LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095323.D

Aca On 22 May 2017 20:02

Operator : SJ/MA

Sample - 13236-01

Misc :

ALS Vial : 17 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-BF050217 .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 5.119 537 541 558 rBV 143684 358277 12.56% 1.617%
2 5.719 639 643 680 rBY 1133999 2465635 86.45% 11.125%
3 7.301 908 912 928 rBY 1398934 2221825 77.90% 10.025%
4 7.419 928 932 949 rVB 1642773 2651258 92.96% 11.963%
5 7.760 986 990 1004 rVB 365740 470706 16.50% 2.124%
6 7.995 1025 1030 1046 rBVY 1541784 1926227 67.54% 8.691%
7 8.660 1138 1143 1168 rBV 912274 1504274 52.74% 6.788%
8 9.777 1329 1333 1353 rBVY 363265 656178 23.01% 2.961%
9 11.548 1628 1634 1655 rBVY 1988107 2852143 100.00% 12.869%
10 12.248 1749 1753 1770 rBvV 226854 381357 13.37% 1.721%
11 12.613 1810 1815 1830 rBV2 450790 737721 25.87% 3.329%
12 13.442 1950 1956 1961 rBvV 26823 32139 1.13% 0.145%
13 13.907 2030 2035 2055 rBvV 800894 1341521 47.04% 6.053%
14 14.212 2083 2087 2098 rBvV 25685 42614 1.49% 0.192%

15 15.012 2219 2223 2244 rVB 312712 524621 18.39% 2.367%

16 15.977 2382 2387 2395 rBV4 13908 34046 1.19% 0.154%
17 17.330 2612 2617 2631 rBV 1362037 1693717 59.38% 7.642%
18 18.683 2843 2847 2860 rBV 328893 490424 17.19%% 2.213%
19 20.083 3081 3085 3089 rBvV 48635 54022 1.89% 0.244%
20 20.359 3128 3132 3142 rBV 307903 458826 16.09% 2.070%

21 20.600 3170 3173 3176 rBv4 33795 39460 1.38% 0.178%
22 20.706 3187 3191 3198 rVB7 18137 40441 1.42% 0.182%
23 20.806 3205 3208 3212 rVB2 32234 38994 1.37% 0.176%
24 21.483 3318 3323 3328 rBVY7 24885 47552 1.67% 0.215%

25 22.153 3429 3437 3446 rBV7 52501 167046 5.86% 0.754%

26 22.571 3504 3508 3519 rVB10 49290 139792 4_90% 0.631%
27 22.994 3574 3580 3589 rVB7 52077 118817 4_.17% 0.536%
28 23.218 3613 3618 3623 rBV9 20436 47153 1.65% 0.213%
29 23.700 3691 3700 3713 rBV9 44712 193513 6.78% 0.873%
30 23.841 3716 3724 3737 rVB3 145828 431980 15.15% 1.949%

Sum of corrected areas: 22162279
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

Sample : 13236-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095323.D

7.42
8.00
1500000 7 30

5.72
1000000 8.66

500000
7.76

5.12

T T R o SR | SHEe

T T T T T N N T
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 8.00
Abundance TIC: BF095323.D
1155

T
8.50 9.00

1500000

1000000
13.91

500000 12.61
9.78 15.01
12.25

1%\.44 14.21 15.98

Ny
LI

0 L e T e e o e e e e B B e e e B IS S e s S o o o —— T T T T

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095323.D

1500000
17.33

1000000

500000
18.68 20.36

23.84
L 20.08 || 20629481 21.48 2215 2257 229937 237

R T R e e e e A—————_—_— e =

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4

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

5.12 15.22 ng 358277 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 541 (5.119 min): BF095323.D (-537) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1

| 83.0 480 500 520 540
SRRDEEEEEEEESHY 1 ESESESEEOY A PSS MM m/z 59.00 58.65%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

59.0 480 500 5.20 5.40
m/z 101.10 22 .34%

15.0 101.0
31.0
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e R e S
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.87%
20.0 101.0
150 73.0 83.0
I o o B B A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40

m/z 41.10 9.65%

5000
55.0
150 270
‘ 1 Ll \ 7.0 830 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF050217 .M Tue May 23 16:43:12 2017 Page: 3



Library Search Compound Report

8270-BF050217 .M Tue May 23 16:43:12 2017

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2 unknown7.42 Concentration Rank 1

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

7.42 112.65 ng 2651260 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 932 (7.419 min): BF095323.D (-928) (-) m/z 131.95 100.00%
131.9
5000 68.0 /K
96.0 I RN U LS B
400 540 ‘ ‘ 700 7.0 7.40 7.60 7.80
....,....:....,::..,.:I-.',..7.5.‘,1....,....,?1??.0....,...., | | m/Z 68.05 37.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o e T ke T
a0 7O o m/z 134.00 32.63%
79.0 :
|||||||||||||||||||||||||||||||||||||||||1|0|7|0||||||||| H::: -
m/z--> 30 50 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 750 720 740 780 7h0
5000 ' m/z 66.00 22 .35%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 _.37%
97.0
5000 0.0
31.0 52.0
\ L . 86.0 107.0116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.08 2.35 ng 54022 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3085 (20.083 min): BF095323.D (-3081) (-) m/z 57.05 100.00%

57.0

5000

193.1 2502 19.80 20.00 20.20 20.40
m/z 71.05 73.42%

132141 2

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L
19.80 20.00 20.20 20.40
m/z 43.10 61.27%
29.0 13.0
\‘ Jl ‘\ “\ Al u‘ “14%0‘16‘90197022502530 296.0
— T T T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e
19.80 20.00 20.20 20.40
5000 85.0 m/z 85.05 54 _.43%
113.0
29.0 141.0169.0197.0225.0253.0  295.0 366.0
B e L A e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane L RS EEaE SR
57.0 19.80 20.00 20.20 20.40
m/z 99.10 20.33%
5000 85.0
13.0
290 | | | Lﬂ‘{‘ﬁ4}°}690‘ 211.0239.0267.0295.0323.0352.0
— T T T T T e T
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown21.48 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.48 2.07 ng 47552 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Azabicvclol3.2.1Toctan-3-o0l. 8... 141 C8H15NO 000120-29-6 43
2 Z.E-3.13-0Octadecadien-1-ol 266 C18H340 1000131-10-4 43
3 14-Octadecenal 266 C18H340 056554-89-3 35
4 16-Octadecenal 266 C18H340 056554-87-1 35
5 12-Methyl-E,E-2,13-octadecadien-... 280 C19H360 1000130-90-4 35
Abundance Scan 3323 (21.483 min): BF095323.D (-3318) (-) m/z 57.10 100.00%

5000

179.0 217.2 24972 282.0 LB e

21.20 21.40 21.60 21.80
m/z 82.00 86.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19097: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo-
.0

5000
21.20 21.40 21.60 21.80

m/z 55.00 69.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R AEREsEE s
81.0 21.20 21.40 21.60 21.80
5000 m/z 43.00 64.26%
109.0
135.0 266.0

163.0 194.0 222.0

mmmmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115862: 14-Octadecenal B A REREEEE s S
57.0 82.0 21.20 21.40 21.60 21.80
m/z 71.00 62.17%

5000

I T T I
21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown22.15 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.15 7.28 ng 167046 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Alloaromadendrene 204 C15H24 025246-27-9 38
2 Lonaifolene 204 C15H24 000475-20-7 25
3 Tricvclol4.1.0.0(2.4)1heptane. 3... 204 C15H24 067843-59-8 22
4 1.3-Oxazine. tetrahvdro-2-(4-dim... 206 C12H18N20 109086-78-4 20
5 Benzene, l-ethoxy-4-(4-propylcyc... 246 C17H260 080944-44-1 14
Abundance Scan 3436 (22.147 min): BF095323.D (-3429) (-) m/z 231.20 100.00%
43.0 107.1 231.2
145.0
5000 187.2
9751 414.4
21.80 22.00 22.20 22.40
i m/z 43.00 93.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64327: Alloaromadendrene
41.0
91.0
5000 1610 T |||||||||||| ||||||
mmnmnmnm
204.0 m/z 107.05 84 .44Y%
IIIH‘H“\“\‘ m‘h\\‘ e
m/z--> 250 300 350 400
Abundance
161.0
g OO 2180 22,00 22.20 2240
5000 m/z 95.10 82.51%
204.0
123.0
miz-> 50 100 150 200 250 300 350 400
Abundance #64576: Tricyclo[4.1.0.0(2,4)]heptane, 3,3,7,7-tetramethyl... L L e
41.0 21.80 22.00 22.20 22.40
m/z 55.10 76.56%
119.0
5000 161.0
04.0
..‘.l.‘.luuj l“dt‘...F........|....|....|.. s S e o
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown22.57 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.57 6.09 ng 139792 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chiloscvphone 218 C15H220 023538-45-6 35
2 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 27
1-(2-PvridvD)piperazine 163 C9H13N3 034803-66-2 25
4 Acetoacetanilide. 2" .4"-dimethvl- 205 C12H15N02 000097-36-9 22
5 Isocyclocitral 152 C10H160 001335-66-6 22
Abundance Scan 3508 (22.571 min): BF095323.D (-3504) (-) m/z 107.10 100.00%

81.0 107.1

41.0

5000

239.1 265.1 3131

22.20 22.40 22.60 22.80
m/z 81.05 92.18%

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

Abundance #75884: Chiloscyphone
41.0
69.0
5000 1070 |||||||||||||||||||
147.0 22.20 22.40 22.60 22.80
m/z 95.10 91.53%
L H\\ | ‘\ 50 2150
O T A I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
205.0
R e e S EEER
22.20 22.40 22.60 22.80
5000 m/z 121.10 78.68%
109.0
810 135.0
55.0 175.0

rwmmﬂmﬂrﬁrwwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33113: 1-(2-Pyridyl)piperazine R REEREEEE S
.0 22.20 22.40 22.60 22.80

m/z 147.10 78.21%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown22.99 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.99 5.18 ng 118817 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 38
0-(4-HvdroxvbenzovD)tropine. O-m... 275 C16H21NO3 1000374-67-0 27
3 1H-Tetrazaborole. 5-ethenvl-4.5-... 124 C4H9BN4 020534-02-5 25
4 2-Piperidinobicvclol3.3.1Tnonan-... 221 C14H23NO 302589-52-2 22
5 2-Methylphenyl-1-thio-.alpha.-D-... 286 C13H1805S 1000126-63-0 22
Abundance Scan 3579 (22.988 min): BF095323.D (-3574) (-) m/z 124.05 100.00%
124.1
5000 229.2
187.2 289.2 4125 22.60 22.80 23.00 23.20 23.40
gl 1| "m/z 43.00 45.83%
m/z--> 150 200 250 300 350 400
Abundance #134630: Testosterone
288.0
5000 2460 |||||||||||| ||||||
41.0 79.0 22 60 22. 80 23. oo 23. 20 2340
“ ‘ ZBO m/z 229.20 43.04%
“‘ M‘ HH“H‘ |M|H|L|||l‘|||||||||||||||
m/z--> 200 250 300 350 400
Abundance
124.0
22.60 22.80 23.00 23.20 23.40
5000 m/z 105.00 27 .20%
82.0
42.0 275.0
207.0
m/z--> 55 160 150 260 250 300 3éo 460
Abundance #10298: 1H-Tetrazaborole, 5-ethenyl-4,5-dihydro-1,4-dimethyl- B EEE
124.0 22.60 22.80 23.00 23.20 23.40

m/z 95.00 26.07%

5000

42.0
jlo ﬂ‘\ il J ! I

m/z--> 100 150 200 250 300 350 400 22 60 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052217\

Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

ﬁ?ggle i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown23.22 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.22 2.06 ng 47153 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dihvdro-1.3-dimethvl(1H)cvcl... 198 C13H14N2 1000112-95-8 38
2 2.3-Dihvdro-1.2-dimethvIl-1H-cvcl... 198 C13H14N2 109682-78-2 25
3 Azulene. 1.4-dimethvl-7-(1-methv... 198 C15H18 000489-84-9 25
4 1-Phenanthrenol. 1.2.3.4.4a.9.10... 216 C15H200 098304-41-7 25
5 1,3-Dioxolane, 2-(4-chlorophenyl)- 184 C9H9CI02 002403-54-5 22
Abundance Scan 3618 (23.218 min): BF095323.D (-3613) (-) m/z 183.10 100.00%
18B.1
5000 85.2 143.1 390.2
55.0
239.1 283.1
“| | " | | 23.00 23.20 23.40 23.60
e m/z 198.10 80.48%
m/z--> 50 100 150 200 250 300 350
Abundance #59764: 2,3-Dihydro-1,3-dimethyl(1H)cyclopenta[b]quinoxaline
183.0
8000 ”h
6000 ' 23.00 23.20 23.40 23.60
4000 m/z 143.10 47 .27%
102.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
183.0
23.00 23.20 23.40 23.60
m/z 184.20 46.83%
5000
91.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)- P
183.0 23.00 23.20 23.40 23.60
m/z 390.20 45.16%
5000
153.0
390 782 S L
m/z--> % 100 150 200 250 300 350 ' 2300 23.20 2340 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

Sample : 13236-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 unknown23.70 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.70 8.44 ng 193513 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 43
2 Bicvclol2.2.1Theptane-2.5-dione.... 166 C10H1402 004230-32-4 42
3 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 41
4 1.E-11.Z-13-Heptadecatriene 234 C17H30 080625-35-0 35
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 35
Abundance Scan 3700 (23.700 min): BF095323.D (-3691) (-) m/z 109.10 100.00%
69.1 109.1
5000 v o MA«/&/\‘JM
205.2
137.1 233.2
275.2 I I I I 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene
.0

5000

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

69.0 166.0
41.0

109.0
5000

138.0

Wmmm‘w’mﬁwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95.0 123.0

41.0 191.0
5000 69.0
TN

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

23.40 23.60 23.80 24.00

m/z 69.10 92 .73%

-

T T I T
23.40 23.60 23.80 24.00

m/z 96.05 78.02%

:

23.40 23.60 23.80 24.00

m/z 123.05 77 .80%

-

23.40 23.60 23.80 24.00

m/z 125.10 74 .84%

2

23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052217\
Data File : BF095323.D

Aca On : 22 May 2017 20:02

Operator : SJ/MA

Sample : 13236-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

FK-PS-01_003

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11 4-(1,3,3-Trimethyl-bicyclo[..-.

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
23.84 18.83 ng 431980 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 70
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
3 Germacra-1(10).4.11(13)-trien-12._. 232 C15H2002 000553-21-9 50
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 38
5 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C1l7H260 057684-12-5 38
Abundance Scan 3724 (23.841 min): BF095323.D (-3716) (-) m/z 95.10 100.00%
1
5000 J\\J\/\m
RSN SURSLUN SURELL BURLLE
23.60 23.80 24.00
m/z 69.05 90.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66156: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-.
.0
5000 A UL SURBL BULA
23. 60 23.80 24.00
m/z 109.10 82.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
109.0
5.0 137.0 218.0 23160 23.80 24.00
5000 8.0 m/z 123.05 71.01%
' 160.0
189.0
wmmwﬁmmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87717: Germacra-1(10),4,11(13)-trien-12-oic acid, 6.alpha... L
.0 23.60 23.80 24.00
m/z 96.05 63.26%
- M\/\/\/\\A’V‘\—v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 - I2I3 6I0I I2I3 8IOI I2I4IOIOI o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052217\

Data File : BF095323.D

Acg On : 22 May 2017 20:02

Operator : SJ/MA

3?22'6 i 13236-01 FK-PS-01 003
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.12 15.2 ng 358277 1 7.76 470706 20.0
unknown7 .42 7.42 112.7 ng 2651260 1 7.76 470706 20.0
Heneicosane 20.08 2.4 ng 54022 6 20.36 458826 20.0
unknown21.48 21.48 2.1 ng 47552 6 20.36 458826 20.0
unknown22 .15 22.15 7.3 ng 167046 6 20.36 458826 20.0
unknown22 .57 22 .57 6.1 ng 139792 6 20.36 458826 20.0
unknown22 .99 22.99 5.2 ng 118817 6 20.36 458826 20.0
unknown23.22 23.22 2.1 ng 47153 6 20.36 458826 20.0
unknown23.70 23.70 8.4 ng 193513 6 20.36 458826 20.0
4-(1,3,3-Trimethy... 23.84 18.8 ng 431980 6 20.36 458826 20.0
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