LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 5.148 542 546 566 rBV 221035 483752 14.01% 1.863%
2 5.748 644 648 680 rBY 1557676 2788120 80.76% 10.739%
3 7.325 910 916 931 rBVY 1749022 2706777 78.40% 10.426%
4 7.442 931 936 957 rVB 2208420 3075406 89.08% 11.845%
5 7.777 989 993 1008 rVB 517312 621708 18.01% 2.395%
6 8.013 1028 1033 1052 rBvV 1863423 2320820 67.22% 8.939%
7 8.677 1140 1146 1161 rBVY 1282174 1748444 50.65% 6.734%
8 9.789 1331 1335 1352 rBV 604610 843345 24.43% 3.248%
9 10.836 1508 1513 1521 rVB 333442 395617 11.46% 1.524%
10 11.295 1586 1591 1601 rBvV2 70964 97733 2.83% 0.376%

11 11.565 1631 1637 1655 rBV 2653016 3452338 100.00% 13.297%
12 12.254 1749 1754 1764 rBV 327031 508369 14.73% 1.958%
13 12.336 1764 1768 1775 rVB 37307 46602 1.35% 0.179%
14 12.618 1811 1816 1834 rBV2 652988 927284 26.86% 3.572%
15 13.918 2031 2037 2057 rBV 1163366 1745355 50.56% 6.722%

16 14.224 2083 2089 2093 rBvV 29277 36089 1.05% 0.139%
17 15.024 2220 2225 2250 rVB 511984 761439 22.06% 2.933%
18 15.983 2383 2388 2397 rBv4 40992 79555 2.30% 0.306%

19 17.342 2614 2619 2636 rBV 1977573 2346479 67.97% 9.038%
20 18.694 2845 2849 2864 rVB 339127 503188 14.58% 1.938%
21 20.365 3129 3133 3142 rBV 340401 474564 13.75% 1.828%

Sum of corrected areas: 25962984
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095168.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 3

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

5.15 15.56 ng 483752 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 546 (5.148 min): BF095168.D (-542) (-) m/z 43.05 100.00%
43.0
59.0
5000
1011 IS SARLAE AR RRRRE LR
| 83.0 480 5.00 5.20 5.40
ottt e m/z 59.00 57.28%
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 5.00 520 5.40
0
150 a0 1010 m/z 101.10 22 .20%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 15.22%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L B B
43.0 480 5.00 5.20 5.40
m/z 41.00 8.44%
5000
101.0
15.0 27 71.0
0...“:L.“.Nﬁp...ﬂl..wéﬁ?“...p...“gqg“...L...“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 2 unknown7.44 Concentration Rank 1

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

7.44 98.93 ng 3075410 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 936 (7.442 min): BF095168.D (-931) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || aso % 1m0 Tk Th0 78D T8y
Obrrprrrrprrer b et b ROt || M/Z 68.10 39 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LI UL S I I
7.20 7.40 7.60 7.80
2.0 510 ‘ m/z 134.00 33.20%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.05 22.97%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80
m/z 69.10 14 .73%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 Cyclohexasiloxane, dodecame... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.84 9.38 ng 395617 Naphthalene-d8 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6 000540-97-6 91
2 Morphinan. 7.8-didehvdro-4.5-epo... 429 C23H35N03Si2 055449-66-6 18
3 17-Epi-trenbolone. trimethvlsilv... 342 C21H3002Si

4 Benzene. 1.2.3-trisl(trimethvlsi... 342 C15H3003Si3
5 Norcodeine di-TMS derivative 429 C23H35N03Si2

017864-23-2 10
1000137-11-3 9

1000293-11-0 14

Abundance Scan 1514 (10.842 min): BF095168.D (-1508) (-) m/z 73.00 100.00%
73.0
341.1
5000
1471 429.1 SIS CHN——'N
207.0 951 10.60 10.80 11.00 11.20
o...',-....,....,...:,l....‘...29.4,'9..l..,....,...l. m/z 341.10 65.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #225658: Cyclohexasiloxane, dodecamethyl-
73.0
5000 LN I L L L L L L LB
341.0 1290 10.60 10.80 11.00 11.20
1470 : m/z 147.10  26.23%
ol 400 | 1130 l 207.0239.0271.0 309.0, | 397.0 |
T T e T e T Ty P e T
miz--> 50 100 150 200 250 300 350 400
Abundance
73.0
T e T
236.0 10.60 10.80 11.00 11.20
5000 1460 oo m/z 342.00 21.28%
429.0
287.0 3540
109.0 372.0
T T e T
miz--> 50 100 150 200 250 300 350 400
Abundance #178628: 17-Epi-trenbolone, trimethylsily| ether R EEmma e
73.0 2110 342.0 10.60 10.80 11.00 11.20
’ m/z 429.10 20.63%
5000
129.0 52.0
| ]1664 F |
0...,...JﬂﬂhhU,.“Jﬂ,.w..r....,.ﬂu.,....,.... SR A
miz--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 unknownll1l.29 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.29 2.11 ng 97733 Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406S17 019095-23-9 38
2 Octasiloxane. 1.1.3.3.5.5.7.7.9.... 578 C16H5007S18 019095-24-0 37
3 Trimethvisilvl-di(timethvilsiloxy... 280 C9H2802Si4 139347-50-5 23
4 1-Monolinoleovlalvcerol trimethv... 498 C27H5404Si2 054284-45-6 20
5 1,4-Dihydro-pyridine-3-carboxyli... 284 C16H16N203 1000259-17-8 18

Abundance Scan 1590 (11.289 min): BF095168.D (-1586) (-) m/z 43.00 100.00%
43.0
5000
207.1
111.1
| 281.0 3410 4150 11.00 11.20 11.40 11.60
O L e e | M7z 73.00 59.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235668: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-te...
73.0
5000 207.0
11.00 11.20 11.40 11.60
m/z 58.00 29.34%
133.0 281.0 355.0
T T T T T ”.....w..”,.”.,”..“..w..
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
AIIIIIIIIIIIIIIIIIIIIIII
11.00 11.20 11.40 11.60
5000 207.0 m/z 57.00 24.42%
147.0 281.0
' 341.0
0128.0 385. 0429 0 5030 563.0
L o LI s e e ey e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127843: Trimethylsilyl-di(timethylsiloxy)-silane
73.0 191.0 11.00 11.20 11.40 11.60
m/z 207.10 24 _38%
5000
147.0
265.0
o I8 N G O 1 s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095168.D

Aca On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.09 ng 79555 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 52
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 38
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 38
Abundance Scan 2388 (15.983 min): BF095168.D (-2383) (-) m/z 73.00 100.00%
43.0 73.0
149.0
5000 129.1
97.0 et
| | 17|1'1 213.2 15.60 1580 16.00 16.20 16.40
o AL Tm/z 43.05  87.55%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73.0
5000 43.0 129.0 15,60 15.80 16.00 16.20 16.40
1010 157.0 m/z 41.00 82.38%
li_J |
Ol"”lu”wﬂ”“ w"M"“l'“'lh“'lgppw"ﬁ"”l
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
43.0
15.60 15.80 16.00 16.20 16.40
5000 m/z 60.00 78.85%
27.0 85.0 129.0
R R U A A L L SRS RN R
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39474: n-Decanoic acid | L B B
73.0 15.60 15.80 16.00 16.20 16.40
m/z 57.10 76.06%
129.0
5000
57.
I | .ph..%gﬁf{w., A ass0l20
m/z--> 200 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051617\
Data File : BF095168.D

Acq On : 16 May 2017 21:34

Operator : SJ/MA

Sample : 13160-03

Misc :

ALS Vial : 12 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... 5.15 15.6 ng 483752 1 7.78 621708 20.0
unknown? .44 7.44 98.9 ng 3075410 1 7.78 621708 20.0
Cyclohexasiloxane... 10.84 9.4 ng 395617 2 9.79 843345 20.0
unknownl1l.29 11.29 2.1 ng 97733 3 12.62 927284 20.0
Dodecanoic acid 15.98 2.1 ng 79555 4 15.02 761439 20.0
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