LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\
Data File : BF092657.D
Aca On : 31 Jan 2017 2:06 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 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-BF013017.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 5.150 265 268 274 rVB 1503816 1902359 40.95% 4.881%
2 5.573 302 305 307 rBVY 3627473 3638644 78.32% 9.335%
3 6.601 392 395 397 rBVY 3569380 4202593 90.46% 10.782%
4 6.727 403 406 409 rBVY 3543534 3564615 76.73% 9.145%
5 6.956 424 426 429 rBV 1236151 1037302 22.33% 2.661%
6 7.116 437 440 442 rBVY 3270588 2979682 64.14% 7 .645%
7 7.527 473 476 478 rBV 2417860 2641574 56.86% 6.777%
8 8.247 536 539 542 rBVY 1382975 1333871 28.71% 3.422%
9 9.333 630 634 636 rBY 4032158 4645689 100.00% 11.919%
10 9.722 665 668 670 rBV 366916 315041 6.78% 0.808%

11 9.916 682 685 689 rvB2 77367 153375 3.30% 0.393%
12 10.008 690 693 695 rBVY 1841356 1632155 35.13% 4.187%
13 10.430 727 730 732 rVB 92502 97080 2.09% 0.249%
14 10.648 746 749 753 rBV 29450 46856 1.01% 0.120%
15 10.796 759 762 765 rBV 2259866 2405841 51.79% 6.172%

16 10.910 770 772 775 rBV 94088 152981 3.29% 0.392%

17 11.356 808 811 812 rBV 88219 98132 2.11% 0.252%
18 11.493 820 823 825 rBV 1774105 1565546 33.70% 4.016%
19 12.705 927 929 931 rBV 86790 77290 1.66% 0.198%
20 12.934 946 949 951 rBV 65883 71399 1.54% 0.183%

21 13.082 959 962 964 rBV 3574302 3880729 83.53% 9.956%
22 13.962 1037 1039 1042 rBV2 88889 120404 2.59% 0.309%
23 14.134 1051 1054 1056 rBV 860142 1133662 24.40% 2.908%

24 14.979 1125 1128 1132 rVB 43359 56502 1.22% 0.145%

25 15.174 1143 1145 1149 rVB 26155 53551 1.15% 0.137%

26 15.597 1179 1182 1190 rVB 662095 991245 21.34% 2.543%

27 16.065 1220 1223 1225 rBV 32791 55601 1.20% 0.143%

28 16.568 1264 1267 1274 rVB2 31734 73141 1.57% 0.188%

29 17.163 1316 1319 1323 rVB3 23410 51233 1.10% 0.131%
Sum of corrected areas: 38978093
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\

Data File : BF092657.D

Aca On - 31 Jan 2017 2:06

Operator : SJ/MA

ﬁ?ggle i 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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: BF092657.D
4000000

5.57 6.68.73
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Abundance TIC: BF092657.D
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13.08
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e —
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Abundance TIC: BF092657.D
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15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\

Data File : BF092657.D

Aca On - 31 Jan 2017 2:06

Operator : SJ/MA

ﬁ?ggle i 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 36.68 ng 1902360 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 268 (5.150 min): BF092657.D (-265) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 S AL L I
| 711 832 | 4.80 5.00 5.20 5.40
o BEMBEBNY S| RN 5 m/z 59.10 57.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R LI L B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 16.55%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.10 15.70%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime B e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000
101.0
oL 150 310 | 80690 860 N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013017\

Data File : BF092657.D

Aca On - 31 Jan 2017 2:06

Operator : SJ/MA

ﬁ?ggle i 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.73 Concentration Rank 1

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

6.73 68.73 ng 3564620 1,4-Dichlorobenzene-d4 6.96
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 406 (6.727 min): BF092657.D (-403) (-) m/z 132.10 100.00%
1321
5000 68.1
201 S Th o8 o 7ho
01 T e e B m/z 68.10 44 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 A RRASE AASE RARAR RS
6.40 6.60 6.80 7.00
104.0 m/z 134.10 32.39%
51.0 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 750
5000 ogo 1160 m/z 66.10 28 .30%
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 #13916: Benzene, 1,3,5-trifluoro- L L L L L L B
13p.0 6.40 6.60 6.80 7.00
m/z 69.10 17.62%
5000
63.0 81.0
310 480 112.0 |
R S S L S B LI B I W AR SRR AR
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 : Z:\HPCHEM1I\BNA F\DATA\BF013017\

Data File : BF092657.D

Aca On - 31 Jan 2017 2:06

Operator : SJ/MA

ﬁ?ggle i 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.12 ng 120404 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
4 1-Docosene 308 C22H44 001599-67-3 92
5 1-Nonadecanol 284 C19H400 001454-84-8 91
Abundance Scan 1039 (13.962 min): BF092657.D (-1037) (-) m/z 55.10 100.00%

55]1

83.0

5000

-

139.2 165.1 189.0 234.1 281.2 13.60 13.80 14.00 14.20
m/z 57.10 97.41%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

-

5000 S
1110 13.60 13.80 14.00 14.20

m/z 43.05 95.48%

29.0
139.0

168.0 210.0 238.0 2660 295.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 AU A AR
13.60 13.80 14.00 14.20
5000 m/z 69.10 76.13%

111.0

o 139.0 182.0 210.0

mwﬁmmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester S A m e
13.60 13.80 14.00 14.20

m/z 83.05 75.46%

-

69.0

5000

125.0

:

153.0 196.0 224.0

I T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013017\

Data File : BF092657.D

Acq On : 31 Jan 2017 2:06

Operator : SJ/MA

ﬁ?ggle i 11552-01 FK-EF-01-003-ABCD
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.15 36.7 ng 1902360 1 6.96 1037300 20.0
unknown6.73 6.73 68.7 ng 3564620 1 6.96 1037300 20.0
Dichloroacetic ac... 13.96 2.1 ng 120404 5 14.13 1133660 20.0

8270-BF013017.M Tue Jan 31 16:13:57 2017 Page: 6



