LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 height area % max. total
1 4_533 211 214 218 rBvY 38176 51081 1.02% 0.132%
2 5.173 267 270 276 rBV 1414183 2001359 40.00% 5.168%
3 5.596 304 307 310 rBV 4155926 4420627 88.34% 11.416%
4 6.624 394 397 400 rBV 4086742 5003927 100.00% 12.922%
5 6.750 405 408 410 rBV 4575905 4544629 90.82% 11.736%

6.979 425 428 430 rBvV 737853 938965 18.76% 2.425%
7.127 439 441 444 rBV 2656903 3606846 72.08% 9.314%
7.539 474 477 480 rBV 2142297 2832110 56.60% 7.313%
8.270 538 541 543 rBV 1174158 1181397 23.61% 3.051%
9.356 633 636 638 rBVY 3481290 4286928 85.67% 11.070%

=
QO ~NO®

11 9.745 668 670 672 rBV 400119 344969 6.89% 0.891%
12 10.030 693 695 698 rBV 1159920 1090049 21.78% 2.815%
13 10.465 729 733 734 rBV 64724 88593 1.77% 0.229%
14 10.682 749 752 755 rBV 34191 51180 1.02% 0.132%
15 10.831 762 765 767 rBV 1807558 1897598 37.92% 4_.900%

16 10.933 772 774 779 rVB 123800 143190 2.86% 0.370%
17 11.379 811 813 819 rVB 56956 83868 1.68% 0.217%
18 11.528 823 826 828 rBV 984208 950512 19.00% 2.455%
19 13.116 962 965 967 rBV 3093177 3407774 68.10% 8.800%
20 14.019 1041 1044 1049 rBvV 74116 145944 2.92% 0.377%

21 14.168 1054 1057 1059 rvv 793939 878377 17.55% 2.268%
22 14.259 1063 1065 1069 rVB 59218 63344 1.27% 0.164%
23 15.654 1184 1187 1192 rBV 479093 711479 14.22% 1.837%

Sum of corrected areas: 38724746
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092604.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.17 42 .63 ng 2001360 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 270 (5.173 min): BF092604.D (-267) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
sl e e | 59 10 57840
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL LS UL IR B
59 480 500 520 540
m/z 101.10 17.33%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.03%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T
59 4.80 5.00 5.20 5.40
m/z 41.10 9.41%
5000
41
29 101
"'l""l"JHN"'Jlm”"l?%l*i""|??"|'§§'|""J""|' S R LU IR I
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\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 1

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

6.75 96.80 ng 4544630 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Xenon 132 Xe 007440-63-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 408 (6.750 min): BF092604.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 % J 640 6.60 680 7.00
54 . : : :
Jrer | wsus N "n/z 68.10 42.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 L L UL R I
6.40 6.60 6.80 7.00
33 44 o 105 m/z 134.10 33.01%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 27.17%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14007: 5-Aminoindole B o R
132 6.40 6.60 6.80 7.00
m/z 69.05 16.74%
5000
104
77
2\8 39 5\\:\% ‘?6 \Hm 89 ‘ 115
m/z--> 20 40 i 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:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 3.01 ng 143190 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Tetradecane, l-i1odo- 324 C14H29l 019218-94-1 80
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
Abundance Scan 774 (10.933 min): BF092604.D (-772) (-) m/z 57.10 100.00%
5
5000
%® L. 1060 1080 11100 1120
m/z 43.10 68.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #55008: Tetradecane
57
5000 U AR LN DU SRR

10,60 10.80 11.00 11.20
m/z 71.05 52.72%

99
i \‘ | ;41 198

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

10.60 10.80 11.00 11.20
5000 m/z 85.10 33.42%

26 99 141 183 226

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane AR BREE R
57 10.60 10.80 11.00 11.20

m/z 41.10 27 .30%

5000

97
w 141 183 225 267 309 351 393 463 505 561 603

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 3-Chloropropionic acid, hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.02 3.32 ng 145944 Chrysene-di2 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid, heptadec... 346 C20H39CI0O2 1000283-05-1 94
2 1-Docosene 308 C22H44 001599-67-3 91

3 1-Nonadecene 266 C19H38 018435-45-5 91

4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

5 1-Eicosanol 298 C20H420 000629-96-9 91

Abundance Scan 1044 (14.019 min): BF092604.D (-1041) (-) m/z 57.10 100.00%

97 83

5000

F

13.60 13.80 14.00 14.20 14.40
m/z 55.10 92.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57 3

:

41
5000 [TTrr[rrrrprrrrprrrrpro1
13.60 13.80 14.00 14.20 14.40
17 m/z 43.10 86.15%
2#\¢‘ 154 182 210 238253
RARARAE ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R RS A
97 13.60 13.80 14.00 14.20 14.40
5000 71 m/z 83.10 85.03%
29
125
14 153168 308
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene I EamaEmamEs R
41 13.60 13.80 14.00 14.20 14.40
m/z 97.10 71.95%
- ~)MJVJ«AAMFﬁJ\wwjxﬁﬁR/Wrﬁwm
Ll 139154 266
S RARARA el R T A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092604.D

Acq On : 28 Jan 2017 4:17

Operator : SJ/MA

Sample : 11527-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.17 42 .6 ng 2001360 1 6.98 938965 20.0
unknown6.75 6.75 96.8 ng 4544630 1 6.98 938965 20.0
Tetradecane 10.93 3.0 ng 143190 4 11.53 950512 20.0
3-Chloropropionic... 14.02 3.3 ng 145944 5 14.17 878377 20.0
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