LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112759.D

Aca On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.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 5.346 549 554 557 rBY 2521051 2331022 92.76% 10.254%
2 6.375 724 729 743 rBVY 2823422 2513046 100.00% 11.055%
3 6.510 748 752 755 rBVY 2987525 2489276 99.05% 10.951%
4 6.745 788 792 795 rBV 882928 703807 28.01% 3.096%
5 6.898 815 818 822 rBVY 2123018 1864478 74.19% 8.202%
6 7.298 882 886 889 rBY 1702878 1444712 57.49% 6.355%
7 8.028 1006 1010 1013 rBV 998656 857921 34.14% 3.774%
8 9.098 1189 1192 1196 rBvV 2922171 2510377 99.89% 11.043%
9 9.198 1205 1209 1212 rVB2 32821 30731 1.22% 0.135%
10 9.492 1256 1259 1262 rBV 157174 129675 5.16% 0.570%
11 9.775 1303 1307 1316 rVB 1049160 894361 35.59% 3.934%
12 10.222 1380 1383 1385 rBvV 36287 31902 1.27% 0.140%
13 10.557 1436 1440 1444 rBV 1542728 1373282 54.65% 6.041%
14 10.692 1460 1463 1470 rVB3 43884 68381 2.72% 0.301%
15 10.927 1500 1503 1506 rvB2 38340 35046 1.39% 0.154%
16 11.139 1536 1539 1541 rvB2 37470 28893 1.15% 0.127%
17 11.169 1541 1544 1548 rVB3 33704 36515 1.45% 0.161%
18 11.251 1554 1558 1561 rBvV 916391 776623 30.90% 3.416%
19 11.275 1561 1562 1565 rVB 81082 41204 1.64% 0.181%
20 11.322 1566 1570 1573 rVB3 31733 46535 1.85% 0.205%
21 11.727 1635 1639 1641 rBV2 41790 54783 2.18% 0.241%
22 11.786 1646 1649 1653 rBv2 235352 253279 10.08% 1.114%
23 11.857 1659 1661 1664 rBV3 29372 34016 1.35% 0.150%
24 12.251 1726 1728 1730 rBV 54780 45281 1.80% 0.199%
25 12.298 1734 1736 1740 rVV3 85925 80896 3.22% 0.356%

26 12.457 1760 1763 1767 rBV 211246 234923 9.35% 1.033%
27 12.686 1799 1802 1807 rVB 160492 153708 6.12% 0.676%
28 12.833 1823 1827 1830 rBV 2371880 2072482 82.47% 9.117%
29 13.721 1975 1978 1979 rBV 500195 457042 18.19% 2.011%
30 13.880 2002 2005 2006 rvVv 484210 422199 16.80% 1.857%

31 13.904 2007 2009 2012 rVB2 728141 715564 28.47% 3.148%

Sum of corrected areas: 22731960
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\

BF112759.D

28 Feb 2019 13:48

JussJ

K1647-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112759.D

Aca On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 1

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

6.51 70.74 ng 2489280 1,4-Dichlorobenzene-d4 6.75
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF112759.D (-748) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . .
qrer lapsus o "m/z 68.00 40.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR AR L SRR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32.73%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
ISR SRR RS SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 26.49%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I A REEEEEESEE e
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.02%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | S | GO
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112759.D

Aca On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.52 ng 253279 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1650 (11.792 min): BF112759.D (-1646) (-) m/z 73.00 100.00%
43 oo 18
5000 129
7 213
01115 | 43157171185 199 | 257 256 11.40 11.60 11.80 12.00 12.20
m/z 43.00 89.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B

129 | BN L L L L LB L
11.40 11.60 11.80 12.00 12.20

m/z 59.95 81.07%

5000

213
143 157171185 199

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 R e e s e
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 71.41%
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid B B o
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 69.73%
5000 129
29
214
15 LJL 143157
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112759.D

Aca On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl2.30 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.08 ng 80896 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 38
2 1.4-Dioxaspirol4.51decan-8-ol 158 C8H1403 022428-87-1 35
3 2.4.4-Trimethvl-1-pentvl methvlp... 210 C9H20FO02P 333416-06-1 35
4 Malonic acid. di(2.4-dimethvlpen... 300 C17H3204 1000349-02-5 32
5 6,6-Ethylenedioxybicyclo[3.3.1]n... 196 C11H1603 029927-56-8 27
Abundance Scan 1736 (12.298 min): BF112759.D (-1734) (-) m/z 99.05 100.00%
7 99
5000
12.00 12.20 12.40 12.60
222 247 267 286 7 5700 o1 310
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72247: (.+/-.)-Dethiobiotin
99
5000 L DU SN B SULA
12,00 12.20 12,40 12.60
m/z 111.05 33.17%
44 155
28 | | 67 82 | 113127141 - 181 199214
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #30011: 1,4-Dioxaspiro[4.5]decan-8-ol
99
12.00 12.20 12.40 12.60
5000 m/z 97.00 32.05%
55
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69933: 2,4,4-Trimethyl-1-penty| methylphosphonofluoridate R R B
99 12.00 12.20 12.40 12.60
m/z 69.00 23.31%
5000
41 55 5
4
il \\H,MH‘ n\\”ﬁm L o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112759.D

Aca On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl3.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 21.65 ng 457042 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3"-Dimethyl-1.5".8"-trihvdroxy... 390 C22H1407 104531-46-6 38
2 4H-1-Benzopvran-4-one. 5.7-dihyd... 390 C19H1809 018398-74-8 38
3 7-Fluoro-3.4-dihvdro-3-T4-Ttrifl... 375 C20H13F4NO2 144155-10-2 38
4 1.2.3.4-Tetrahvdro-6-hvdroxv-7-t... 375 C23H37NO3 035089-13-5 22
5 Triamcinolone Acetonide 434 C24H31FO06 000076-25-5 12
Abundance Scan 1978 (13.721 min): BF112759.D (-1975) (-) m/z 57.00 100.00%
57
5000 219 375
| 8 110 117 55189 12283 0ot 517 351 l97418 1340 13.60 13.80 14.00
el bl g o 368 1| @42 | (201317 351 | 4O7H8 m/z 375.30 52.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207521: 3,3-Dimethyl-1,5',8-trihydroxy-2,2-binaphthale...

e
375

5000
13.40 13.60 13.80 14.00

m/z 219.20 51.60%

15 181 210 235 273 298319

m/z--> 50 100 150 200 250 300 350 400
Abundance #207323: 4H-1-Benzopyran-4-one, 5,7-dihydroxy-2-(3-hydroxy...
375

13.40 13.60 13.80 14.00

5000 m/z 43.00 43.30%
43 169 197 345
L [T meme zsts Ly ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #199848: 7-Fluoro-3,4-dihydro-3-[4-[trifluoromethyl]phenyl... e AREEEEEaSEE
375 13.40 13.60 13.80 14.00
m/z 71.00 37.64%
5000 203
147
120
a3 69 % V11 1T | 20 o6ages 319°1° |
B e e A o e RIS Eaa B R
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112759.D

Acq On : 28 Feb 2019 13:48

Operator : JU/SJ

Sample : K1647-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .51 6.51 70.7 ng 2489280 1 6.75 703807 20.0
n-Hexadecanoic acid 11.79 6.5 ng 253279 4 11.25 776623 20.0
unknownl12 .30 12.30 2.1 ng 80896 4 11.25 776623 20.0
unknownl13.72 13.72 21.6 ng 457042 5 13.88 422199 20.0

8270-BF022719.M Fri Mar 01 16:56:36 2019 Page: 7



