LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100438.D

Aca On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 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-BF110817.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 5.122 512 516 527 rBV 404885 443090 18.16% 1.924%
2 5.516 579 583 587 rBY 2221055 2222475 91.09% 9.652%
3 6.528 749 755 762 rBY 2372804 2394798 98.16% 10.400%
4 6.669 775 779 783 rBVY 2288031 2286121 93.70% 9.928%
5 6.904 815 819 822 rBVY 1220280 954512 39.12% 4.145%
6 7.063 841 846 849 rVB 1859643 1753680 71.88% 7.616%
7 7.463 909 914 917 rBVY 1616874 1373857 56.31% 5.967%
8 8.186 1033 1037 1040 rBVY 1525734 1203228 49.32% 5.226%
9 9.257 1215 1219 1223 rBvV 2606320 2439739 100.00% 10.596%
10 9.651 1282 1286 1294 rBV 126488 119023 4.88% 0.517%
11 9.804 1308 1312 1317 rBV 26865 25902 1.06% 0.112%

12 9.939 1331 1335 1346 rBV2 1243838 1171067 48.00% 5.086%
13 10.727 1465 1469 1479 rBV 1340695 1175986 48.20% 5.107%
14 11.427 1584 1588 1591 rBV 1215078 1028734 42.17% 4._.468%

15 11.451 1591 1592 1596 rVvVv 70689 38574 1.58% 0.168%
16 11.504 1598 1601 1604 rVB 51177 44687 1.83% 0.194%
17 11.939 1671 1675 1683 rBV3 40090 56292 2.31% 0.244%

18 12.639 1791 1794 1798 rVB 138859 115938 4._75% 0.504%
19 12.868 1831 1833 1838 rVB 136704 113578 4.66% 0.493%
20 13.010 1853 1857 1861 rBV 2079102 1836163 75.26% 7.974%

21 13.898 2005 2008 2013 rBV2 79591 96106 3.94% 0.417%
22 14.068 2032 2037 2040 rBV 1009257 957015 39.23% 4._.156%
23 15.109 2212 2214 2224 rVB2 77470 149706 6.14% 0.650%
24 15.486 2275 2278 2282 rBV 61393 78311 3.21% 0.340%
25 15.551 2285 2289 2300 rVB 504684 750456 30.76% 3.259%

26 17.503 2616 2621 2629 rVB 99156 196960 8.07% 0.855%

Sum of corrected areas: 23025998
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100438.D

Aca On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100438.D
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2500000

2000000

1500000

14.07

1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF110817.M Mon Nov 13 13:44:10 2017 Page: 2



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100438.D

Aca On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 9.28 ng 443090 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 516 (5.122 min): BF100438.D (-512) (-) m/z 42.95 100.00%
43.0
59.0
5000
011 B 85 550 s
Orrerr il 700 880 | h/z 59.00 54.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRS LR LR
4.80 500 5.20 5.40
59.0 m/z 101.10 17.01%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 1.0 m/z 58.00 15.14%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.01%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100438.D

Aca On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 47.90 ng 2286120 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF100438.D (-775) (-) m/z 132.00 100.00%
13p.0
5000 68.1
201 °1 gk oko 650 700
0! - I B e B B m/z 68.10 41 .57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 RSN AR AN RS AN SR
6.40 6.60 6.80 7.00
104.0 m/z 134.00 33.21%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7ho
5000 ogo 1160 m/z 66.00 27 .25%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.71%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
0'"|'“"P'w'rm'”m'“"ﬂh'lu'“‘w""l"”l"" IREBE AR SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100438.D

Aca On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.01 ng 96106 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
4 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 83
5 Octacosanol 410 C28H580 000557-61-9 76
Abundance Scan 2008 (13.898 min): BF100438.D (-2005) (-) m/z 57.05 100.00%
57.0
7.1
5000
154.1192.0 2340 576 o 3260 13.60 13.80 14.00 14.20
Ot m/z 43.10 91.87%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 L DAL FULRULE B UL
13.60 13.80 14.00 14.20
m/z 55.10 82.79%
o150 | | 1 “ | 1300 1960 2600 300
m/z-> 0 50 100 150 260 250 300 350 400 450 '
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.05 77.98%
. 12501670 2100 267.0307.0 490.0
I SRR ARSI DAL DAL S UL AL SARLLN SRR
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R e R
43, 13.60 13.80 14.00 14.20
83.0 m/z 69.05 73.55%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100438.D

Acq On : 11 Nov 2017 14:09

Operator : SJ/JU

Sample : 16407-01 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.12 9.3 ng 443090 1 6.90 954512 20.0
unknown6 .67 6.67 47.9 ng 2286120 1 6.90 954512 20.0
Trifluoroacetoxy ... 13.90 2.0 ng 96106 5 14.07 957015 20.0
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