LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 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-BF091418 .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 5.319 503 507 515 rBV 813263 801609 57.72% 5.270%
2 6.354 679 683 692 rVB 855683 793062 57.10% 5.214%
3 6.490 702 706 709 rBV 945024 801058 57.68% 5.267%
4 6.719 742 745 749 rBV 790452 710635 51.17% 4.672%
5 6.878 768 772 775 rBV 812226 621678 44.76% 4.087%
6 7.278 834 840 843 rBV 555534 459541 33.09% 3.021%
7 7.919 944 949 956 rBV6 90647 122900 8.85% 0.808%
8 8.001 958 963 968 rBY 1016984 993471 71.53% 6.532%
9 8.219 996 1000 1002 rBV2 101117 109164 7.86% 0.718%
10 8.307 1012 1015 1017 rVvB2 155491 145145 10.45% 0.954%

11 8.337 1017 1020 1023 rBV 277900 276493 19.91% 1.818%
12 8.395 1027 1030 1032 rBV 218498 184504 13.28% 1.213%
13 8.460 1038 1041 1046 rBv4 184676 195922 14.11% 1.288%
14 8.554 1054 1057 1060 rBV3 168033 224212 16.14% 1.474%
15 8.637 1068 1071 1074 rBV2 341588 471779 33.97% 3.102%

16 8.684 1077 1079 1082 rBV 235045 296728 21.36% 1.951%
17 8.754 1089 1091 1094 rBv2 351985 384730 27.70% 2.529%
18 8.784 1094 1096 1100 rvv2 341775 313688 22.59% 2.062%
19 8.819 1100 1102 1104 rBV3 238663 258588 18.62% 1.700%
20 8.972 1125 1128 1131 rBV2 487582 547339 39.41% 3.598%

21 9.007 1131 1134 1137 rBV3 600394 811600 58.44% 5.336%
22 9.037 1137 1139 1141 rVV2 472845 501786 36.13% 3.299%
23 9.084 1144 1147 1151 rVB2 1131679 1257836 90.57% 8.270%
24 9.407 1200 1202 1206 rBV2 1081135 1388857 100.00% 9.131%
25 15.301 2202 2204 2214 rVB 860346 1346609 96.96% 8.853%

26 18.065 2667 2674 2682 rVB3 517046 1191419 85.78% 7.833%

Sum of corrected areas: 15210353
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On - 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109104.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 22.54 ng 801058 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 706 (6.490 min): BF109104.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 RS S R A
40.0 540 6.20 6.40 6.60 6.80
0 gL.0 N m/z 68.10 39.66%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS U R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.67%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 o ko ko
5000 ggo 1160 m/z 66.00 25.13%
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.87%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; S "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 trans,cis-1,8-Dimethylspiro... Concentration Rank 17

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

7.92 2.47 ng 122900 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.cis-1.8-Dimethvlspirol4.51... 166 Cl2H22 1000111-72-9 62
2 Naphthalene. decahvdro-2.3-dimet... 166 C12H22 001008-80-6 53
3 1H-Indene. l-ethvloctahvdro-7a-m... 166 C12H22 056324-71-1 52
4 Naphthalene. decahvdro-1.5-dimet... 166 C12H22 066552-62-3 38
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 35

Abundance Scan 949 (7.919 min): BF109104.D (-944) (-) m/z 81.10 100.00%
81.1 95.1
55.0
5000 40 o 166.2
109.1 151.1
R R o o
121.1133.0 7.60 7.80 8.00 8.20
0.,....,....|;!'.'..,'-.ll.'-.,..':!,':..':li.":'.‘!,'.':h.-;-..'.':”"..,-.'...,.'!..-,'....,.l...,...'.,... m/z 95.10 88.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
81.0 93.0
110.0
55.0 68.0
5000
7.60 7.80 8.00 8.20
123.0 166.0 m/z 55.00 63.45%
137.0 151.0
A S R B L A R AN B LS CARAS LARR LALLM R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35201: Naphthalene, decahydro-2,3-dimethyl-
95.0
610 1510 1650 70 7ho s sk
5000 410 55.0670 109.0 m/z 67.00 57 .69%
29.0 ‘ 4.0
0'|““L'“HL'M“"“w“”“““l“iv'“h“'vm'&ﬁ?ﬁ“wh'WH“V'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alpha.,... e ARARERmE sy
81.0 93.0 7.60 7.80 8.00 8.20
m/z 41.05 52.92%
67.0
5000 41.0 55.0 110.0 166.0

I \‘M H‘ \‘H LI ‘\ 122013701490

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4 1,1,4-Trimethylcyclohexane Concentration Rank 18

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

8.22 2.20 ng 109164 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 58
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 53
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 50
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
5 4-Octene, 2,6-dimethyl-, [S-(2)]- 140 C10H20 062960-77-4 43

Abundance Scan 1000 (8.219 min): BF109104.D (-996) (-) m/z 69.10 100.00%
69.1
111.1
55.0
5000
12511411 1652 1822 | | 7.80 8.00 8.20 8.40 8.60
0 m/z 111.10 73.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11573: 1,1,4-Trimethylcyclohexane
69.0 111.0
5000 41.0 550 | A R AN R

7.80 8.00 8.20 8.40 8.60
m/z 55.00 64 .41%

210 830 9709 | 126.0

0 e A R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
A B mE B S
7.80 8.00 8.20 8.40 8.60
5000 410 20 m/z 41.05  43.76%
83.0
27.0
N | Y O - L —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4... e
69.0 111.0 7.80 8.00 8.20 8.40 8.60
55.0 m/z 70.05 41_.20%
41.0
5000 270
126.0
I
ob3 el S
m/z--> 20 40 60 80 100 120 140 160 180 7. 80 8.00 8. 20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.34 Concentration Rank 11

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

8.34 5.57 ng 276493 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-1.8-Dimethvilspirol4.... 166 Cl2H22 1000111-72-8 46
2 cis.cis-1.9-Dimethvilspirol5.57Tun... 180 C13H24 1000111-73-4 45
3 trans.cis-1.8-Dimethvilspirol4.51... 166 C12H22 1000111-72-9 41
4 trans.cis-2.8-Dimethvilspirol5.51... 180 C13H24 095472-52-9 38
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 25

Abundance Scan 1021 (8.342 min): BF109104.D (-1017) (-) m/z 95.10 100.00%
98.1
55 1 109.1 165.2
69.1 81.1
5000 1.1
” 800 820 840 860
0 Lo L L m/z 165.20 73.10%
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35216: trans,trans-1,8-Dimethylspiro[4.5]decane
81.0 95.0
110.0
55.0 68.0
5000 8.00 8.20 8.40 8.60
166.0 : : : :
123.0 m/z 109.10  67.49%
137.0 151.0
L A SR AR R SR KRN LA LA LA ALY LA LARAN ARAS LARAN LARRS
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #45739: cis,cis-1,9-Dimethylspiro[5.5]undecane
55.0 810 950
670 1100 5b0 550 a0 a0
5000 180.0 m/z 55.10 66.41%
123.0
o \ “ 137.0 151.0 165.0
miz-> 30 40 50 60 70 80 90 100 110 120 130 150 1%0 160 170 180
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane I EEEEEEEEEE S
81.0 95.0 8.00 8.20 8.40 8.60
110.0 m/z 81.10 57.51%
55.0 68.0
5000
123.0 166.0
| “ 137.0 151.0
L A S AR SRR SR KRR LA RS LA AN LA LARAN ARAS LARAN LARRS IR S LR R
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 cis,trans-1,9-Dimethylspiro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

8.40 3.71 ng 184504 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.9-Dimethvilspirol5.51... 180 C13H24 1000111-73-3 53
2 Cvclohexane. 1-methvl-4-(l1-methyv... 138 C10H18 001124-27-2 46
3 trans.cis-1.8-Dimethvilspirol4.51... 166 C12H22 1000111-72-9 45
4 trans.trans-1.8-Dimethvilspirol4.... 166 C12H22 1000111-72-8 43
5 Phenol, 3-(1,1-dimethylethyl)-4-_._. 180 C11H1602 000088-32-4 35
Abundance Scan 1031 (8.401 min): BF109104.D (-1027) (-) m/z 95.10 100.00%

95.1 109.1 165.2
55.1 81.1
180.2
5000{ 41.1 67.0
L I|‘| | Zfllanlsll-l 800 820 8.40 8.60 8.80

ettt el T b Tm/z 165.20  89.72%

o

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #45744: cis,trans-1,9-Dimethylspiro[5.5]undecane
810 950 110.0

55.0
5000 67.0 180.0 B o
123.0 800 8.20 8.40 8.60 8.80
m/z 109.10 88 .84%
137.0 151.0 165.0
) NSNS SNV OSSN US| UM S AN SN (M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81.0 950
AL M e S
67.0 8.00 820 8.40 8.60 8.80
5000 55.0 m/z 81.10 71.20%
41.0 1230 1380
“ ‘ 109.0
0,....,l:..i‘lll‘.,..‘:.i. ,.‘...‘.‘l..,....‘,....,....,....,....,....,....,....,....,.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane I ERREa RS B
81.0 95.0 8.00 820 8.40 8.60 8.80
110.0 m/z 55.10 68 .38%
55.0 68.0
5000
123.0 166.0
137.0 151.0
o) NNNNENSESSE ISNNN BSSSH HSNS | BN —— . i - P
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.46 Concentration Rank 14

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

8.46 3.94 ng 195922 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 38
2 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 25
3 Cvclohexane. 1.1.4.4-tetramethvl- 140 C10H20 002223-52-1 22
4 2H-Quinolizin-1-ol. l-ethenvloct... 181 C11H19NO 069597-57-5 18
5 6,10-Dodecadien-1-ol, 3,7,11-tri... 224 C15H280 051411-24-6 14

Abundance Scan 1041 (8.460 min): BF109104.D (-1038) (-) m/z 69.10 100.00%
5000 J\AAVJANJWNVAJJLMVJV$W%AA
180.2 S
1491 o 8.20 8.40 860 8.80
0 165, m/z 95.10 85.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 L R I UL U
8.20 8.40 860 8.80
m/z 83.10 T4.77%
oL 150 o 3% 1000 | 1400
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene
95.0
820 840 860 8.80
5000 27.0 67.0 m/z 55.10 62.11%
110.0
e,
0"“I"'W“'JWIJP”W"Ull'”'l""ﬁ"'l'"W""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18044: Cyclohexane, 1,1,4,4-tetramethyl- e
69.0 8.20 8.40 860 8.80
41.0 1950 m/z 125.10 50.41%
5000
0 ZGLE ‘\\ \“ ‘ 8\%\0 109.0 1l 140.0
m/z--> 20 40 60 80 100 120 140 160 180 ' 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.55 Concentration Rank 13

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

8.55 4_.51 ng 224212 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 30
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 25
3 2-Propanamine. N.N"-methanetetra... 126 C7H14N2 000693-13-0 22
4 Cvclopropanecarboxvlic acid. 2-m... 208 C13H2002 1000299-37-8 22
5 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 18

Abundance Scan 1056 (8.548 min): BF109104.D (-1054) (-) m/z 81.10 100.00%
5000 165.2
1371 SR UL R
18?'2196 ) 820 840 8.60 8.80
0 PRSP N s m/z 95.10 86.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl-
69.0
5000 S SEEE RS SRS R B
410 1110 820 840 860 880
84.0 m/z 55.10 51.37%
ol 26 1260 1540
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6000: 2,4-Hexadiene, 2,5-dimethyl-
95.0
67.0 SR UL R
8.20 8.40 8.60 8.80
5000 410 110.0 m/z 109.10 48 .67%
0 .1.5‘..?.‘”. .‘k“. Ay |‘H‘..Hi‘. .‘.‘l - A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11249: 2-Propanamine, N,N-methanetetraylbis- R B e
69.0 8.20 8.40 8.60 8.80
m/z 69.10 47 .68%
5000
43.0 111.0
27.0 126.0
0 '”I""I""I”"?+9"I'”'I""I"”I""I""P SRS UL R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1,4 Benzodioxan-6-amine Concentration Rank 6

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

8.64 9.50 ng 471779 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 50
2 trans.cis-2.8-Dimethvlspirol5.51... 180 C13H24 095472-52-9 46
3 Bicvclol3.1.01lhexane. 1.5-dimethyl- 110 C8H14 1000142-17-5 41
4 Cvclopentene. 1-isopropvl-4.5-di... 138 C10H18 007712-74-5 38
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 38

Abundance Scan 1072 (8.642 min): BF109104.D (-1068) (-) m/z 95.10 100.00%
04.1
5000
" '840 8.60 880 9.00
0! m/z 81.10 52.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24832: 1,4 Benzodioxan-6-amine
151.0
95.0
5000 U U L L R
8.40 8.60 8.80 9.00
67.0 m/z 151.20 50.51%
26.0 41.0 || 136.0
L B L UL L S S WL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45745: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
" '840 8.60 880 9.00
m/ 55.10 36.24Y%
5000 55.0 137.0 z 0
110.0 180.0
‘ \‘ I 165.0
e S L S L WL L B UL DL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- o BEREEEE BEEE S
95.0 8.40 8.60 8.80 9.00
m/z 109.10 29.25%
67.0
5000
41.0 ‘ 110.0
0 ”'|"'wy'w‘|”””w'“”|""w"'|"”|""w"'|' U U L L R
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.68 Concentration Rank 10

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

8.68 5.97 ng 296728 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 006752-80-3 47
2 trans.trans-2.8-Dimethvilspirol5.... 180 C13H24 095530-76-0 43
3 Cvclohexane. (2-ethvl-1-methvlbu... 180 C13H24 074810-41-6 43

1-(1-PropvnvDcvclohexanol 138 C9H140 000697-37-0 38
5 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 35
Abundance Scan 1078 (8.678 min): BF109104.D (-1077) (-) m/z 95.10 100.00%
95.1
69.1
5000
151.2 L B L R L
125.1 1652179.2 00 840 8.60 8.80 9.00
o} m/z 69.10 55.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25229: 5,7-Octadien-4-one, 2,6-dimethyl-, (E)-
95.0
5000 L B L R L
670 8.40 8.60 8.80 9.00
41.0 109.0 152.0 m/z 109.10 46.70%
81.0 1370
o! SR WT—— II|II S B — .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45750: trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
840 860 880 9.00
5000 550 81.0 m/z 41.10 45_.63%
: 137.0
110.0 180.0
‘ | 165.0
S L L S L L W LA UL WL SR W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45751: Cyclohexane, (2-ethyl-1-methylbutylidene)- R B B
95.0 8.40 8.60 8.80 9.00
41.0 55.0 109.0 151.0 m/z 81.10 38.70%
' ' 81.0
5000
L 180.0
0.,2§]..,....,....,.. j!,..“ }??9.., ....%6551.l — s o o =
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2(1H)-Naphthalenone, octahy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

875 7.75ng 384730  Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 53
-Octvlidencyvclohexane 194 C14H26 137595-12-1 27
.7-Dimethyl-4-(1-methvlethyl)cy... 210 C15H30 000645-10-3 27
-Hvdroxv-3-(2.2.4-trimethvlcycl... 212 C12H2003 1000215-32-9 25
,5-Octadiene, 4,5-diethyl-3,6-d... 194 C14H26 061233-79-2 25

abrwNPE
WWEFE SN

Abundance Scan 1090 (8.748 min): BF109104.D (-1089) (-) m/z 55.10 100.00%
1
179.2
5000
194.2
e
139.1 155.1 8.40 8.60 8.80 9.00
0 R LA eea e m/z 109.10 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, ...

58.0 69.0 109.0
83.0

123.0 194.0

!

5000

8.40 860 880 9.00

.0179.0
165.0 m/z 95.10  88.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56490: n-Octylidencyclohexane
67.0
96.0 M
41.0 82.0 8.40 8.60 8.80 9.00
5000 m/z 69.10 85.67%
‘ 11 0 194.0
AN N YT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane A B e e
55.0 69.0 97.0 8.40 8.60 8.80 9.00
41.0 830 | m/z 41.10 82.48%
' 111.0
5000
270 ‘ ‘ 125.0 167.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8. 60 8. 80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Cyclopentane, 1-methyl-3-(1... Concentration Rank 9

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

8.78 6.31 ng 313688 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-methvl-3-(l-meth... 126 C9H18 053771-88-3 64
2 (2)-Hex-3-envl (E)-2-methvlbut-2... 182 C11H1802 1000373-73-0 53
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 53
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 52
5 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 52

Abundance Scan 1095 (8.778 min): BF109104.D (-1094) (-) m/z 83.10 100.00%
1
5000 JA#NJLHﬁ/wvwarwArdJJ\f/\J*
8.40 8.60 8.80 9.00 9.20
o m/z 82.10 92 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11628: Cyclopentane, 1-methyl-3-(1-methylethyl)-
54.0
83.0
5000 RN AR AR
840 8.60 8.80 9.00 9.20
270 111.0 m/z 55.10 72 .89%
0"'|'“'Ji'" I'n'f""P'L'%??p'""I'”'I"'W""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46992: (2)-Hex-3-eny! (E)-2-methylbut-2-enoate
820
55.0 8.40 8.60 8.80 9.00 9.20
5000 m/z 67.10 72.73%
39.0 101.0
ob18:0 4 || g | ‘ | 125.0  153.0
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- R B
83.0 8.40 8.60 880 9.00 9.20
55.0 m/z 109.10 49 .54%
5000 JAMMVVANMAJV$WﬂVﬁjApﬂAJJJJV
290
o Qo b 1120 1390 1680 1960
m/z--> 2'0 40 60 80 100 120 140 160 180 200 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 trans,trans- and trans,cis-... Concentration Rank 12

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

8.82 5.21 ng 258588 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans- and trans.cis-1.8-D... 180 C1l3H24 1000111-73-2 60
2 trans.trans-2.8-Dimethvilspirol5.... 180 C13H24 095530-76-0 50
3 trans.cis-2.8-Dimethvilspirol5.51... 180 C13H24 095472-52-9 50
4 Bicvclol2.2.1Theptane. 2-hexvl- 180 C13H24 061141-60-4 49
5 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 43

Abundance Scan 1102 (8.819 min): BF109104.D (-1100) (-) m/z 95.10 100.00%
5000 AVDJ_ANNﬂJV““AVAJAfmf/Ajb\[
8.40 8.60 8.80 9.00 9.20
o} m/z 81.10 67.72%
m/z--> 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 I N R R
550 81.0 840 860 8.80 9.00 9.20
110.0123.0 180.0 m/z 41.10 51.50%
. | | 7] 137.0151.0165.0
miz--> oo 0 100 130 10 b0 180 20
Abundance #45750: trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
8.40 8.60 8.80 9.00 9.20
5000 550 81.0 m/z 109.10 44 _65%
: 137.0
180.0
0 L | 1230 | 15101650
miz--> & 60 so 100 10 1o 160 180 200
Abundance #45745: trans, cis-2,8-Dimethylspiro[5.5]undecane R EEmAR S
95.0 8.40 8.60 8.80 9.00 9.20
m/z 55.10 38.32%
81.0
5000 55.0 137.0
110.0 180.0
o L | 1230 | 15101650 |
m/z--> 40 60 80 100 120 140 160 180 200 840 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown8.97 Concentration Rank 7

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

8.97 7.88 ng 547339 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 43
2 Cvclohexene. 1-ethvl- 110 C8H14 001453-24-3 30
3 Cvclohexene. 3-ethvl- 110 C8H14 002808-71-1 30
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 27
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 27

Abundance Scan 1128 (8.972 min): BF109104.D (-1125) (-) m/z 81.10 100.00%
1
5000 /NkadVvaA/vJVvuynf”«w/A]kp
8.60 8.80 9.00 9.20 9.40
o} m/z 95.10 62.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5965: Methyl ethyl cyclopentene
81.0
5000 RS RS AR R N
110.0 8.60 8.80 9.00 9.20 9.40
39.0 m/z 55.10 57.01%
550 |
015.?.':'. || .||| ..|.|I|.."..|....|....|....|....|....
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #5937: Cyclohexene, 1-ethyl-
81.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 179.20 51.75%
41.0 110.0
0 quﬂh'w'“'|'R”w'“Ll'L'l'“'l'”'l'”'l'”'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5936: Cyclohexene, 3-ethyl- T
81.0 8.60 8.80 9.00 9.20 9.40
m/z 69.10 47 .34%
5000
41.0
‘ l 110.0
0 ”.??”.h..w wﬂJm.”h,.”.,.”.,.”.,.”.,.”.,.”. N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.01 Concentration Rank 5

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

9.01 11.69 ng 811600 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis-2.9-Dimethvilspirol5.51lun... 180 C13H24 095472-51-8 45
2 2-(2-Hvdroxvcvclooctv)-furan 194 C12H1802 115754-90-0 38
3 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 35
4 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 35
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 30

Abundance Scan 1134 (9.007 min): BF109104.D (-1131) (-) m/z 81.10 100.00%
5000 AA4Juvdwf”AﬂﬁAAﬂ/VMVW/ﬁVAﬂw
8.60 8.80 9.00 9.20 9.40
0 m/z 109.10 80.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45741: cis,cis-2,9-Dimethylspiro[5.5]undecane
93.0
55.0
5000 RIS R A LN R
123.0 180.0 8.60 8.80 9.00 9.20 9.40
m/z 95.10 72.14%
| | 151.0
e L L L L L L L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56181: 2-(2-Hydroxycyclooctyl)-furan
95.0
8.60 8.80 9.00 9.20 9.40
5000 m/z 179.20 63.29%
67.0
41.0 ‘ ‘ 123.0 166.0 194.0
IS N 1 | S S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6000: 2,4-Hexadiene, 2,5—dimethy|— L B LA L N L
95.0 8.60 8.80 9.00 9.20 9.40
67.0 m/z 69.10 54.55%
- T M
0|]:5|0 ‘H e H‘. “ll:.l-:!-‘...ol....|....|....|....|....| RS EEREE Eamma R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.41 Concentration Rank 2

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

9.41 20.00 ng 1388860 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-cvclohexvlidenethane 192 C14H24 059986-23-1 49
2 Cvclohexene. l1l-isopentvl- 152 C11H20 003983-04-8 47
3 1.1"-Bicvclohexvl. 4.4"-dimethvl- 194 C14H26 054823-99-3 47
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 43
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 43

Abundance Scan 1202 (9.407 min): BF109104.D (-1200) (-) m/z 55.10 100.00%

81L.1

5000

Ak

125.1

194.2 IIIIIIIIIIIIIIIIIIIIIII
37 151.2 177.2 299 2 9.00 9.20 9.40 9.60 9.80
o} : m/z 81.10 88.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54704: 1-Cyclohexyl-2-cyclohexylidenethane
81.0
55.0
5000 | AL LI L L L L L L L L
9.00 9.20 9.40 9.60 9.80
0
1000 192.0 m/z 96.10 83.67%
ol o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25431: Cyclohexene, 1-isopentyl-
96.0
L M
67.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 97.10 78.37%
41.0
‘ 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56502: 1,1'-Bicyclohexyl, 4,4-dimethyl- A RREEE RS E ST
55.0 96.0 9.00 9.20 9.40 9.60 9.80
m/z 69.10 39.90%
5000
28.0
‘ 194.0
N TN < SN N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 00 9. 20 9. 40 9.60 9.80

8270-BF091418_.M Wed Sep 19 13:04:42 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109104.D

Aca On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl18.07 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.07 17.70 ng 1191420 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 4-(4"-ethvIil1.1"-b... 313 C21H28FN 100822-13-7 10
2 Cyclopropal5.61stiamast-22-en-3-... 424 C30H480 053755-40-1 10
3 5-Hvdroxv-2-pvridinecarbaldehvde 123 C6H5NO02 031191-08-9 9
4 2.4-Dimethvlaniline. N N-di(trif... 313 C12H9F6NO2 1000328-31-7 9
5 Bicyclo[10.1.0]trideca-4,8-diene... 340 C20H24N203 1000297-40-9 9

Abundance Scan 2675 (18.071 min): BF109104.D (-2667) (-) m/z 55.10 100.00%

i

5000

17.80 18.00 18.20 18.40
m/z 95.10 91.29%

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #155687: Benzonitrile, 4-(4'-ethyl[1,1'-bicyclohexyl]-4-yl...
69.0
5000 111.0 MMM
313.0 17.80 18.00 18.20 18.40
: m/z 69.10 83.45%
29. 470 2030
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #220500: Cyclopropa[5,6]stigmast-22-en-3-one, 3',6-dihydro...
55.0

17.80 18.00 18.20 18.40
m/z 107.10 65.28%

5000
0 - I‘ I i*
m/z--> 50 100 150 200 250 300 350 400
Abundance #10107: 5-Hydroxy-2-pyridinecarbaldehyde A EEaEE TS
39.0 95.0 17.80 18.00 18.20 18.40
m/z 41.05 60.36%
0..',HI.J.L..,....,....,....,....,....,....,...., R AR e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\
Data File : BF109104.D

Acq On : 18 Sep 2018 19:08

Operator : JU/SJ

Sample : J4949-01 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
unknown6 .49 6.49 22.5 ng 801058 1 6.72 710635 20.0
trans,cis-1,8-Dim. .. 7.92 2.5 ng 122900 2 8.00 993471 20.0
1,1,4-Trimethylcy. .. 8.22 2.2 ng 109164 2 8.00 993471 20.0
unknown8 .34 8.34 5.6 ng 276493 2 8.00 993471 20.0
cis,trans-1,9-Dim. .. 8.40 3.7 ng 184504 2 8.00 993471 20.0
unknown8 .46 8.46 3.9 ng 195922 2 8.00 993471 20.0
unknown8 .55 8.55 4.5 ng 224212 2 8.00 993471 20.0
1,4 Benzodioxan-6. .. 8.64 9.5 ng 471779 2 8.00 993471 20.0
unknown8.68 8.68 6.0 ng 296728 2 8.00 993471 20.0
2(1H)-Naphthaleno. .. 8.75 7.8 ng 384730 2 8.00 993471 20.0
Cyclopentane, 1-m... 8.78 6.3 ng 313688 2 8.00 993471 20.0
trans,trans- and ... 8.82 5.2 ng 258588 2 8.00 993471 20.0
unknown8 .97 8.97 7.9 ng 547339 3 9.78 1388860 20.0
unknown9.01 9.01 11.7 ng 811600 3 9.78 1388860 20.0
unknown9 .41 9.41 20.0 ng 1388860 3 9.78 1388860 20.0
unknown18.07 18.07 17.7 ng 1191420 6 15.30 1346610 20.0
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