LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08 Instrument :

Operator : SJ/MA BNA_G

Sample - 11991-01 ClientSampleld :

Misc - FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 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 G\METHODS\8270-BG021717.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 5.176 307 313 321 rBV 351759 529498 10.04% 1.861%
2 5.646 385 393 402 rBV 986678 1559153 29.58% 5.480%
3 7.227 654 662 671 rBY 1025170 1763777 33.46% 6.199%
4 7.609 719 727 740 rBVY 1001322 1693954 32.13% 5.954%
5 8.079 800 807 814 rBV 255478 439306 8.33% 1.544%

8.402 855 862 870 rBV 699508 1214315 23.04% 4.268%
9.230 994 1003 1012 rBV 595421 1039128 19.71% 3.652%
10.876 1274 1283 1291 rBV 414203 749910 14.23% 2.636%
13.308 1689 1697 1708 rBV 2011259 3066925 58.18% 10.779%
14.125 1830 1836 1844 rBV 553823 775811 14.72% 2.727%

=
QO ~NO®

11 14.677 1922 1930 1939 rBV2 757896 1218389 23.11% 4.282%
12 16.152 2174 2181 2194 rBV 1696892 2648322 50.24% 9.308%
13 16.375 2215 2219 2222 rBV 40991 56192 1.07% 0.197%
14 17.162 2349 2353 2357 rBV 45124 59044 1.12% 0.208%
15 17.409 2388 2395 2403 rBV 1171727 1762469 33.43% 6.195%

16 18.284 2539 2544 2552 rBV2 80849 126869 2.41% 0.446%
17 20.006 2830 2837 2847 rBV 3899701 5271541 100.00% 18.528%
18 21.293 3051 3056 3065 rBV 232479 360578 6.84% 1.267%
19 21.651 3110 3117 3125 rBV 1213351 1962354 37.23% 6.897%
20 23.337 3397 3404 3411 rVB2 105367 217177 4.12% 0.763%

21 24.853 3652 3662 3674 rVB 710425 1937375 36.75% 6.809%

Sum of corrected areas: 28452087
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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: BG025976.D

3500000
3000000
2500000
2000000

1500000

1000000 5.65 7.23 7.61

8.40 923

T T T T
350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
TIC: BG025976.D

500000 5.18

8.08

Time-->
Abundance

2001
3500000

3000000

2500000

2000000{13:31

16.15

1500000 21.65

17.41
1000000 14.68
14.12

500000 21.29

.

16.37 17.16 18.28

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG025976.D

Time-->
Abundance

3500000
3000000
2500000
2000000
1500000
1000000

24.85

500000
23.34
A

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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.

5.18 24.11 ng 529498 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 314 (5.182 min): BG025976.D (-307) (-) m/z 43.10 100.00%
431
5000
101.1 e
480 5.00 520 5.40 5.60
e b e e o rrae oot || m/z 59.10  74.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L RN RN L
480 5.00 520 5.40 5.60
m/z 101.10 23.21%
10%0
ul
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
480 500 520 540 5.60
5000! 18.0 m/z 58.10 22 .23%

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

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I AEREREEEEEE s e L)
59.0 4.80 5.00 520 5.40 5.60
m/z 41.10 8.02%
5000
126.0
N R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.80 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 unknown7.61 Concentration Rank 1

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

7.61 77.12 ng 1693950 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 727 (7.609 min): BG025976.D (-719) (-) m/z 132.10 100.00%
1301
5000 68.1
01 501 || oo B Lo 2k Tk ko 7R eb
L 114, 167, m/z 68.10 38.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T
7.20 7.40 7.60 7.80 8.00
310 5L0 m/z 134.10 32.30%
”P”W““A”MJ“N“W”JP“W““'”W““P“W””IMW“”P”W““P”

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
132.0
oy b
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 25.53%
41.0 97.0
117.0
54,0 81.0
Wmmmmmmmmﬂmw
nm/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14491: 5-Aminoindole e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14.17%
5000
104.0
66.0
14.0 27.0 51.0 79.0 117.0
e < L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.67 ng 360578 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 3056 (21.293 min): BG025976.D (-3051) (-) m/z 57.10 100.00%
57.1 83.1
5000 111 2 w*-Mm“hwka~dj\\\wwvvwvaAﬂﬂ
UL PN SN B B
139.1 207.1 21.00 21.20 21.40 21.60
.L 5681 2071 oep3281131 361 o Ert10 89 75W
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 R R UL AR R
21,00 21.20 21.40 21.60
111.0 m/z 83.10 86 .55%
”P hdm‘hmwmmmmnw%mﬁm
m/z--> 50 100 150 200 250 300 350
Abundance
5.0 o7,
21.00 21.20 21.40 21.60
5000 m/z 97.15 76 .39%
125.0
29.0
154.0182.0 222.0250'0 297.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosy! formate R a e et
57.0 21.00 21.20 21.40 21.60
97.0 m/z 69.10 T4.77%
5000
125.0
‘ J . ‘ “ J\‘ 153 0 ]_82 0210 0 266 0294 0322 0
m/z--> 50 100 150 200 250 %o 350 21.00 21.20 21.40 21.60

8270-BG021717.M Tue Feb 28 16:57:16 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025976.D

Aca On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.34 2.24 ng 217177 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 Farnesol isomer a 222 C15H260 1000108-92-4 59
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 59
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
Abundance Scan 3404 (23.337 min): BG025976.D (-3397) (-) m/z 69.10 100.00%

69.1
5000

137.2

\ 07.1 2071 23.00 23.20 23.40 23.60
175.1

oo, gty |y TTSIP0Y 2573 2093 w6l o Tgl 10 53.18%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 ST T T
23,00 23.20 23.40 23.60

m/z 41.10 23.02%

137.0
e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
S ETEE A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

23. OO 23. 20 23. 40 23.60

5000 m/z 137.15 15.75%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0 23.00 23.20 23.40 23.60

m/z 95.10 14 .34%

5000

09.0
L, 161.0191.0222.0

T
m/z--> 50 100 150 200 250 300 350 400 23. 00 23. 20 23. 40 23 60

8270-BG021717.M Tue Feb 28 16:57:17 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022717\

Data File : BG025976.D

Acq On : 27 Feb 2017 23:08

Operator : SJ/MA

Sample : 11991-01 :

Misc : FK-BPM-01-DD13-DD14-EE13-EE14
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.18 24_.1 ng 529498 1 8.08 439306 20.0
unknown7 .61 7.61 77.1 ng 1693950 1 8.08 439306 20.0
5-Eicosene, (E)- 21.29 3.7 ng 360578 5 21.65 1962350 20.0
Squalene 23.34 2.2 ng 217177 6 24.85 1937380 20.0
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