. l-adamantvl- 252 C10H15CI120P 1000294-15-7 53
5 N-(2-Ethyl-3-hydroxy-6-methyl-4-__. 314 C19H26N202 1000260-99-4 53
Abundance Scan 608 (8.536 min): BF088926.D (-603) (-) m/z 135.10 100.00%
35

5000 79

41 93

55 164
107121 51 | 180 820 840 860 8.80

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33775: Tricyclo[3.3.1.1<3,7>]decane, 2-ethyl-
135
5000 LINLE LI LI L L L L L |
164 8.20 8.40 8.60 8.80
& 121 m/z 67.10 35.04%
\‘\ \‘ nil
L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

‘a

Abundance
135
B BAmEE B L
8.20 8.40 8.60 8.80
5000 m/z 93.10 27.29%
79 93
e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #121185: 1,2-Benzenediol, o-(1-adamantanecarbonyl)- IR
135 8.20 8.40 8.60 8.80
m/z 41.10 27.23%
5000 Lﬁd_hrN/Lh/\rﬂ/\f/\\/f/f////
79 93 163
27 41 55 L) 107 | | 272
A e e e e e e e B BAmmE B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.20 840 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088926.D

Aca On 12 Jul 2016 16:23

Operator : UM/SJ

Sample : H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown8.68 Concentration Rank 7

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

8.68 7.85 ng 204999 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.3-Trimethvl-2-(2-methvl-cvcl... 178 C1l3H22 285129-06-8 38
2 1-(3.6-Dimethvl-2-pvrazinvl)-2-m... 178 C10H14N20 145984-66-3 22
3 Cvclododeca-4.8-dien-1-one. (E.E)- 178 C12H180 1000163-28-2 14
4 1.3.3-Trimethvlcvclohex-1-ene-4-... 168 C10H1602 013746-43-5 14
5 [1,3,4]0xadiazole, 2-amino-5-(4-... 179 C8H6FN30 1000316-48-2 14

Abundance Scan 621 (8.685 min): BF088926.D (-618) (-) m/z 177.20 100.00%
107 163 117
5000
104 840 8.60 880 9.00
m/z 163.10 94 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44131: 1,3,3-Trimethyl-2-(2-methyl-cyclopropyl)-cyclohexene
163
93 107
5000 anos g 121 178 8.40 860 880 9.00
‘ ‘ 135 m/z 107.10 93.81%
2l ,M,‘, H.‘ , I at ol I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107
840 8.60 880 9.00
5000 178 m/z 121.10 72.21%
122 135 163
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #44017: Cyclododeca-4,8-dien-1-one, (E,E)- R B B B
178 8.40 8.60 8.80 9.00
m/z 41.10 69.87%
109
41 o
5000
124
27 i 83 95
| I‘HI : N' ""'l |Hl“| A |‘k‘|‘|%lu-3‘35 Ilﬁ?fleiol — |‘||| T e B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
Data File : BF088926.D

Acq On 12 Jul 2016 16:23

Operator : UM/SJ

Sample - H3889-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Methyl methacrylate 2.14 5.2 ng 79403 1 6.71 304784 20.0
unknown6 .47 6.47 67.4 ng 1027790 1 6.71 304784 20.0
1-Hexanol, 2-ethyl- 6.80 135.0 ng 2056630 1 6.71 304784 20.0
unknown7 .91 7.91 2.6 ng 68195 2 7.99 522364 20.0
Adamantane, 1,3-d... 8.04 3.4 ng 88894 2 7.99 522364 20.0
unknown8.28 8.28 4.9 ng 128061 2 7.99 522364 20.0
Benzyl isopentyl ... 8.35 8.3 ng 216428 2 7.99 522364 20.0
Tricyclo[3.3.1.1<_.. 8.54 20.6 ng 537426 2 7.99 522364 20.0
unknown8 .68 8.68 7.8 ng 204999 2 7.99 522364 20.0
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