LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

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-BF043015.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 1.564 30 33 36 rvB 383364 552869 20.81% 2.461%
2 1.735 45 48 51 rBvV 743783 934741 35.19% 4.161%
3 1.850 56 58 95 rvB 1177286 2133724 80.33% 9.497%
4 5.073 339 340 346 rBV 41217 58342 2.20% 0.260%
5 5.576 382 384 387 rBV 593373 804265 30.28% 3.580%

6.845 493 495 498 rBvV 650305 568830 21.41% 2.532%
6.993 505 508 511 rBV 1710664 1569816 59.10% 6.987%
536 rBvY 577756 541138 20.37% 2.409%
7.473 547 550 552 rVB 1123666 1413604 53.22% 6.292%
7.976 591 594 596 rBV 1284950 1255285 47.26% 5.587%
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11 8.856 669 671 674 rVB 896969 773792 29.13% 3.444%
12 10.045 773 775 778 rBV 121019 150802 5.68% 0.671%
13 10.205 786 789 791 rBV 2765779 2590028 97.50% 11.528%
14 10.708 831 833 836 rBvV 25257 26710 1.01% 0.119%
15 11.028 859 861 864 rVvB 713603 880670 33.15% 3.920%

16 11.462 894 899 900 rBVS5 11659 31542 1.19% 0.140%
17 11.554 903 907 908 rBVvV2 15872 41122 1.55% 0.183%
18 11.588 908 910 912 rVB 175439 171394 6.45% 0.763%
19 11.725 920 922 927 rVB6 12459 29470 1.11% 0.131%
20 11.931 938 940 942 rBV 45134 46568 1.75% 0.207%
21 12.011 945 947 950 rVB 1486361 1564327 58.89%% 6.963%
22 12.331 972 975 976 rBV3 13285 28544 1.07% 0.127%
23 12.434 982 984 986 rBV 47045 54091 2.04% 0.241%
24 12.582 992 997 1000 rBV3 30483 69695 2.62% 0.310%

25 12.879 1020 1023 1025 rBV 873268 917795 34.55% 4.085%

26 13.622 1087 1088 1096 rVB2 19683 50296 1.89% 0.224%
27 14.868 1195 1197 1200 rBV 2123578 2656327 100.00% 11.823%
28 16.034 1297 1299 1306 rBV 126307 185677 6.99% 0.826%
29 16.160 1308 1310 1313 rBV 777773 1056611 39.78% 4_.703%

30 16.846 1368 1370 1374 rBV5 16372 39826 1.50% 0.177%
31 17.886 1458 1461 1464 rBV 876154 1120632 42.19% 4.988%
32 18.206 1487 1489 1493 rVB4 35219 69777 2.63% 0.311%
33 20.972 1728 1731 1735 rVB3 29414 78586 2.96% 0.350%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22466896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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: BF079166.D
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10.20

2500000

2000000

12.01
1500000
r.98

1000000 8.86 12.88

500000

10.0 13.62

10.71

0%..,....,............................................

Y T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF079166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.74 34.55 ng 934741 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 48 (1.735 min): BF079166.D (-45) (-) m/z 73.10 100.00%
7B
43
5000
55 87
e
1.40 1.60 1.80 2.00
3 SN F 10 ORI A N NN m/z 43.10 53.63%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 BANARDERNEDE SRR SRR
43 55 1.40 1.60 1.80 2.00
07 87 m/z 55.10 28.13%
. (132 38| | 50 | 6267 101
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
BN SRR SRR
1.40 1.60 1.80 2.00
5000 59 m/z 87.10 25.29%
87
43
o 29 38 53 67 102
miz--> 20 30 40 50 60 70 80 90 100 110
Abundance #2022: 1,3-Dioxolane, 2-methyl- e REERE R B
73 1.40 1.60 1.80 2.00

m/z 41.05 12.82%

5000 43

58

29 ﬁ7

ottt

m/z--> 20 30 40 50 60 70 80 90 100 110 140 1.60 1.80 2.00

8270-BF043015.M Wed May 13 14:37:16 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.07 2.16 ng 58342 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 340 (5.073 min): BF079166.D (-339) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 | 480 5.00 520 5.40
0'HPHWH“v“ﬂt“VJW““V“W““V“W““V“W““'HW““P“W“" m/z 59.10 58.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L LI L I
59 480 500 520 5.40
m/z 101.10 18.44%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540
5000 m/z 58.10 16.67%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone R N REREEEE s
59 480 5.00 520 5.40
m/z 41.10 11.36%
5000 43
31
0 ]75 1 | ‘\ N 69 8\7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 unknown6.99 Concentration Rank 2

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

6.99 58.02 ng 1569820 1,4-Dichlorobenzene-d4 7.28
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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 508 (6.993 min): BF079166.D (-505) (-) m/z 132.00 100.00%
5000 68
5 |
40 _ 54 | 75 104 6.60 6.80 7.00 7.20 7.40
o R . ??...' SO A v - m/z 68.10 40.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L RN UL R
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.25%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 25.03%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R
132 6.60 6.80 7.00 7.20 7.40
o7 m/z 69.10 15.58%
5000 0
31 52
0 4 ‘ o0 | 7\8 86 ! 105 1:!-6 |
m/z--> 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 Propanoic acid, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 3.42 ng 150802 Acenaphthene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 87
2 Propanoic acid. 2-methvl-., 2-met... 144 C8H1602 000097-85-8 50
3 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 45
4 Butanoic acid. 1-methvlethvl ester 130 C7H1402 000638-11-9 43
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 40
Abundance Scan 775 (10.045 min): BF079166.D (-773) (-) m/z 71.10 100.00%
43 n
5000
56 a3
98
111 143 9.80 10.00 10.20 10.40
o ,..'-uJ.,|.'.|..-|,..'..,12]3...,-.~...,..1.7?, m/z 43.10 82.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
56 9.80 10.00 10.20 10.40
83 o m/z 56.10 34 .85%
| IN—— | | _— ,M.‘.n“ .%%1., . .}13... ,..17?,
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 71
9.80 10.00 10.20 10.40
5000 56 m/z 83.05 27 .30%
29 89
ol 15 101 114 129
miz--> 20 40 60 80 100 120 140 160
Abundance #19878: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]- L B LI B o e B
43 71 9.80 10.00 10.20 10.40
m/z 41.10 22 .69%
5000
83
27 55 ‘ gg 111 126
oL ..lu‘l‘..‘l‘l‘.‘.“lhl .‘.‘EM. |“£‘...“luu‘..|....::-4.3...|....| e e
m/z--> 20 40 60 80 100 120 140 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079166.D

Aca On : 12 May 2015 19:16

Operator : TP/1Z

Sample : 62104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.03 3.51 ng 185677 Chrysene-di12 16.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Hexadecanol 242 C16H340 036653-82-4 90

074339-53-0 90
074339-52-9 87

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302

Abundance Scan 1299 (16.034 min): BF079166.D (-1297) (-) m/z 57.10 100.00%

5000

:

125 I o o B B LA e e
139153167 187 og7 15.80 16.00 16.20 16.40

0 m/z 55.10 93.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43
83
97
5000 LIS I L L L L L L L
29 15.80 16.00 16.20 16.40
125 m/z 43.10 89.10%
N | 139153167182196210224 252 280
S ARRRELE Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 R B B B S
97 15.80 16.00 16.20 16.40
5000 m/z 83.10 87.59%
29 111
125
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol B T R B B
5 69 15.80 16.00 16.20 16.40
83 m/z 97.10 79.94%
5000
111
5
o 139154168 196 224
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079166.D

Acq On : 12 May 2015 19:16

Operator : TP/1Z

Sample : G2104-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Butane, 2-methoxy... 1.74 34.5 ng 934741 1 7.28 541138 20.0
2-Pentanone, 4-hy... 5.07 2.2 ng 58342 1 7.28 541138 20.0
unknown6 .99 6.99 58.0 ng 1569820 1 7.28 541138 20.0
Propanoic acid, 2... 10.04 3.4 ng 150802 3 11.03 880670 20.0
3-Eicosene, (E)- 16.03 3.5 ng 185677 5 16.16 1056610 20.0
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