LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\

Data File : BF096910.D

Aca On : 20 Jul 2017 17:19 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14282-01 FK-GF-02-007-A

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-BF071317.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 4.740 463 468 480 rvB 192078 306466 9.63% 1.207%
2 5.181 537 543 546 rBY 2383890 2705980 85.00% 10.653%
3 6.222 714 720 732 rBV 2623577 3183641 100.00% 12.534%
4 6.340 735 740 743 rBVY 2894357 2945296 92.51% 11.595%
5 6.569 775 779 782 rBV 752977 658621 20.69% 2.593%
6 6.728 801 806 809 rBVY 2147980 2170315 68.17% 8.544%
7 7.134 869 875 878 rBY 1839959 1872496 58.82% 7.372%
8 7.851 992 997 1000 rBY 1033518 928375 29.16% 3.655%
9 8.928 1175 1180 1184 rBV 2494190 2600376 81.68% 10.237%
10 9.239 1229 1233 1235 rBVY 45837 45243 1.42% 0.178%

11 9.322 1243 1247 1250 rBV 341991 285175 8.96% 1.123%
12 9.598 1289 1294 1298 rBV 980383 851362 26.74% 3.352%

13 10.051 1367 1371 1374 rVB 49623 39837 1.25% 0.157%
14 10.269 1401 1408 1411 rBV 62684 66733 2.10% 0.263%
15 10.386 1422 1428 1431 rBV 1666857 1688125 53.02% 6.646%
16 10.522 1447 1451 1458 rVB 63209 86857 2.73% 0.342%
17 11.074 1540 1545 1548 rBV 1017648 891203 27.99% 3.509%
18 12.274 1746 1749 1753 rBV 54811 52921 1.66% 0.208%
19 12.504 1783 1788 1792 rBV 62077 63844 2.01% 0.251%

20 12.663 1810 1815 1818 rBV 2174806 2209685 69.41% 8.699%

21 13.086 1884 1887 1891 rBV 79602 76550 2.40% 0.301%
22 13.568 1965 1969 1977 rBV 86948 113577 3.57% 0.447%
23 13.698 1986 1991 1995 rBV 666654 609221 19.14% 2.398%

24 14.204 2073 2077 2084 rBV3 39492 53763 1.69% 0.212%
25 14.692 2157 2160 2162 rBV2 28426 32808 1.03% 0.129%
26 14.957 2201 2205 2208 rBV2 26567 33212 1.04% 0.131%
27 15.062 2219 2223 2230 rVB 468118 572269 17.98% 2.253%
28 15.186 2242 2244 2251 rVBS8 20189 32384 1.02% 0.127%
29 15.680 2324 2328 2333 rBV5 32942 49702 1.56% 0.196%
30 16.051 2387 2391 2396 rVB4 52430 78385 2.46% 0.309%
31 17.515 2634 2640 2652 rBV4 35892 96197 3.02% 0.379%
Sum of corrected areas: 25400619
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072017\

Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

ﬁ?ggle i 14282-01 FK-GF-02-007-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096910.D
6|34

2500000 5.18
6.73

2000000 713

1500000

1000000
6.57

500000

4.74

e e L

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096910.D

2500000 8.93

12.66

2000000
10.39

1500000

85 11.07
1000000 9.60

500000

13.09 13.5]
52} 1005102711052 1227125 N

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096910.D

2500000

2000000

1500000

1000000

B.70

500000 15,06

14.20 14.69 14.96/15.19 15.68 16.05 17.52
O e e e e e

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

Sample : 14282-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3

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

4.74 9.31 ng 306466 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 468 (4.740 min): BF096910.D (-463) (-) m/z 43.00 100.00%
43.0
59.0
5000
o | mo 0 Tk abo amo 55
DY RS AR AN MM m/z 59.00 54.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SAEDE SRR RN RS
440 4.60 4.80 5.00
59.0 1010 m/z 101.00 13.54%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 58.00 13.32%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- E Rmaa A ey
59.0 440 4.60 4.80 5.00
m/z 41.10 9.26%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

Sample : 14282-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.34 Concentration Rank 1

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

6.34 89.44 ng 2945300 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 740 (6.340 min): BF096910.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.1
a0, o1 5h0 620 60 6k
: e B m/z 68.10 41 .17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS LA RARRE RARAY
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 31.72%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 660
5000 m/z 66.00 26 .45%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.53%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.q||||]:8|9.|0| R AR
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072017\

Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

ﬁ?ggle i 14282-01 FK-GF-02-007-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.51 ng 76550 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 95
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 27
3 Benzene. 1.4-dimethvl-2.5-bis(1-... 190 C14H22 010375-96-9 25
4 m-Cvymene. 5-tert-butvl- 190 C14H22 029577-19-3 22
5 1H-Pyrrole-2,5-dione, 2,5-dihydr... 201 C12H11NO2 065833-09-2 15
Abundance Scan 1888 (13.092 min): BF096910.D (-1884) (-) m/z 175.10 100.00%
1751 2712
201.1
5000
41.0 69.0 A A
1331 rrryrrrrrrrirTprrrrrrororT
91.0 229.2 1280 13.00 1320 13.40
m/z 271.20 81.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271.0
175.0 )
5000 201.0 12:80 13.00 13.20 13.40
m/z 201.10 65.23%
o 70 %910 1450 1450 229.0
”IIIHIIMHIMIH‘HI\“\HI m -L‘| il M‘\ .“‘.‘.‘M .“...l“...‘. ”\” I .‘...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201.0 271.0
A..“...“.ﬁ.“...,h..
12.80 13.00 13.20 13.40
5000 m/z 189.10 43.01%
115.0
9.0 63.0 89.0 1430 1730 "450
wﬁmﬂwﬁ‘ﬂ?ﬁm‘mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53191: Benzene, 1,4-dimethyl-2,5-bis(1-methylethyl)-
175.0 12.80 13.00 13.20 13.40
m/z 286.30 33.08%
5000
133.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

Sample : 14282-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.73 ng 113577 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1969 (13.568 min): BF096910.D (-1965) (-) m/z 57.05 100.00%
57.0
83.0
5000
139.1 13.20 13.40 13.60 13.80
— 161 A7 m/z 43.05 82.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 AR DR SRR U
29.0 anmnmmm :
1250 m/z 55.00 80.80%
| \“ 153.0 181.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
13.20 13.40 13.60 13.80
5000 111.0 m/z 83.05 63.24%
29.0
1390 167.0 196.0 224.0 252.0 280.0 308.0
mmmmmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119523: 1-Octadecanol N
58.0 oa0 anmnmmm
: m/z 97.10 59.49Y%
5000
29.0
Id g 1390 168.0 196.0 224.0 252.0
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072017\

Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

ﬁ?ggle i 14282-01 FK-GF-02-007-A
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl6.05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.05 2.74ng 78385  Perylene-di2 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
H-1.2.3-Triazole-4-carboxaldehv... 191 C9HG6FN30 051306-43-5 38
"-Fluoro-6-"-(trifluoromethvl)-a... 206 C9H6F40 174013-29-7 30
-Fluoro-3-trifluoromethvlbenzoi... 404 C22H32F402 1000338-68-3 27
-Fluoro-5-trifluoromethylbenzoi... 376 C20H28F402 1000338-65-5 27

abrwNPE
WHANNPF

Abundance Scan 2391 (16.051 min): BF096910.D (-2387) (-) m/z 191.15 100.00%
2

5000

15.80 16.00 16.20 16.40
m/z 95.10 45.30%

219.2 247.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 570 LA B L L L L LB

15.80 16.00 16.20 16.40

0
29.0 930 1210 1490 m/z 81.00 35.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
191.0
109.0 IIIIIIIIIIIIIIIIIIIIIII
15.80 16.00 16.20 16.40
5000 82.0 m/z 109.05 34.98%
570 136.0
162.0
wmmmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66547: 2'-Fluoro-6'-(trifluoromethyl)-acetophenone I a BREmEEES
191.0 15.80 16.00 16.20 16.40
m/z 55.00 34.16%
5000 43.0
163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 80 16. OO 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096910.D

Aca On : 20 Jul 2017 17:19

Operator : SJ/JU

Sample : 14282-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 5-Ethoxyisoxazol-4-carboxyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.52 3.36 ng 96197 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethoxvisoxazol-4-carboxvlic ac... 185 C8H11NO4 1000306-38-6 60
2 2.6.10-Cvcloundecatrien-1-one. 2... 218 C15H220 000471-05-6 45
3 Nootkatone 218 C15H220 004674-50-4 40
4 1-Cvclohexene-1-carboxaldehvde., ... 152 C10H160 021391-98-0 35
5 3a,7-Methano-3aH-cyclopentacyclo... 206 C15H26 000469-91-0 25
Abundance Scan 2641 (17.521 min): BF096910.D (-2634) (-) m/z 81.00 100.00%
43.0
109.1 135.1
175.1
5000
203.1

17.20 17.40 17.60 17.80

281.1
m/z 43.00 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49684: 5-Ethoxyisoxazol-4-carboxylic acid, ethyl ester
45.0 68.0 111.0
157.0
5000 LA L L L L L B LB L |
185.0 17.20 17.40 17.60 17.80
m/z 135.10 78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 96.0 1350
s R
218.0 17.20 17.40 17.60 17.80
5000 67.0 ‘ m/z 109.10 77.35%
163.0
189.0

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

Abundance #75882: Nootkatone e A RERREEESE L
147.0 17.20 17.40 17.60 17.80
410 121.0 2000 m/z 55.05  75.94%
79.0 175.0 '
5000
I!III' m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072017\

Data File : BF096910.D

Acg On : 20 Jul 2017 17:19

Operator : SJ/JU

3?22'6 i 14282-01 FK-GF-02-007-A
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.74 9.3 ng 306466 1 6.57 658621 20.0
unknown6 .34 6.34 89.4 ng 2945300 1 6.57 658621 20.0
2-Phenanthrenol, ... 13.09 2.5 ng 76550 5 13.70 609221 20.0
1-Docosene 13.57 3.7 ng 113577 5 13.70 609221 20.0
unknownl16 .05 16.05 2.7 ng 78385 6 15.07 572269 20.0
5-Ethoxyisoxazol-... 17.52 3.4 ng 96197 6 15.07 572269 20.0
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