LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 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-BF031518.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

2.322 35 40 50 rvB 106202 152492 3.75% 0.413%
2.545 74 78 88 rvB 27928 41270 1.01% 0.112%
535 552 rBV 114545 211221 5.19% 0.572%
5.610 594 599 627 rBV 2662329 4014509 98.71% 10.871%
6.610 764 769 788 rBV 2779516 4066856 100.00% 11.013%

abrwWNPEF
a1
N
w
N
a1
w
=

6.751 788 793 807 rvVB 3337528 3969999 97.62% 10.750%
6.975 827 831 837 rBV 795360 829835 20.40% 2.247%
857 880 rBV 2868117 3091000 76.00% 8.370%
7.539 921 927 935 rBV 2239575 2435670 59.89% 6.595%

QO ~NO®
\l
=
N
(o0}
o0}
a1
w

1 8.251 1044 1048 1059 rBV 1049585 1141244 28.06% 3.090%
11 9.069 1184 1187 1192 rBV 88604 102583 2.52% 0.278%
12 9.186 1204 1207 1209 rBv4 43345 52858 1.30% 0.143%
13 9.239 1214 1216 1218 rBV 54831 52022 1.28% 0.141%

14 9.327 1226 1231 1235 rBV 3914618 3976407 97.78% 10.768%
15 9.398 1239 1243 1246 rVV3 138728 164321 4._.04% 0.445%

16 9.433 1246 1249 1250 rvv2 48694 49712 1.22% 0.135%
17 9.474 1254 1256 1258 rVB2 59597 48441 1.19% 0.131%
18 9.598 1272 1277 1280 rBV3 86580 147182 3.62% 0.399%
19 9.633 1281 1283 1285 rBV2 53103 60791 1.49% 0.165%

20 9.716 1294 1297 1300 rBV2 661340 624434 15.35% 1.691%

21 9.769 1304 1306 1310 rBv4 59694 78907 1.94% 0.214%
22 9.869 1320 1323 1325 rBV3 275109 249857 6.14% 0.677%
23 9.916 1328 1331 1334 rVB3 455277 448860 11.04% 1.215%
24 9.957 1336 1338 1340 rBV3 100259 112531 2.77% 0.305%
25 9.992 1341 1344 1345 rBV 248614 222681 5.48% 0.603%

26 10.016 1345 1348 1350 rVB 1071334 915558 22.51% 2.479%
27 10.151 1368 1371 1375 rBV2 171826 281412 6.92% 0.762%
28 10.210 1378 1381 1383 rBV3 209637 209920 5.16% 0.568%
29 10.327 1398 1401 1402 rBV2 235147 243055 5.98% 0.658%
30 10.416 1413 1416 1419 rVB3 529839 530370 13.04% 1.436%

31 10.645 1452 1455 1458 rBV 319608 327884 8.06% 0.888%
32 10.810 1479 1483 1486 rBV 1767320 1987992 48.88% 5.383%
33 10.916 1497 1501 1504 rBV3 761245 845230 20.78% 2.289%
34 11.510 1599 1602 1605 rBV 1010156 940250 23.12% 2.546%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.098 1867 1872 1875 rVB 2538495 2562475 63.01% 6.939%
36 13.968 2017 2020 2028 rVB3 216697 235376 5.79% 0.637%

37 14.162 2049 2053 2055 rBV 755335 760569 18.70% 2.060%
38 15.703 2310 2315 2325 rVB 532861 743625 18.29% 2.014%

Sum of corrected areas: 36929399
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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\BF032718\

BF103977.D

27 Mar 2018 18:36

JussJ

J2063-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF103977.D

5.61

5.23

6.61

6.75

7.13

7.54

0
Time-->

5.00

5.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF103977.D

10.81

8.25

13.10

Or——
Time-->

10.50 11.00

11.50

12.00

12.50

T
13.00 13.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF103977.D

14.16
15.70

13.97

Time-->

14.00

16.50 17.00

15.50 16.00

14.50 15.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 13

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

2.32 3.68 ng 152492 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 40 (2.322 min): BF103977.D (-35) (-) m/z 73.05 100.00%

B
5000

220 240 260
Olrrrprrrr e e bl b e e || M/ 43.05 31.61%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA R L B L B LB B |
220 2.40 2.60
‘ 55 87 m/z 87.10 27.53%
0 \‘ ‘ ‘\
,,,,,,,,,,,,,,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 T = i —
2.20 2.40 2.60
5000 41 55 m/z 55.00 24 .68%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1996: Silane, tetramethyl-
73 2.20 2.40 2.60
m/z 71.10 12.20%
5000
43
o2 15 2 || 536 | 8188
T e R e e [ e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 11

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

5.23 5.09 ng 211221 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Pentanol 88 C5H120 000584-02-1 32
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 1,2-Butanediol 90 C4H1002 000584-03-2 17

Abundance Scan 534 (5.228 min): BF103977.D (-531) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40 5.60
83
0...,....,....,....','.':.‘.‘?..!-Ii....,....,.-...,...:,|....,. m/z 59.00 61.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
480 500 520 5.40 5.60
m/z 101.00 21.83%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 17.15%
29 101
o 15 37 51 73 83 95
LR UL SR SR SRR UL FULRLIL IR SO S S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2090: 3-Pentanol
59 480 5.00 520 5.40 5.60
m/z 41.10 9.44%
5000 31
41
o 15 29| “‘_ 53, 70 87
m/z--> 10 20 30 40 50 6|O 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 95.68 ng 3970000 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 793 (6.751 min): BF103977.D (-788) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 % 0 6.40 6.60 6.80 7.00
54 104 . . .
O 80 2L 2 e L us W m/z 68.05  37.94%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 L
104 R
5000 L L I UL UL B
6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.68%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.06%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
132 6.40 6.60 6.80 7.00
m/z 96.00 15.24%
5000
104
51 65 78
0 3\9 iR \\H 11 91 ‘ 117 ‘

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14

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

9.40 3.59 ng 164321 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 74
2 2-Cvclopenten-1-one. 2.3.4.5-tet... 138 C9H140 054458-61-6 38
3 Bicvclol2.2_.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 20
4 Naphthalene. 2-(1.1-dimethvlethy... 208 C15H28 054934-96-2 18
5 Spiro[5.6]dodecane-1,7-dione 194 C12H1802 050803-80-0 18

Abundance Scan 1243 (9.398 min): BF103977.D (-1239) (-) m/z 193.20 100.00%
57 193
9 123
5000
208 9.00 9.20 9.40 9.60 9.80
0 m/z 57.05 87 .78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 9 109 SRR RN RSN
55 83 137 9.00 9.20 9.40 9.60 9.80
151 208 m/z 95.10 80.69%
OIIIIIIIIII\III‘N\I |“|‘l||‘l||‘|“|||‘l|||‘|||‘|||1|6?|]|-7|9|||‘|||l||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95 123
67 9.00 9.20 9.40 9.60 9.80
5000 a9 m/z 55.10 77 .16%
55 138
27
81 110
S L U S L B WL S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- A e e
95 9.00 9.20 9.40 9.60 9.80
55 109 m/z 123.10 75.89%
41
5000 67
H 123 138
O'I”"IL”MI"'”L"'P'M'J”'jl'”'l"”l"'W"" NSRS SRR
m/z--> 20 40 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 Naphthalene, 2,7-dimethyl- Concentration Rank 15

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

9.60 3.22 ng 147182 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 90
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 90
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 89

Abundance Scan 1277 (9.598 min): BF103977.D (-1272) (-) m/z 156.10 100.00%
141
5000
9.20 9.40 9.60 9.80 10.00
o m/z 141.05 73 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156
141 MJJULWAJMJAM
5000 ISR P LA N I
9.20 9.40 9.60 9.80 10.00
128 m/z 155.10 38.83%
o 21 45 8 T g9 100 \5 T
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
156
9.20 9.40 9.60 9.80 10.00
5000 141 m/z 173.10 35.70%
oL 15 27 39 51 63 77 g9 102 115 128
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28478: Naphthalene, 1,5-dimethyl-
156 9.20 9.40 9.60 9.80 10.00
m/z 71.10 20.41%
141
5000
oL 15 27 39 51 63 7 g9 102 \ 1ﬁ8 N
m/z--> 20 4'0 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.87 Concentration Rank 9

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

9.87 5.46 ng 249857 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 30
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 30
3 3-Methvl-2-(2-oxopropvD)furan 138 C8H1002 087773-62-4 27
4 6-0Octen-1-ol. 3.7-dimethvl-. for... 184 C11H2002 000105-85-1 27
5 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 25

Abundance Scan 1323 (9.869 min): BF103977.D (-1320) (-) m/z 69.10 100.00%
5000
9.60 9.80 10.00 1020
o m/z 55.00 74 .27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69
81
5000 41 95109 137 L LR L B LN B
150 9.60 9.80 10.00 10.20
‘ m/z 109.10 70.24%
0..1.5|.M H\ \H .‘..Hl“...‘.l.l‘..];2.3...‘|.... S
m/z--> 20 100 120 140 160 180 200 220
Abundance
193
123 960 9.80 10.00 1020
5000 69 95 109 m/z 41.05 68.10%
55 83 137
. 151 165 179 208
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan R e
57 9.60 9.80 10.00 10.20
69 m/z 83.05 65.41%
5000 95
109
L e
-1 LA s
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 unknown9.96 Concentration Rank 16

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

9.96 2.46 ng 112531 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 38
2 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 38
3 2-Methoxv-5-methvIphenol 138 C8H1002 001195-09-1 35
4 Ethanone. 1-(4-fluorophenvl)- 138 C8H7FO 000403-42-9 35
5 2,4"-Difluorobenzophenone 218 C13H8F20 000342-25-6 27

Abundance Scan 1339 (9.963 min): BF103977.D (-1336) (-) m/z 123.10 100.00%
55 23
97
43 71
5000 109
5 137 173 187 208
151467 299 9.60 9.80 10.00 10.20
o} m/z 55.05 82.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67260: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
123
5000 SRS SRR AR SRR B
95 9.60 9.80 10.00 10.20
7S 208 m/z 57.00 66.81%
0 42 56 mw 109 | 130152165 91
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
123
9.60 9.80 10.00 10.20
5000 o m/z 97.10 65.82%
138
43 7%
15 31 62 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17318: 2-Methoxy-5-methylphenol LA B o
123 133 9.60 9.80 10.00 10.20
m/z 95.10 61.56%
5000
95
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1,1,4,5,6-pentamethyl-2,3-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.15 6.15 ng 281412 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4.5.6-pentamethvl-2.3-dihvdr... 188 C14H20 1000374-13-8 81
2 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-22-9 68
3 2H-Isoindole. 4.5.6.7-tetramethvl- 173 C12H15N 070187-61-0 62
4 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-23-0 58
5 1H-Indene, 2,3-dihydro-1,1,2,3,3... 188 C14H20 001203-17-4 58
Abundance Scan 1371 (10.151 min): BF103977.D (-1368) (-) m/z 173.10 100.00%
113
5000
57 71 159
43 85 o9 115 129941 168 201 219 9.80 10.00 10.20 10.40
ol | 200 219 2o 59 10 22.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51783: 1,1,4,5,6-pentamethyl-2,3-dihydro-1H-indene
173
5000 USRI
9.80 10.00 10.20 10.40
188 m/z 57.10 19.36%
0 41 53 65 77 91103115128 193 196 |
m/z--> 20 40 60 85 100 120 140 160 180 260 220
Abundance
173
9.80 10.00 10.20 10.40
5000 m/z 71.10 17.20%
188
15 27 39 51 g3 77 91 103112128 145 156
O R L s L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40605: 2H-Isoindole, 4,5,6, 7-tetramethyl- R ERRE
158 173 9.80 10.00 10.20 10.40
m/z 188.15 16.74%
5000
27 39 51 63 77 91 5128 143
OIIIIIIllllllw‘lwll\l\lll‘llllIJI-(?3II‘HI\HH ‘l::l”::::::::luuuuluu R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.21 4_.59 ng 209920 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 96
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 96
3 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 95
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 1381 (10.210 min): BF103977.D (-1378) (-) m/z 155.05 100.00%

5 173

5000
115
43 55 70 g4 97 188 200 218 9.80 10.00 10.20 10.40 10.60
Of m/z 173.10 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170
155
5000 | NI LI L L LB LB L

9.80 10.00 10.20 10.40 10.60
m/z 170.10 95.59%

27 39 51 63 76 g9 102 115 128 141 ” H

Ot e Pt e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155
170
9.80 10.00 10.20 10.40 10.60
5000 m/z 131.00 25.33%
115 128
R e T I e e B e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38364: 4,6,8-Trimethylazulene R EREREREE T
155 170 9.80 10.00 10.20 10.40 10.60
m/z 153.10 23.09%
5000
15 128
Oﬁ?ﬂmﬁwmwmm\m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10. 00 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.33 5.31 ng 243055 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 91
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 90
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 78
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 60
Abundance Scan 1401 (10.327 min): BF103977.D (-1398) (-) m/z 170.10 100.00%
185 170
5000
193
207 10.00 10.20 10.40 10.60
0 221 236 m/z 155.10 94.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155
170
5000
10.00 10.20 10.40 10.60
115128 m/z 173.10 38.45%
m/z--> 20 40 eb éo 160 150 140 1éo 180 200 220 240
Abundance
170
155 10.00 10.20 10.40 10.60
5000 m/z 169.10 37 .14%
0 28 4153 71 85 102115128141
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38374: Naphthalene, 1,6,7-trimethyl-
170 10.00 10.20 10.40 10.60
m/z 143.10 36.03%
155
5000
15 %7 39 51 63 76 89 1021151‘ 141 |
) ST N S PSS \2” ”l... i .‘.‘..”...‘. .‘... N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60

8270-BF031518_.M Wed Mar 28 14:36:53 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl10.42 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.42 11.59 ng 530370 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 46
2 4-Fluorobenzoic acid. 3-tetradec... 336 C21H33F02 1000280-68-1 43
3 3-Fluorobenzoic acid. 3-chloropr... 214 C10H8CIFO2 1000292-61-0 43
4 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 43
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43
Abundance Scan 1417 (10.421 min): BF103977.D (-1413) (-) m/z 123.10 100.00%
123
5000 57
41 69 VJ\JM\,\_/\/\AMW
o 95 109 170 207 AN BN SN I
187 155 185 222 »s 10.20 10.40 10.60 10.80
ol 4 m/z 57.10 44.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123
5000 UL UL UL UL R
mmmmmmmm
m/z 55.10 39.48%
o ....,M.?M m\‘ §4“H%91.,L.}?ﬁ... e
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
123
10,20 10.40 10.60 10.80
5000 m/z 69.10 36.99Y%
41 95
29 55 69 g3 141 196
o 111 153 168181 213
m/z--> ﬁo Jo eb 85 160 120 150 160 180 200 220 240
Abundance #72270: 3-Fluorobenzoic acid, 3-chloroprop-2-enyl ester e RS ma s )
123 10.20 10.40 10.60 10.80
m/z 41.10 35.98%
5000
95 179
75
27395061 | | 140 11 | 214
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 250 240 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 7.16 ng 327884 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
2 Tetratetracontane 619 C44H90 007098-22-8 74
3 Tridecane 184 C13H28 000629-50-5 74
4 Heptacosane 380 C27H56 000593-49-7 72
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 72
Abundance Scan 1456 (10.651 min): BF103977.D (-1452) (-) m/z 57.10 100.00%
5
5000
% 160 " 1040 10.60 10.80 11.00
0 .| 200232 m/z 71.10 70.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #100330: 2-Bromo dodecane
57
5000 LIS BRI BN BULLILE U

10.40 10.60 10. 80 11.00

m/z 43.10 53.91%
9 169
ol BLdAAy s | 248
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R EREE RS S
10.40 10.60 10.80 11.00
5000 m/z 85.10 44 .13%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48832: Tridecane I a  BREEEEES B
57 10.40 10.60 10.80 11.00
m/z 55.10 23.96%
5000
olas || T 1 108
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Pentadecane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.92 17.98 ng 845230 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 64
2 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 62
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 58
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 1502 (10.921 min): BF103977.D (-1497) (-) m/z 57.10 100.00%
57 71
183
5000 43 85
3 B 1060 1080 1100 1120
244 : : : :
3 S!S ,..:.-,:~.:.|,...".'.-|:.||."'.~ 23 229 m/z 71.10 91.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83041: Pentadecane, 4-methyl-
43 57 71
5000 85 SR AR UL RGN R
10,60 10.80 11.00 11.20
s 183 m/z 183.10 68.08%
0 M‘M‘H%\Wmmmummm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 USSR SN B
10.60 10.80 11.00 11.20
5000 43 m/z 43.10 45 .59%
85 113
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19197: Octane, 2,6-dimethyl- e AREEEEEaSEE
57 10.60 10.80 11.00 11.20
71 m/z 184.10 38.04%
41
5000
9 g5 118
0 Il \‘ 98 127 142 .
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF031518.M Wed Mar 28 14:36:54 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103977.D

Aca On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample : J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.19 ng 235376 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 2020 (13.968 min): BF103977.D (-2017) (-) m/z 57.10 100.00%
1 W\%\)\‘)\m
5000
3 139 4g7 191,229 13.60 13.80 14.00 14.20
ol 210 247 268 292 314 340358 m/z 83.10 92 _97%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 A AR UL BUMEE B
1360 13.80 14.00 14.20
29 m/z 69.10 83.26%
139
0 \“ \‘\ | “ H \H\ \ H h h 167 196 238 266 294
m/z--> 56 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 79.59%
29
0 139 167 196 224 252 280 308 VM\WVKpuﬁmv“””ﬂ“\wﬂwwwmwvvvhv
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene A BT o e
57 g3 13.60 13.80 14.00 14.20
m/z 97.10 79.56%
>0 \/\/\\'\“\/J\/W
111
29
oLl ‘[ | |13, 169 196 224 252 294 322
m/z--> 5'0 100 150 200 250 300 350 1360 13.80 14.00 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103977.D

Acq On : 27 Mar 2018 18:36

Operator : JU/SJ

Sample - J2063-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.32 3.7 ng 152492 1 6.97 829835 20.0
2-Pentanone, 4-hy... 5.23 5.1 ng 211221 1 6.97 829835 20.0
unknown6.75 6.75 95.7 ng 3970000 1 6.97 829835 20.0
Decahydro-4,4,8,9. .. 9.40 3.6 ng 164321 3 10.02 915558 20.0
Naphthalene, 2,7-... 9.60 3.2 ng 147182 3 10.02 915558 20.0
unknown9 .87 9.87 5.5 ng 249857 3 10.02 915558 20.0
unknown9 .96 9.96 2.5 ng 112531 3 10.02 915558 20.0
1,1,4,5,6-pentame... 10.15 6.2 ng 281412 3 10.02 915558 20.0
Naphthalene, 1,6,... 10.21 4.6 ng 209920 3 10.02 915558 20.0
Naphthalene, 1,4,... 10.33 5.3 ng 243055 3 10.02 915558 20.0
unknown10.42 10.42 11.6 ng 530370 3 10.02 915558 20.0
2-Bromo dodecane 10.65 7.2 ng 327884 3 10.02 915558 20.0
Pentadecane, 4-me... 10.92 18.0 ng 845230 4 11.51 940250 20.0
1-Heneicosanol 13.97 6-2 ng 235376 5 14.16 760569 20.0
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