LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 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 M\METHODS\8270-BM083117 .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 3.052 39 45 55 rBvY 217065 427589 1.50% 0.240%
2 5.075 384 389 401 rvB 858859 1220438 4.27% 0.684%
3 5.540 461 468 483 rBV 11879166 16904650 59.16% 9.474%
4 7.134 731 739 754 rBVY 11007832 17222293 60.28% 9.652%
5 7.510 795 803 816 rBY 11267129 17254759 60.39% 9.670%
6 7.975 873 882 892 rBvY 1878347 3098919 10.85% 1.737%
7 8.304 930 938 949 rBVY 7374603 12047373 42.16% 6.752%
8 9.145 1072 1081 1092 rBY 5877068 9858338 34.50% 5.525%
9 10.786 1352 1360 1369 rBY 2659880 4544045 15.90% 2.547%
10 13.233 1768 1776 1786 rBV 15652219 22136328 77.47% 12.406%
11 14.610 2003 2010 2020 rBV2 3801271 5648468 19.77% 3.166%
12 16.092 2255 2262 2278 rBV 11269857 15331949 53.66% 8.592%
13 17.345 2468 2475 2482 rBV2 4447820 6437723 22.53% 3.608%
14 19.645 2861 2866 2875 rVB 1744921 1944939 6.81% 1.090%
15 19.956 2913 2919 2930 rBV 23744147 28572281 100.00% 16.012%
16 20.680 3038 3042 3047 rBV 1260770 1410661 4.94% 0.791%
17 21.509 3178 3183 3193 rBY 6023228 7620852 26.67% 4.271%
18 23.886 3580 3587 3598 rVB2 3347727 6756709 23.65% 3.787%

Sum of corrected areas: 178438314
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM083117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM011458.D

2e+07

1.5e+07

5.54 713 7.51

le+07

8.30
9.15

5000000

797 10.79

5.07

3.05

T T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BM011458.D

T T
10.00 10.50 11.00

19,96
2e+07

13.23
1.5e+07

16.09
le+07

5000000 14.61 17.34
19.64

L L s maaa S Lo

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM011458.D

2e+07
1.5e+07

le+07

21.51
5000000 23.89

20.68 K

L e T e e ———

Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.07 7.88 ng 1220440 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 388 (5.069 min): BM011458.D (-384) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 DA SARRERARRERAREE AR
4.80 5.00 5.20 5.40
O prrerrer ettt RO B8O | 1329 | g 05 B1.640
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL UL UL A
59.0 480 500 520 540
0
150 4, 1010 m/z 58.00 16.32%
: 83.0
0 Tl N . . ‘
L IR NI LI AL VLRI N UL LR LR LA BRASS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
480 500 520 540
5000 m/z 101.00 15.08%
410 101.0
ol 150 270 7 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3955: 2,3-Butanedione, monooxime i L m maa
43.0 4.80 5.00 5.20 5.40
m/z 40.95 8.43%
5000
101.0
ol 180 310 | %89 o0 60
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.51 Concentration Rank 1

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

7.51 111.36 ng 17254800 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 803 (7.510 min): BM011458.D (-795) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 ‘ %l-o poso 720 7.40 7.60 7.80
Obrrr ittt e e el e e rrerrree e || m/z 68.00  43.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL R U
7.20 7.40 7.60 7.80
310 ‘ m/z 134.00 33.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 28.77%
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #14006: 5-Aminoindole R ERsmamEs m

132.0 7.20 7.40 7.60 7.80
m/z 69.00 16.42%

5000

104.0

66.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.64 5.10 ng 1944940 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 35
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 35
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35

Abundance Scan 2865 (19.639 min): BM011458.D (-2861) (-) m/z 56.00 100.00%
56.0
5000
g0 1200 257.2 1640 19160 19,80 2000
184.9 213.1 : : : :
ol B0 2810 31221 "7z 57.00  56.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 A
19.40 19.60 19.80 20.00
29.0 m/z 41.00 43.46%
0

Abundance

830 129.0 257.0

\‘ 11l ‘h ‘ ol ‘ 157018502130 ‘ \‘ 283.0 3120
T T T |---- ----|----|-n-|----|--n|nn|nn T T[T T T T[T T T[T Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
56.0

19.40 19 60 19. 80 20.00

5000 m/z 42.95 41 .52%
29.0
83.0 129.0
0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #17377: Cyclohexane, (1,1-dimethylethyl)- T R AT
56.0 19. 40 19 60 19. 80 20 00

m/z 55.00 33.19%

..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19 60 19. 80 20 00

5000

8270-BM083117.M Fri Sep 08 12:37:41 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BMO090717\
Data File : BM011458.D

Aca On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.68 3.70 ng 1410660 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 78
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 3042 (20.680 min): BM011458.D (-3038) (-) m/z 56.00 100.00%
56.0
5000
129.0
97.0 185.0 9410 2892 20.40 20.60 20.80 21.00
oLk, I“\:"'.Jf wl b L 3408 41800 Tz 57.00 59.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000
20.40 20.60 20.80 21.00
m/z 43.00 45 _.84%
129.0
L \ o o ano 0 ae
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
B B AN AR AR
20.40 20.60 20.80 21.00
0
5000 20,0 m/z 41.00 41 .55%
970 129.0 185.0 284.0
L L L WL UL L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #17592: Urea, N,N-di-2-propeny!l- RS L A RaR
56.0 20.40 20.60 20.80 21.00
m/z 55.00 33.12%
5000
0 1” l i JQ%'O 140.0
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00

8270-BM083117.M Fri Sep 08 12:37:42 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM090717\
Data File : BM011458.D

Acq On : 07 Sep 2017 17:15

Operator : SJ/JU

Sample : PB102135BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 7.9 ng 1220440 1 7.98 3098920 20.0
unknown7 .51 7.51 111.4 ng 17254800 1 7.98 3098920 20.0
Hexadecanoic acid... 19.64 5.1 ng 1944940 5 21.51 7620850 20.0
Octadecanoic acid... 20.68 3.7 ng 1410660 5 21.51 7620850 20.0
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