LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082007.D

Aca On : 3 Oct 2015 6:33

Operator : UM/I1Z

Sample : 6G3905-01

Misc :

ALS Vial : 29 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-BF092815.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 5.074 253 257 267 rBV 962160 1445674 43.21% 5.492%
2 5.486 290 293 295 rBY 2262144 2556084 76.40% 9.710%
3 6.514 380 383 385 rBVY 2187531 2350206 70.25% 8.928%
4 6.652 392 395 397 rBY 2639934 2551986 76.28% 9.694%
5 6.880 414 415 424 rBV 308670 508711 15.21% 1.932%

7.040 427 429 432 rBV 2093378 1885654 56.36% 7.163%
7.452 462 465 479 rBV 1379581 1610588 48.14% 6.118%
7.635 479 481 488 rVB2 23034 41697 1.25% 0.158%
8.172 526 528 535 rBvV 731962 708517 21.18% 2.692%
9.258 620 623 625 rBV 2487878 3127245 93.47% 11.880%

=
QO ~NO®

11 9.646 655 657 660 rBvV 551472 543907 16.26% 2.066%
12 9.932 679 682 685 rBvV 944340 861155 25.74% 3.271%
13 10.721 749 751 754 rBV2 1436859 1918475 57.34% 7.288%
14 10.835 760 761 769 rvVB 49953 72632 2.17% 0.276%
15 11.292 798 801 802 rBV 21897 34440 1.03% 0.131%

16 11.418 810 812 821 rBV 534586 863056 25.80% 3.279%
17 11.955 857 859 867 rBvV 41213 58266 1.74% 0.221%
18 13.018 949 0952 955 rBV 3038657 3345624 100.00% 12.709%
19 13.921 1028 1031 1041 rBV3 40720 160051 4.78% 0.608%
20 14.069 1041 1044 1057 rVB 775053 940756 28.12% 3.574%

21 15.532 1169 1172 1188 rBV 426017 739391 22.10% 2.809%

Sum of corrected areas: 26324115

8270-BF092815.M Mon Oct 05 18:29:05 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082007.D

Aca On : 3 Oct 2015 6:33

Operator : UM/I1Z

Sample : 6G3905-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082007.D

Aca On : 3 Oct 2015 6:33

Operator : UM/I1Z

Sample : 6G3905-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.07 56.84 ng 1445670 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 257 (5.074 min): BF082007.D (-253) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 e BAREE Ee s
|71183.1 | 480 500 520 5.40
0'“l““v'“w'Jm“'vﬂw'“w“'w““l“”v'“v“'V“W'HW“'W m/z 59.10 62.19%
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 LR L R L UL
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 19.69%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 18.00%
20.0 101.0
ol 20 73.0 85.0
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 5.20 5.40
m/z 41.10 8.93%
5000 41.0
0 Il 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082007.D

Aca On : 3 Oct 2015 6:33

Operator : UM/I1Z

Sample : 6G3905-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 100.33 ng 2551990 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 395 (6.652 min): BF082007.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 540 || oo i ek 65 6By b0
Obrrprrrrprrer e i e b o Ot || M7z 68,10 41.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S AR LN
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.14%
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
640 6.60 6.80 7.00
5000 m/z 66.10 27 .49%
104.0
ol 140 270 300 510 060 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R B Eamme
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.98%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082007.D

Aca On : 3 Oct 2015 6:33

Operator : UM/I1Z

Sample : 6G3905-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Tetracosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.40 ng 160051 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 86
2 17-Pentatriacontene 491 C35H70 006971-40-0 86
3 1-Heptadecanol 256 C17H360 001454-85-9 81
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 74
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 74
Abundance Scan 1031 (13.921 min): BF082007.D (-1028) (-) m/z 57.10 100.00%
57.1
5000 7.1

13.60 13.80 14.00 14.20

207.1

o M m/z 43.10 75.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142901: 1-Tetracosanol
43.0
5000 83.0

13.60 13.80 14.00 14.20
m/z 55.10 67.60%

oL M ‘\L‘ 125.0 168.0 210.0 252.0 294.0 336.0
L AL UL UL AL B W

B LA I o o |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 60.36%
125.0
o 167.0 210.0  267.0307.0 490.0
L o o o o LA Bt et o e o o o o S R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92320: 1-Heptadecanol A e A
55.0 13.60 13.80 14.00 14.20
m/z 69.10 52.73%
7.0
5000
LELL) 80 2100
O+ e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF082007.D

Acq On : 3 Oct 2015 6:33

Operator : UM/1Z

Sample - G3905-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 56.8 ng 1445670 1 6.89 508711 20.0
unknown6 .65 6.65 100.3 ng 2551990 1 6.89 508711 20.0
1-Tetracosanol 13.92 3.4 ng 160051 5 14.07 940756 20.0
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