LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 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-BF072517.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 4.622 462 465 474 rBV 13545 19231 2.04% 0.330%
2 5.093 541 545 557 rBV 147988 201216 21.37% 3.450%
3 6.157 722 726 735 rBV 171626 213238 22.64% 3.656%
4 6.269 742 745 750 rBV 218464 212264 22.54% 3.639%
5 6.492 780 783 792 rBV 753628 641640 68.13% 11.001%
6 6.651 806 810 817 rBV 171392 155008 16.46% 2.658%
7 7.063 876 880 889 rBV 116525 126901 13.47% 2.176%
8 7.781 998 1002 1005 rBY 1084525 941772 100.00% 16.147%
9 8.857 1181 1185 1188 rBV 262195 213719 22.69% 3.664%
10 9.163 1234 1237 1239 rBvV 16763 11648 1.24% 0.200%
11 9.257 1250 1253 1258 rVB 16858 15450 1.64% 0.265%
12 9.522 1295 1298 1310 rVB 867497 779303 82.75% 13.361%
13 9.951 1368 1371 1374 rBV 59762 51109 5.43% 0.876%
14 10.310 1429 1432 1438 rBvV 93598 81814 8.69% 1.403%
15 10.998 1545 1549 1553 rBvV 737913 609005 64.67% 10.441%
16 11.557 1641 1644 1646 rBvV2 9935 11814 1.25% 0.203%
17 12.204 1752 1754 1759 rVB3 10747 11664 1.24% 0.200%
18 12.580 1814 1818 1821 rBV 181066 160299 17.02% 2.748%
19 12.804 1852 1856 1857 rBvV3 25450 34917 3.71% 0.599%

20 13.621 1991 1995 2003 rBV 648316 642237 68.19% 11.011%

21 14.974 2222 2225 2230 rBV 324147 364949 38.75% 6.257%

22 15.557 2322 2324 2331 rBvVS 53082 89711 9.53% 1.538%

23 15.804 2364 2366 2371 rBv4 68896 105742 11.23% 1.813%

24 18.962 2900 2903 2907 rBV5 28831 43242 4 _.59% 0.741%

25 19.180 2937 2940 2945 rBV6 40368 70192 7 .45% 1.203%

26 19.439 2982 2984 2988 rBV4 23542 24476 2.60% 0.420%
Sum of corrected areas: 5832561
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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: BF097095.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.27 Concentration Rank 1

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

6.27 6.62 ng 212264 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.269 min): BF097095.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBE ARSI S
401 540 6.00 6.20 6.40 6.60
....,...:|'!..=,!!..,=:I.|,..7.5.‘,0....,..!.,1.0.?.1,....,...., v m/z 68.10 36.33%
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
5000 1 el e o
a0 7O o m/z 134.00 31.21%
‘ 79.0 :
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono Tgho 650 640 6k
5000 ' m/z 66.00 23.35%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.00 6.20 6.40 6.60
m/z 69.10 13.70%
5000
33.0 44.0 00 105.0
'"'PL"I"'W"'éﬁ?"'l'”qqp'”I"ﬂ'l'ihl%%ﬁgl'”'l T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 3 unknownl5.56 Concentration Rank 3

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

15.56 4.92 ng 89711 Perylene-di12 14.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hv... 296 C18H3203 1000298-98-4 43
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 42
3 Phenanthrene. 2-dodecvltetradeca... 360 C26H48 055334-22-0 27
4 Aciphvllene 204 C15H24 087745-31-1 25
5 Butanoic acid, 4-[3-acetyl-2-(2-... 411 C23H22FNO5 298687-75-9 20

Abundance Scan 2325 (15.562 min): BF097095.D (-2322) (-) m/z 43.10 100.00%
431
95.1
5000
221.0 561284.1316.0 355.2955 5 R B
' 15.20 15.40 15.60 15.80
m/z 95.10 81.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
58.0 95.0 191.0
5000 ||||||||||||||||||||
149.0 236.0 15.20 15.40 15.60 15.80
‘ ' m/z 81.10 72.24%
Al \M I h| \ in ‘\ b \ _ 2190
m/z--> 50 250 300 350 400
Abundance
95.0 191.0
41.0 SN
15.20 15.40 15.60 15.80
5000 m/z 191.15 65.48%
135.0 274.0
219.0
o e T B S e LA B e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190940: Phenanthrene, 2-dodecyltetradecahydro- I B o
43.0 95.0 15.20 15.40 15.60 15.80
' m/z 69.10 60.82%
191.0
5000
135.0 360.0
‘ l \ 249.0
303.0
Ay dmee | e
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 unknownl15.80 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.80 5.79 ng 105742 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 42
2 2-Tridecvl-5-(Cacetvlamino)tetrah... 339 C20H37NO3 057633-80-4 35
3 Pentadecane 212 C15H32 000629-62-9 20
4 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 18
5 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 18

Abundance Scan 2365 (15.798 min): BF097095.D (-2364) (-) m/z 57.00 100.00%

57.0

5000

302 1351.2 SRR AARRR AR AR

15.40 15.60 15.80 16.00 16.20
m/z 55.00 70.78%

9.1 1532 1951 2480 304.3

m/z--> 50 100 150 200 250 300 350
Abundance #59881: Tetradecane
57.0
5000 | NI LI L L L LB LB L
15.40 15.60 15.80 16.00 16.20
2710 m/z 83.10 67.83%
99.0
P e o
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R B R e ma
85.0 15.40 15.60 15.80 16.00 16.20
5000 m/z 43.10 64 .65%
114.0 309.0339.0
149.0 186.0 219.0290-0280.0
Al e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #71395: Pentadecane e o
57.0 15.40 15.60 15.80 16.00 16.20
m/z 71.10 43.82%
5000
27,0
| I 9.0 1410 1g32120

1
m/z--> 50 100 150

| T T T T I T
200 250 300 350 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl18.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.96 2.37 ng 43242 Perylene-di12 14.97
Hit# of 1 Tentative ID MW  MolForm CAS# Qual
1 No Hits From C:\DATABASE\NIST11.L 0 0
Abundance Scan 2903 (18.962 min): BF097095.D (-2900) (-) m/z 55.05 100.00%
54.0
9500
9000
8500 LN UL SRR
18.60 18.80 19.00 19.20
8000 m/z 43.10 37.64%
7500
7000
6500
LN UL SRR I
18.60 18.80 19.00 19.20
6000 m/z 41.00 31.49%
5500
5000
4500
4000 18.60 18.80 19.00 19.20
m/z 109.10 29.35%
3500
3000 109.1
81.0
189.1
2500 145.9 2819
244.1
2000 327.1 3561 18.60 18.80 19.00 19.20
2182 m/z 95.05 27.97%
1500
1000
500 |
0"#! ey J'J LH”P”"“I”' RSN SRR
m/z--> 4ommmmmmmmmmnmmmwmmmmmm 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072617\
Data File : BF097095.D

Aca On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl19.18 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.18 3.85 ng 70192 Perylene-di12 14.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. 4-fluorophenvl me... 170 C8H7F03 001847-98-9 10
2 Bicvclol3.3.11nonan-3-one. 7-(am... 167 C10H17NO 056701-31-6 10
3 4(1H)-Pvrimidinone. 2-(butvlithio)- 184 C8H12N20S 054774-97-9 9
4 2H-Pvran-5-carboxamide. 2-oxo-N-... 243 C14H13NO3 340295-86-5 9
5 4,7,7-Trimethylbicyclo[2.2.1]hep... 207 C13H21NO 1000210-89-8 9

Abundance Scan 2940 (19.180 min): BF097095.D (-2937) (-) m/z 55.00 100.00%

.0
81.0

5000
119.1 157.2

207.1 2431 2831 341.1 e B
21 310.1 18.80 19.00 19.20 19.40

m/z 43.10 78 .85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38817: Carbonic acid, 4-fluorophenyl methyl ester
83.0

111.0

5000 B B e
57.0 18. 80 19. OO 19. 20 19.40

‘ 170.0 m/z 81.00 72.95%
Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

30.0 95.0

18.80 19.00 19.20 19.40
5000 m/z 57.10 62.94%

138.0
167.0

67.0

mmmwmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49147: 4(1H)-Pyrimidinone, 2-(butylthio)- B R AL e e
.0 18.80 19.00 19.20 19.40

m/z 83.10 55.43%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 80 19. 00 19. 20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072617\
Data File : BF097095.D

Acq On 27 Jul 2017 00:29

Operator : SJ/JU

Sample : 14359-17 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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 .27 6.27 6.6 ng 212264 1 6.49 641640 20.0
unknownl15.56 15.56 4.9 ng 89711 6 14.97 364949 20.0
unknownl15.80 15.80 5.8 ng 105742 6 14.97 364949 20.0
unknownl18.96 18.96 2.4 ng 43242 6 14.97 364949 20.0
unknown19.18 19.18 3.9 ng 70192 6 14.97 364949 20.0
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