LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 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-BF040618.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 5.040 497 502 512 rvB 139104 198242 5.25% 0.578%
2 5.434 558 569 571 rBVY 3090091 3745370 99.20% 10.924%
3 5.751 619 623 629 rVB 49380 46125 1.22% 0.135%
4 6.451 730 742 745 rBVY 3001485 3775690 100.00% 11.013%
5 6.581 759 764 767 rBVY 3359276 3734342 98.90% 10.892%
6 6.810 799 803 807 rVB 1042937 832596 22.05% 2.428%
7 6.887 809 816 820 rBV 180222 190295 5.04% 0.555%
8 6.922 820 822 825 rVB 97170 76443 2.02% 0.223%
9 6.969 825 830 833 rBVY 3192277 2928302 77 .56% 8.541%
10 7.075 843 848 852 rVB4 37537 49974 1.32% 0.146%
11 7.210 867 871 873 rBV2 54111 52692 1.40% 0.154%
12 7.328 887 891 893 rBV3 35787 48314 1.28% 0.141%
13 7.381 894 900 902 rVB 2113534 2395068 63.43% 6.986%
14 7.451 908 912 915 rvB4 66647 86862 2.30% 0.253%

15 8.092 1015 1021 1023 rBV 1354098 1117768 29.60% 3.260%

16 8.116 1023 1025 1027 rVvVv 164637 136298 3.61% 0.398%

17 8.151 1027 1031 1033 rVVv 65092 70943 1.88% 0.207%
18 8.181 1033 1036 1043 rVB7 28979 51209 1.36% 0.149%
19 8.292 1052 1055 1057 rVB 48131 40848 1.08% 0.119%
20 8.381 1063 1070 1072 rBVS5 52372 78158 2.07% 0.228%
21 8.510 1089 1092 1094 rBV 104429 87416 2.32% 0.255%
22 8.628 1109 1112 1115 rBV3 45117 54664 1.45% 0.159%
23 8.681 1118 1121 1125 rVB3 46634 46986 1.24% 0.137%
24 8.775 1134 1137 1140 rVB3 36413 47972 1.27% 0.140%
25 8.869 1150 1153 1156 rBV5 29008 43044 1.14% 0.126%
26 9.034 1178 1181 1186 rBv4 27854 43717 1.16% 0.128%
27 9.110 1191 1194 1199 rVB 107907 89531 2.37% 0.261%

28 9.169 1199 1204 1207 rBV 3555831 3682240 97.52% 10.740%
29 9.245 1213 1217 1220 rBV 91358 102896 2.73% 0.300%
30 9.304 1225 1227 1232 rVB 95790 96714 2.56% 0.282%

31 9.563 1267 1271 1274 rBV 403371 404939 10.72% 1.181%
32 9.628 1278 1282 1284 rVB 230175 209831 5.56% 0.612%
33 9.710 1293 1296 1301 rBv4 88678 147364 3.90% 0.430%
34 9.757 1301 1304 1306 rVvVv 163023 146857 3.89% 0.428%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 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-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.775 1306 1307 1309 rVvVv 85990 60002 1.59% 0.175%

36 9.810 1310 1313 1315 rVV 175031 168463 4._46% 0.491%
37 9.851 1316 1320 1323 rVV 1144928 1057724 28.01% 3.085%

38 9.881 1323 1325 1329 rVB2 88958 77062 2.04% 0.225%
39 10.104 1359 1363 1366 rBV3 67069 89000 2.36% 0.260%
40 10.169 1371 1374 1375 rBV2 68195 71798 1.90% 0.209%
41 10.216 1380 1382 1385 rBV3 57669 51893 1.37% 0.151%
42 10.257 1385 1389 1391 rBV2 221460 248141 6.57% 0.724%
43 10.281 1391 1393 1395 rVB 75493 64959 1.72% 0.189%

44 10.645 1450 1455 1457 rBV 1779115 1830091 48.47% 5.338%
45 10.763 1471 1475 1482 rVB3 206790 337948 8.95% 0.986%

46 11.339 1570 1573 1576 rBV 915312 844419 22.36% 2.463%
47 12.604 1786 1788 1791 rVB 608745 468972 12.42% 1.368%
48 12.939 1841 1845 1848 rVB 1840818 1780650 47.16% 5.194%
49 13.074 1865 1868 1870 rVB 531042 481476 12.75% 1.404%
50 13.992 2022 2024 2027 rVB 639675 535725 14.19% 1.563%

51 15.463 2270 2274 2284 rVB 518758 878683 23.27% 2.563%
52 16.580 2461 2464 2476 rVB2 187140 378359 10.02% 1.104%

Sum of corrected areas: 34285075
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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\BF041218\

BF104452.D

12 Apr 2018 15:48

JussJ

J2335-05

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104452.D

6.58

6.97

5.43 6.45

7.38

6.81

5.04

5.75

0
Time-->

™1
2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0 |

TIC: BF104452.D
17

10.65

Time-->

10.50 11.00 11.50 12.00 12.50 13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF104452.D

13.99

15.46

16.58

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\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6

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

5.04 4.76 ng 198242 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 502 (5.040 min): BF104452.D (-497) (-) m/z 43.00 100.00%
43
59
5000
101 DS B
0 53, 83 480 5.00 5.20 5.40 '
r~rr-rrrt -ttt e m/z 59.00 64.17%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RIS UL L I I
59 480 500 520 5.40
m/z 101.00 24 .26%
o 5%ar, 88 g3 0!
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 5.40
5000 m/z 58.00 16.18%
101
15 58
0 28 g7 51 69 84
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone LI L L B N B
43 480 5.00 5.20 5.40
m/z 41.05 9.04%
5000
15
58
0"W?'”I“L'I”ﬁ?P"ﬁw”'l”"ﬁ"W'”'l”"P'”I'”'P
m/z--> 0O 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:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 89.70 ng 3734340 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 764 (6.581 min): BF104452.D (-759) (-) m/z 132.00 100.00%
5000 68
40 s | o J 620 640 6.60 6.80 7.00
ol bl 77 87 | d5115 /7 68.05  AL.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a "
5000 SRR ARERE NS R
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.96%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 26.40%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine s e R A m
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.41%
5000
33 aa o 105
0 ""'I"'w'ﬁq"" P" 'JI'M'%¥5I" U AR SR U SN ARERE NN R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 o0-Cymene Concentration Rank 8

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

6.89 4_.57 ng 190295 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 817 (6.893 min): BF104452.D (-809) (-) m/z 119.05 100.00%
119
5000
91 134
41 65 77 6.60 6.80 7.00 7.20
51 103
0..,....,....,....-,'.-...,-..'.-:,.-.'..,...'.-,-....,|:-.'.-.,.-:-.1.1,9.'.|:I....,..'..,.. m/z 134.10  27.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119
5000 U L L IR
134 6.60 6.80 7.00 7.20
01 m/z 91.00 24 .04%
a5 2 4 S1sg6 7 108 || gy
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
6.60 6.80 7.00 7.20
5000 m/z 117.10 14.26%
o1 134
27 34 41 51 5865 77 103 127

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

Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)- e e
119 6.60 6.80 7.00 7.20

m/z 120.10 9.66%

5000
91

134

65
15 27 3 Sleg 7K‘ 103 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.63 Concentration Rank 9

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

9.63 3.97 ng 209831 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 38
2 2-Propenal. 3-(2.6.6-trimethyl-1... 178 C12H180 004951-40-0 27
3 4H-Inden-4-one. 1.2.3.5.6.7-hexa... 206 C14H220 033704-61-9 25
4 1.2-Dimethvl-5-nitroadamantane 209 C12H19N02 006588-68-7 22
5 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 14

Abundance Scan 1282 (9.628 min): BF104452.D (-1278) (-) m/z 163.05 100.00%
81 107 163
191
5000 177
206
9.40 9.60 9.80 10.00
(o} m/z 107.05 85.50%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163
5000 107 R B R RULELL BUL
9.40 9.60 9.80 1000
L m/z 81.00 82.41%
55 79 177
o,....,...“.,.6‘7..”,‘..‘.“.,.w..,..1.3.5,.1??.,1...“,..19.2.,....
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
" '9.40 9.60 9.80 10.00
5000 m/z 191.15 71.49%
41 93
- 55 g 79 109 121 135145 178
O i e e o T T T LT o o o S
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66163: 4H-Inden-4-one, 1,2,3,5,6,7-hexahydro-1,1,2,3,3-pe...
191 9.40 9.60 9.80 10.00
m/z 95.10 62.16%
5000 208
135 163
41 %5 . 77 1 07 1 149 | 173
Ol “ wl\ Ilwl “ “ llu‘u“uul‘luu“u‘lu|||||‘||| A R S
miz--> 20 80 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Cyclohexyl-2-methyl-prop-... Concentration Rank 10

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

9.71 2.79 ng 147364 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 55
2 1.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 30
3 2-Acetvl-4.4-dimethvl-cvclopent-... 152 C9H1202 081979-96-6 30
4 2H-Pvrrol-2-one. 1.5-dihvdro-4-(... 152 C8H12N20 105776-93-0 25
5 4H-1-Benzothiopyran-4-one, 2,3-d... 194 C10H1002S 029373-04-4 18

Abundance Scan 1296 (9.710 min): BF104452.D (-1293) (-) m/z 152.05 100.00%
9 152
5000
9.40 9.60 9.80 10.00
o m/z 69.05 94 _.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41 55 69
83 152
5000 110 T T T T T T T T
9.40 9.60 9.80 10.00
27 ‘ 123 137 m/z 55.00 63.13%
Ollllll‘lllHlIIlellll\\\H \‘\‘”‘ ||“‘|||‘|‘||||||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
152
. 940 9.60 9.80 10.00
5000 m/z 41.05 57.96%
15 27 43 55 67 79 91 109 153
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #26055: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone e R EmmaT
43 69 9.40 9.60 9.80 10.00
152 m/z 97.10 57.91%
137
5000
81 o5 19°
Ot "t"“Pél"“'WM"“Ll' "'%%% B B AS EE N wAR A B LR SR N R
m/z--> 20 40 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.76 Concentration Rank 11

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

9.76 2.78 ng 146857 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butvne. 3-ethoxv-3-methvl- 112 C7H120 007740-69-4 27
2 3-Cvclohexen-1-o0l. 3-methvl- 112 C7H120 053783-91-8 27
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
4 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 22
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 18

Abundance Scan 1305 (9.763 min): BF104452.D (-1301) (-) m/z 193.20 100.00%
93
6 97
55
5000 " 123
137
151 166, . 208 9.40 9.60 9.80 10.00
o m/z 97.10 60.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6569: 1-Butyne, 3-ethoxy-3-methyl-
69 97
5000 UL SRS AR AR &
43 9.40 9.60 9.80 10.00
m/z 69.05 51.81%
Lo s m | w
m/z--> 20 40 eb 80 100 120 140 160 180 200
Abundance
97
9.40 960 9.80 10.00
5000 m/z 109.10 47 .91%
41 55 69
112
G L S S S B WL B WL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- R L B
97 109 9.40 9.60 9.80 10.00
69 m/z 55.05 47 .57%
5000
27
0..1.5|.U..i‘ ...| L \ \H‘ .‘”‘ .‘...‘...1.:‘3|8....|....|....|.... e
m/z--> 20 40 60 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl10.26 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.26 4.69 ng 248141 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 2-butvl ester 196 C11H13FO02 090172-12-6 46
2 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 46
3 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 43
4 3-Fluorobenzoic acid. 3-chloropr... 214 C10H8CIFO2 1000292-61-0 43
5 2-Fluorobenzoic acid, 4-tetradec... 336 C21H33F02 1000280-61-4 43
Abundance Scan 1390 (10.263 min): BF104452.D (-1385) (-) m/z 123.10 100.00%
5000 U$LAJ¥MNh_A»Aﬁvuwuuaw-vﬁ
110,00 10,20 1040 10.60
o} m/z 63.90 49 .46%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #57850: 4-Fluorobenzoic acid, 2-butyl ester
123
5000 FA"'I""I' AU
95 10.00 10.20 10.40 10.60
56 141 m/z 95.05 35.21%
29 41 75
0 .-”--T%-“-H- ”M'l"“*l""ll "'i""|%§7"|"}??""|"'
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
123
o 110,00 10,20 1040 10.60
5000 m/z 55.00 33.50%
41 9%
oL 2 53 79 140 152163 175 208
m/z--> 25 45 éo éo 160 150 150 160 1é0 260 250
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene  ERa
69 95 109 123 207 10.00 10.20 10.40 10.60
m/z 207.20 32.84Y%
81 137 193
5000 55
151 222
L] e
OI""I”"I'l”u"NLPu"I e AU SR SR BN
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pentadecane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.76 8.00 ng 337948 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 91
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
3 Decane. 2-methvl- 156 C11H24 006975-98-0 81
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 81
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1475 (10.763 min): BF104452.D (-1471) (-) m/z 57.10 100.00%

71

5000 43

85

g9 113 183 T
. 133 157 169 198 513907 244 10.40 10.60 10.80 11.00
II TT I. T

m/z 71.10 78 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #83044: Pentadecane, 4-methyl-
43
71
57
5000 LA L L L L L L B B
85 10.40 10.60 10.80 11.00
m/z 43.10 51.11%
99 113127
PN ) Y O B 141154169 M 107211 226
A e L AR a aana B B L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 R B .
10.40 10.60 10.80 11.00
5000 m/z 85.10 30.47%
8 113
29 99 183
o 127141155 169~ 197 211225 230 253 268
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl- R B .
43 57 10.40 10.60 10.80 11.00
m/z 41.10 23.86%
5000 71
85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Retene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.07 17.97 ng 481476 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Anthracene. 2-(1.1-dimethvlethvl)- 234 C18H18 018801-00-8 80
4 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 76
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 76
Abundance Scan 1867 (13.069 min): BF104452.D (-1865) (-) m/z 219.10 100.00%
219
5000
202 obe B e e e
102 178 12.80 13.00 13.20 13.40
ol drse 76 yue 152 USY | JUI" omease 316 %534 15 54960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89260: Retene
219
5000
12.80 13.00 13.20 13.40
Zr 285 m/z 204.10 35.34Y%
0 .“,?7“,.51 ..Z?.uh”uh.lgq. %??.M.N..W.AMNN..JW..” RMMNNERENN————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
219
112.80 13.00 13.20 13.40
5000 m/z 203.10 28.33%
235
202
0 39 63 82 102 156 152 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89275: Anthracene, 2-(1,1-dimethylethyl)- R B B
219 12.80 13.00 13.20 13.40
m/z 202.10 21.55%
5000
178
926 202 235
0 51 73, | 117 151 |
m/z--> i&eommmmmmmmﬁnm%m%m&ﬁ' nmnmnmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104452.D

Aca On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample = J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 _beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.58 8.61 ng 378359 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 58
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 42
3 5-(p-Aminophenv)-2-thiazolamine 191 C9HON3S 090349-87-4 38
4 2.4.7-Pteridinetriamine. 6-methvl- 191 C7H9N7 017539-50-3 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
Abundance Scan 2464 (16.580 min): BF104452.D (-2461) (-) m/z 191.15 100.00%
1
NN RN SUNE R
397 16.20 16.40 16.60 16.80
o 309 348,315 m/z 95.10 37.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 AR AR A AR B
16.20 16.40 16.60 16.80
95 135 163 m/z 81.00 33.51%
69
o \‘ H‘-‘.-‘-- e
m/z--> 50 150 200 250 300 350 400
Abundance
95 191
4 16.20 16.40 16.60 16.80
5000 67 m/z 69.00 32.67%
135 %AWMNJMMJ\WWNmeAJ
0 161 212 236 264 303
m/z--> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine RS RS e e
191 16.20 16.40 16.60 16.80
m/z 109.10 26 .35%
0% M
g 00 )
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041218\
Data File : BF104452.D

Acq On : 12 Apr 2018 15:48

Operator : JU/SJ

Sample - J2335-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.04 4.8 ng 198242 1 6.81 832596 20.0
unknown6 .58 6.58 89.7 ng 3734340 1 6.81 832596 20.0
o-Cymene 6.89 4.6 ng 190295 1 6.81 832596 20.0
unknown9.63 9.63 4.0 ng 209831 3 9.85 1057720 20.0
1-Cyclohexyl-2-me. .. 9.71 2.8 ng 147364 3 9.85 1057720 20.0
unknown9.76 9.76 2.8 ng 146857 3 9.85 1057720 20.0
unknown10.26 10.26 4.7 ng 248141 3 9.85 1057720 20.0
Pentadecane, 4-me... 10.76 8.0 ng 337948 4 11.34 844419 20.0
Retene 13.07 18.0 ng 481476 5 13.99 535725 20.0
-beta.-iso-Methyl... 16.58 8.6 ng 378359 6 15.46 878683 20.0
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