LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081857.D

Aca On : 28 Sep 2015 22:17

Operator : UM/I1Z

Sample : 6G3778-01

Misc :

ALS Vial : 19 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 5.120 258 261 264 rBVY 1308432 1771188 60.24% 7.274%
2 5.520 294 296 311 rBV 778252 1165117 39.63% 4.785%
3 6.560 384 387 397 rBVY 1353352 2463717 83.80% 10.118%
4 6.697 397 399 412 rVB 1811990 2039245 69.36% 8.374%
5 6.937 417 420 431 rvVv 412323 648158 22.05% 2.662%

6 7.086 431 433 449 rVB 2053684 2232770 75.94% 9.169%
7 7.497 466 469 483 rBV 1511059 1780620 60.56% 7.312%
8 8.217 530 532 551 rVvB 694059 877955 29.86% 3.605%
9 9.292 624 626 629 rBV 2090696 2940039 100.00% 12.074%
10 9.692 659 661 673 rBv 529138 594360 20.22% 2.441%
11 9.978 684 686 697 rVB 963145 978506 33.28% 4.018%
12 10.400 722 723 730 rVB 35393 32827 1.12% 0.135%
13 10.766 752 755 763 rBV 618292 773788 26.32% 3.178%
14 10.880 763 765 771 rVB 36085 62633 2.13% 0.257%
15 11.326 802 804 805 rBvV 29165 33694 1.15% 0.138%
16 11.463 814 816 820 rBV 1043337 1041054 35.41% 4._275%
17 12.675 921 922 926 rBV 35037 43160 1.47% 0.177%
18 12.904 939 942 945 rBV 25853 43786 1.49% 0.180%

19 13.052 952 0955 958 rBV 3033578 2883020 98.06% 11.840%
20 13.955 1032 1034 1041 rVB 56282 110940 3.77% 0.456%

21 14.104 1045 1047 1050 rVB 971823 989520 33.66% 4.064%
22 15.144 1136 1138 1142 rVB 16686 34681 1.18% 0.142%
23 15.578 1173 1176 1182 rVB 619188 809943 27 .55% 3.326%

Sum of corrected areas: 24350721
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081857.D

Aca On : 28 Sep 2015 22:17

Operator : UM/I1Z

Sample : 6G3778-01

Misc :

ALS Vial : 19 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081857.D

Aca On : 28 Sep 2015 22:17

Operator : UM/I1Z

Sample : 6G3778-01

Misc :

ALS Vial : 19 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.

5.12 54 .65 ng 1771190 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 261 (5.120 min): BF081857.D (-258) (-) m/z 43.10 100.00%
431
59.1
5000
o 480 5.00 520 540
I PR NI SN NN B 77 O R 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.10 19.52%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 4.80 500 5.20 5.40
5000 m/z 58.10 17.54%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.80 500 5.20 5.40
m/z 41.10 8.86%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081857.D

Aca On : 28 Sep 2015 22:17

Operator : UM/I1Z

Sample : 6G3778-01

Misc :

ALS Vial : 19 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 unknown6.70 Concentration Rank 2

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

6.70 62.92 ng 2039250 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 399 (6.697 min): BF081857.D (-397) (-) m/z 132.00 100.00%
132.
5000 68.1
w01 | 9%.1 oo ko 650 700
: 54.1 . . .
Ot 8 Lo dpeousa WL h77 68.10  36.77%
m/z--> 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 k_
5000 I RAREE RS LA LA
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.57%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.05 24.71%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.91%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 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\BF092815\
Data File : BF081857.D

Aca On : 28 Sep 2015 22:17

Operator : UM/I1Z

Sample : 6G3778-01

Misc :

ALS Vial : 19 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-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96  2.24ng 110940  Chrysene-diz 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-octadecanol 270 C18H380 000112-92-5 93
2 11-Tricosene 322 C23H46 052078-56-5 91

3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1034 (13.955 min): BF081857.D (-1032) (-) m/z 57.10 100.00%
I /V,\%ﬂ—[\)\m\/\w
5000 111.1
230'1 T rrrr L TTTrT TTTrT T
139.1 13.60 13.80 14.00 14.20
o} m/z 55.10 91.25%
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Abundance #100813: 1-Octadecanol
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5000 LA L L L L L L L L L
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m/z 83.10 85.93%
. “ | 139.0 1680 196.0 224.0 252.0
rrerpe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
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R I
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5000 83.0 m/z 43.10 82.48%

111.0
o 140.0 168.0 196.0 224.0  266.0 294.0 322.0
1

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

Abundance #143984: Trichloroacetic acid, tetradecy! ester R e  REREE
83.0 13.60 13.80 14.00 14.20

m/z 69.10 77 .88%

3
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o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

T T T T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
Data File : BF081857.D

Acq On : 28 Sep 2015 22:17

Operator : UM/1Z

Sample : G3778-01

Misc :

ALS Vial : 19 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 54_.6 ng 1771190 1 6.94 648158 20.0
unknown6.70 6.70 62.9 ng 2039250 1 6.94 648158 20.0
1-Octadecanol 13.96 2.2 ng 110940 5 14.10 989520 20.0
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