LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47 Instrument :
Operator : SJ/JU BNA_F

Sample - 15554-01 ClientSampleld :
Misc - BRICK-FOR-WASTE
ALS Vial : 12 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-BF092317.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 2.169 7 14 20 rvB 161229 204429 5.79% 0.697%
2 5.140 515 519 534 rVB 449114 682881 19.35% 2.328%
3 5.540 581 587 590 rBY 3302148 3516045 99.61% 11.989%
4 6.545 748 758 761 rBVY 3001550 3529859 100.00% 12.036%
5 6.687 777 782 785 rBVY 3413435 3497667 99.09% 11.926%
6 6.916 817 821 825 rBVY 1042706 819737 23.22% 2.795%
7 7.075 842 848 851 rBVY 3101482 2746031 77.79% 9.363%
8 7.481 912 917 920 rBVY 2236493 2123250 60.15% 7.240%
9 8.004 1002 1006 1010 rBV3 39386 64365 1.82% 0.219%
10 8.198 1035 1039 1042 rBvV 1250032 988786 28.01% 3.372%
11 8.492 1086 1089 1092 rVB3 69038 75719 2.15% 0.258%
12 8.539 1092 1097 1099 rBv4 39219 74600 2.11% 0.254%

13 8.657 1115 1117 1122 rVB2 106578 110680 3.14% 0.377%
14 8.816 1141 1144 1146 rBv4 80884 106153 3.01% 0.362%
15 8.886 1152 1156 1160 rBV3 131608 176375 5.00% 0.601%

16 8.939 1163 1165 1167 rVvV2 123480 90360 2.56% 0.308%
17 8.969 1167 1170 1173 rBvV4 78512 107005 3.03% 0.365%
18 9.033 1179 1181 1183 rVB2 86828 65367 1.85% 0.223%

19 9.075 1185 1188 1192 rBV5 148102 228330 6.47% 0.779%
20 9.157 1199 1202 1203 rBV3 123005 123718 3.50% 0.422%

21 9.192 1205 1208 1210 rBV3 303161 287291 8.14% 0.980%
22 9.275 1217 1222 1225 rBV 3445150 3262718 92.43% 11.125%
23 9.351 1231 1235 1238 rBV2 901857 1001632 28.38% 3.415%
24 9.416 1244 1246 1249 rVB3 379775 336846 9.54% 1.149%
25 9.663 1285 1288 1292 rBV 1847110 2017191 57.15% 6.878%

26 9.722 1296 1298 1301 rVV2 410024 444675 12.60% 1.516%
27 9.822 1312 1315 1317 rBV2 1024235 1179146 33.40% 4.021%
28 9.869 1321 1323 1328 rVB 1200944 1466869 41.56% 5.002%

Sum of corrected areas: 29327725
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF093017\

BF098968.D

30 Sep 2017 17:47

SJ3/JU

15554-01 BRICK-FOR-WASTE
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098968.D

6.69
6.55

5.54
7.07

7.48

6.92

5.14

0
Time-->

T
5.00

6.00

for e
6.50 7.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

8.00

5.50
TIC: BF098968.D

M

9.27

8.20
9.1

888 668.8

T
Time--> 8.00

13.00

13.50

12.00 12.50

11.50

10.50 11.00

10.00

9.00 9.50

8.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098968.D

Time-->

14.00

18.50 19.00

18.00

17.00 17.50

16.00

16.50

15.00 15.50

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.17 4.99 ng 204429 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 14 (2.169 min): BF098968.D (-7) (-) m/z 73.00 100.00%

73.0

5000 43.0

—

55.0 87.0

2.20 2.30 2.40 2.50 2.60
el e W/Z 43.00  37.56Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR AN U AR AR R
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 26.65%
29.0 ‘ h
w'“ww'“”“'w'“'w'“l”'w'“'w'“l“'w'“'w'“l“'
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.00 23.85%
29.0

97.0 1120 129.0

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

Abundance #2051: 1,3-Dioxolane, 2-methyl- e e
73.0 220 230 2.40 2.50 2.60
m/z 41.00 12 .95%
5000 43.0
58.0
29.0 87.0

IIIII‘I‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIII IIIIIIIIIIIII

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 16.66 ng 682881 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 519 (5.140 min): BF098968.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
4.80 5.00 5.20 5.40
...,....,....,....',':...,...'!i...6?-,9...??'.0..,...:,|...1.1,1.-9.., m/z 59.00 57.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Shy s sk
0
150 a0 1010 m/z 101.00 19.17%
\M‘. Ly Il 83'0 Il ‘
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.28%
41.0
50.0 73.0  86.0
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R EREaE m
59.0 480 5.00 5.20 5.40
m/z 41.05 8.61%
5000 41.0
31.0
‘ 69.0 87.0
15.0 M‘ LI 1s00] M 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.69 Concentration Rank 1

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

6.69 85.34 ng 3497670 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.692 min): BF098968.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 540 || g %IO o 6.40 6.60 6.80 7.00
o S RSO A R - .- M £ E— | N m/z 68.05 34.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 HRBNUMRRSE R A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 33.99%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.90%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LANLIL N L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.85%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

Sample = 15554-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,3,6-Trimethyladamantane Concentration Rank 13

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

8.66 2.24 ng 110680 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 64
2 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 64
3 N-Acetvl-L-tvrosinamide 222 C11H14N203 001948-71-6 50
4 Ethanone. 1-T4-(1-hvdroxvy-1-meth... 178 C11H1402 054549-72-3 49
5 Phosphine oxide, cyclohexyl meth... 300 C17H3302P 1000195-73-8 47

Abundance Scan 1118 (8.663 min): BF098968.D (-1115) (-) m/z 163.10 100.00%
168.1
5000 107.0
41.0 81.0
129.0 8.40 8.60 8.80 9.00
%, 1812 m/z 107.00 39.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44118: 1,3,6-Trimethyladamantane
163.0
5000 107.0 a0 560 880 500
550 810 m/z 164.10 23.67%
Ll s
IIII””II”\IIIII\H\ ; ||||||‘|||||||‘||||||||||||
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
163.0
8.40 8.60 8.80 9.00
5000 107.0 m/z 93.00 16.75%
550 790 135. 0 180.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78688: N-Acetyl-L-tyrosinamide R AEa e
107.0 168.0 8.40 8.60 8.80 9.00
m/z 81.00 14 .99%
5000 43.0
136.0
77.0
'yi?""i“' r “I""I"'w e J"'Il'” ""I"'%%%g ERANE R R U L
m/z--> 20 40 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF092317.M Mon Oct 02 19:26:29 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\
Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

Sample = 15554-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 trans,trans- and trans,cis-...

Concentration Rank 15

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

8.82 2.15 ng 106153 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans- and trans.cis-1.8-D... 180 C13H24 1000111-73-2 55
2 trans.trans-2.8-Dimethvilspirol5.... 180 C13H24 095530-76-0 49
3 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 43
4 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 43
5 E-2-Methyl-5-(furan-3-yl)-pent-1... 164 C10H1202 1000143-28-6 38

Abundance Scan 1145 (8.822 min): BF098968.D (-1141) (-) m/z 95.05 100.00%
3.
5000 «NJJVNvﬂvaﬁrfAAWJ\fﬂﬂNJ
8.40 860 880 9.00 9.20
m/z 151.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]u...
95.0
5000 0 50 550 850 950 950
110.0 180.0 m/z 67.00 54 _43Y%
e 0 15101650
m/z--> 20 40 80 100 120 140 160 180
Abundance
95.0
8.40 860 880 9.00 9.20
5000 56.0 81.0 m/z 41.00 49 .26%
: 137.0
110.0 180.0
151.0165.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- A BEEmaEEEEE
95, 8.40 8.60 8.80 9.00 9.20
81.0 m/z 81.05 47 . 79%
5000 41.0 55.0
T 0 152.0
27.0
SN i el LI, .|....1|2:.3(.)].-3.7|0....,....,.. et
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00 9.20

8270-BF092317.M Mon Oct 02 19:26:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown8.89 Concentration Rank 12

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

8.89 3.57 ng 176375 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(dimethvl(dodec-... 360 C18H4003Si2 1000348-07-1 25
2 2-Naphthalenamine. l1l-chloro- 177 C1O0H8CIN 016452-11-2 16
3 Silane. dimethvl(dimethvl(undec-... 346 C17H3803Si2 1000347-94-8 16
4 Cvclandelate 276 C17H2403 000456-59-7 14
5 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 12

Abundance Scan 1157 (8.892 min): BF098968.D (-1152) (-) m/z 69.00 100.00%
69.0
177.1
5000 41.0 109.1
| ‘ 37.1 860 8.80 9.00 9.20
it ] e b o m/z 177.10 75.67%
m/z--> 50 100 150 200 250 300 350
Abundance #190476: Silane, dimethyl(dimethyl(dodec-2-enyloxy)silylox...
177.0
5000
8.60 8.80 9.00 9.20
133.0 m/z 179.10 45_.21%
43.0 69.0 97.0 L | | 314.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance
177.0
860 8.80 9.00 9.20
5000 115.0 m/z 109.10 40.55%
400 200 149.0
mz-> 50 100 150 200 250 300 350
Abundance #181031: Silane, dimethyl(dimethyl(undec-2-enyloxy)silylox... B ma e
177.0 8.60 8.80 9.00 9.20
m/z 41.05 38.91%
5000
133.0
T 'Sﬁ?""?ﬁo""h'b e T S RE "3?q0" U R R R
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown8.97 Concentration Rank 14

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

8.97 2.16 ng 107005 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-1.6-octadiene 124 COH16 042152-47-6 43
2 Cvclohexanecarboxvlic acid. 4-pr... 382 C23H30N203 075941-50-3 35
3 3.7-Nonadien-2-one. 4.8-dimethvl- 166 C11H180 000817-88-9 30
4 1.1"-Bicvclohexvl 166 C12H22 000092-51-3 27
5 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 22

Abundance Scan 1170 (8.969 min): BF098968.D (-1167) (-) m/z 82.05 100.00%
82.0
55.0
5000 “wvx-~rkp~hﬁﬁJ~’“’ﬂﬂAJj\ﬂﬁ
8.60 8.80 9.00 9.20 9.40
m/z 69.10 88.67%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #10652: 7-Methyl-1,6-octadiene
55.0 | 82.0
5000 ESLESE NS SR SRR
124.0 8.60 8.80 900 9.20 9.40
270 ' m/z 55.00 80.94%
"M'JHEM'P'”I”'W"”I”'W"”I”'W
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 125.0
8.60 8.80 9.00 9.20 9.40
5000 410 m/z 125.10 70.34%
' 153.0
18.0 95.0 231.0
m/z--> 26 45 eb 85 160 120 150 1éo 1é0 260 250
Abundance #35052: 3,7-Nonadien-2-one, 4,8-dimethyl- A e R
410 090 8.60 8.80 9.00 9.20 9.40
' m/z 41.00 69.32%
5000
98.0 123.0
‘ 166.0
”III‘I\”‘IIHHI\II‘I\ Ll MH ||||||||||1|4.|8‘|O|||‘||||||||||||||||||| A ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown9.07 Concentration Rank 9

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

9.07 4.62 ng 228330 Naphthalene-d8 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 38
2 1.5-Heptadiene. 2.6-dimethvl- 124 C9H16 006709-39-3 27
3 trans.trans-2.8-Dimethvilspirol5.... 180 C13H24 095530-76-0 22
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 14
5 photocitral B 152 C10H160 006040-45-5 14

Abundance Scan 1187 (9.069 min): BF098968.D (-1185) (-) m/z 191.15 100.00%
149.1 19.2

411 810  107.1

5000

206.1 8.80 9.00 9.20 9.40
m/z 149.10 96 .42%

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

Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41.0 69.0
95.0
5000 LA L L L L L L
8.80 9.00 9.20 9.40
137.0 m/z 177.20 81.50%
121.0 177.0
N O . T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0
8.80 9.00 9.20 9.40
5000 m/z 163.15 81.08%
26,0 91.0 109.0124.0
e B e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45750: trans,trans-2,8-Dimethylspiro[5.5]undecane R
95.0 8.80 9.00 9.20 9.40
m/z 41.10 74 _.35%
5000
55.0 137.0
110.0 180.0
‘ 165.0
IIIIIIIIIIIIIIIIIIIIIII‘III‘IIIIIIIIIII‘IIII‘IIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown9.19 Concentration Rank 11

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

9.19 3.92 ng 287291 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-30-1 35
2 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 27
3 3.4.5-Trimethvlpvrazole 110 C6H10N2 005519-42-6 22
4 1-Methoxv-1.3-cvclohexadiene 110 C7H100 002161-90-2 22
5 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 14

Abundance Scan 1208 (9.192 min): BF098968.D (-1205) (-) m/z 81.00 100.00%
81.0
179.2
109.1
5000 5.1
149.1

8.80 9.00 9.20 9.40 9.60
251.9
206.1 m/z 179.15 67.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17012: Cyclopentane, 1,3-dimethyl-2-(1-methylethylidene)-...
81.0 123.0
5000 LIS L L L L L L L L L L
41.0 8.80 9.00 9.20 9.40 9.60
$ ‘ m/z 109.10 55.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
81.0
AR E A e
8.80 9.00 9.20 9.40 9.60
5000 m/z 110.10 51.25%
41.0 110.0
15.0 62.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5727: 3,4,5-Trimethylpyrazole R AAEmEa T e
109.0 8.80 9.00 9.20 9.40 9.60
m/z 55.10 50.01%
5000
42.0 68.0
”.WN”.N.N,HMW.”.PJ”,”.w.”..”...” AR NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Pentadecanal- Concentration Rank 10

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

9.42 4_.59 ng 336846 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 87
2 Oxirane. tetradecvl- 240 C16H320 007320-37-8 83
3 Hexadecanal 240 C16H320 000629-80-1 81
4 Tetradecanal 212 C14H280 000124-25-4 81
5 Tridecanal 198 C13H260 010486-19-8 76

Abundance Scan 1247 (9.422 min): BF098968.D (-1244) (-) m/z 41.10 100.00%
411
5000 AAHVMJJKAWJLAan¢“ﬁJ“\ﬁﬁw
I SRR SR
9.00 9.20 9.40 9.60 9.80
m/z 57.10 98.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82954: Pentadecanal-
57.0 82.0
5000 AEBERAEEE AR SRR R
29.0 900 920 940 9.60 9.80
‘ 109.0 m/z 43.10 92.06%
H\ e .‘ L amo 1820 sonopmey
m/z--> 40 80 100 120 140 160 180 200 220 240
Abundance
41.0 71.0
.00 9.20 9.40 9.60 9.80
5000 m/z 55.00 78.54Y%
95.0
15.0 1230 1520
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance #94312: Hexadecanal R B e
57.0 82.0 9.00 9.20 9.40 9.60 9.80
m/z 82.10 75.53%
5000
29.0 109.0
L ‘\ [N Lol 1660 1990 22200400 | et T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 900 920 940 960 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 13 1H-Indene, octahydro-2,2,4,... Concentration Rank 7

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

9.72 6.06 ng 444675 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
3 Iminostilbene 193 C14H1i1IN 000256-96-2 38
4 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35
5 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 35

Abundance Scan 1298 (9.722 min): BF098968.D (-1296) (-) m/z 193.20 100.00%
198.2
95.1
5000 69.1 1231
41.1
165.2 9.40 9.60 9.80 10.00
e 218.2 m/z 95.10  58.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0
- 123.0
41.0
5000 L S L L B
9.0 9.40 9.60 9.80 10.00
m/z 109.10  56.43%
‘ M M\IHI‘II‘IHIII 1E?.O...l,e.s.Q.,...‘.,....,...
m/z--> 100 120 140 160 180 200 220
Abundance
193.0
'9.40 9.60 9.80 10.00
5000 55.0 m/z 123.10 46.72%
109.0
29.0 840
' 137.0 159 9175.0 222.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55475: Iminostilbene e
198.0 9.40 9.60 9.80 10.00
m/z 83.10 45.18%
5000
165.0
390 630 , 90 1150 1390 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.82 16.08 ng 1179150 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 92
2 Cvclopentane. 1.1°-13-(2-cvclope... 304 C22H40 055255-85-1 43
3 1.7-Dimethvl-4-(1-methvlethvl)cyv... 210 C15H30 000645-10-3 38
4 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIO0Si 1000363-12-7 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 25
Abundance Scan 1315 (9.822 min): BF098968.D (-1312) (-) m/z 69.10 100.00%

5000

9.60 9.80 10.00 10.20

224.2

0 m/z 109.10 79.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 L B B
9.60 9.80 10.00 10.20
m/z 193.20 74 .39%
151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
41.0 69.0
970 Ty S e a0
5000 m/z 41.10 74.24%
125.0
206.0

151.0 1780 234.0 263.0  304.0 jLAﬂqumﬁJ““ﬁAd\[NNVNJN/

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane L e

55.0 97.0 9. 60 9. 80 10. OO 10 20

m/z 55.05 73.81%

5000
29.0
1250  167.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.60 980 10. OO 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093017\

Data File : BF098968.D

Aca On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown9.87 Concentration Rank 3

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

9.87 20.00 ng 1466870 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-12-7 40
2 3H-3.l10a-Methano-1.2-benzodioxoc... 226 C13H2203 095906-83-5 37
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
4 Cvclopentanol. 1-(methvlenecvclo... 138 C9H140 086951-58-8 14
5 Citronellol 156 C10H200 000106-22-9 14

Abundance Scan 1323 (9.869 min): BF098968.D (-1321) (-) m/z 193.20 100.00%
198.2
s01 1
5000 41.1 1231
IRBE LA SN SRR B
152.2 9.60 9.80 10.00 10.20
AL T Arar 2202 0 7" 97 10 61.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78627: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0 193.0
5000 L R LN SR BRI
83.0 9.60 9.80 10.00 10.20
43.0 m/z 109.10 55.86%
"~ 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0  69.0 193.0
111.0 '9.60 9.80 10.00 10.20
5000 1350 175.0 m/z 69.10 53.56%
93.0
153.0 226.0 /ﬁru~fﬁﬁj\jkﬂj“AL/\/JMA,,Mﬂr/Ju
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone R EEEEE S
193.0 9.60 9.80 10.00 10.20
m/z 41.10 43.79%
123.0 W
5000
150.0
95.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF093017\

Data File : BF098968.D

Acq On : 30 Sep 2017 17:47

Operator : SJ/JU

a?ggle i 15554-01 BRICK-FOR-WASTE
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.17 5.0 ng 204429 1 6.92 819737 20.0
2-Pentanone, 4-hy... 5.14 16.7 ng 682881 1 6.92 819737 20.0
unknown6 .69 6.69 85.3 ng 3497670 1 6.92 819737 20.0
1,3,6-Trimethylad. .. 8.66 2.2 ng 110680 2 8.20 988786 20.0
trans,trans- and ... 8.82 2.1 ng 106153 2 8.20 988786 20.0
unknown8.89 8.89 3.6 ng 176375 2 8.20 988786 20.0
unknown8.97 8.97 2.2 ng 107005 2 8.20 988786 20.0
unknown9 .07 9.07 4.6 ng 228330 2 8.20 988786 20.0
unknown9.19 9.19 3.9 ng 287291 3 9.96 1466870 20.0
Pentadecanal - 9.42 4.6 ng 336846 3 9.96 1466870 20.0
1H-Indene, octahy... 9.72 6.1 ng 444675 3 9.96 1466870 20.0
Decahydro-4,4,8,9... 9.82 16.1 ng 1179150 3 9.96 1466870 20.0
unknown9 .87 9.87 20.0 ng 1466870 3 9.96 1466870 20.0
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