LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 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-BF042016.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 5.036 256 258 265 rBV 628122 785997 10.88% 1.630%
2 5.447 292 294 297 rBVY 2216370 2848978 39.45% 5.909%
3 5.859 329 330 333 rBV 190874 204650 2.83% 0.424%
4 5.950 335 338 345 rVB 25891 72872 1.01% 0.151%
5 6.487 382 385 394 rBVY 1319080 2133277 29.54% 4.424%
6 6.624 394 397 400 rBVY 4613259 4997713 69.20% 10.365%
7 6.864 415 418 429 rVB 1039057 1568456 21.72% 3.253%
8 7.013 429 431 434 rBV 3799597 4634446 64.17% 9.612%
9 7.425 464 467 483 rBV 3482506 4526641 62.68% 9.388%
10 8.145 528 530 539 rBVY 1945056 2098157 29.05% 4_.351%

11 9.230 622 625 627 rBV 5494640 7221888 100.00% 14.978%
12 9.619 654 659 664 rvB2 58671 95115 1.32% 0.197%
13 9.905 681 684 686 rBVY 1397623 2041268 28.27% 4.233%
14 10.339 718 722 724 rBvV2 119691 163968 2.27% 0.340%
15 10.682 750 752 755 rBV2 2502405 3850661 53.32% 7.986%

16 10.808 761 763 770 rVB 151844 208839 2.89% 0.433%
17 11.254 800 802 808 rBV3 49852 105894 1.47% 0.220%
18 11.379 811 813 817 rBV 1706797 1859514 25.75% 3.856%
19 11.562 826 829 837 rVB 110938 179736 2.49% 0.373%
20 11.688 837 840 851 rvB4 26175 110563 1.53% 0.229%

21 12.625 919 922 927 rBV 245579 256340 3.55% 0.532%
22 12.968 949 0952 960 rBV 4479816 5265328 72.91% 10.920%
23 13.539 997 1002 1003 rBV2 51682 74525 1.03% 0.155%
24 13.574 1003 1005 1007 rVB 101504 114387 1.58% 0.237%
25 13.951 1034 1038 1041 rBV 60831 163200 2.26% 0.338%

26 14.008 1041 1043 1051 rVB 1000434 1383666 19.16% 2.870%
27 15.437 1165 1168 1177 rBV 851808 1251624 17.33% 2.596%

Sum of corrected areas: 48217703
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

o Z:\HPCHEMI\BNA F\DATA\BF042016\
: BF086316.D

: 20 Apr 2016 18:45

: UM/SJ

: H2625-03

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF086316.D

5.45

6.49

5.04

6.62

7.01

6.86

7.42

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF086316.D

10.68

8.14
11.38

9.90

9.62 10.34 0.81 11.25| 11.56 69

12.63

12.97

183547
i

Time--> 8

A
LA R B N B B B I L L LI B B N H B B A S R e L L R R

I
.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF086316.D

14.01 15.44

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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.

5.04 10.02 ng 785997 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 258 (5.036 min): BF086316.D (-256) (-) m/z 43.10 100.00%
43 ﬂ
59
5000
ot 480 500 520 540
83 : : : :
o...,....,....,....',':...?.1.:],...‘??....,.-...,....~,|....,....,....,....,...., m/z 59.10 54.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 5.20 5.40
m/z 101.10 19.15%
15 31 101
1 N 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 5.20 5.40
5000 M m/z 58.10 17.13%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 ﬁL_
Abundance #3993: Morpholine, 4—methy|— TT T T[T T T T[T T T T[T T T[Tt
43 480 5.00 5.20 5.40
m/z 41.10 8.64%
5000
101
15
s |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'w'“w'“w'“'l IREBESARRIRAERE AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.86 2.61 ng 204650 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 3.6-Heptanedione 128 C7H1202 001703-51-1 17
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 16
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10

Abundance Scan 330 (5.859 min): BF086316.D (-329) (-) m/z 43.10 100.00%
43 7
5000 \
115 " 560 580 6.00 620
55 100
Ol eSOl 67 A 85 92 T m/z 73.10 96.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 --AP"“'TTT*-FFr
5.60 5.80 6.00 6.20
m/z 115.10 10.68%
15 2 g %5 e gy 10 1P
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 560 580 6.00 6.20
5000 m/z 41.10 10.57%
o P 51 58 83 100 117
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 ‘vﬁk_,,,\_ﬂﬁwj
Abundance #11787: 3,6-Heptanedione B R A A
43 560 580 6.00 6.20

m/z 39.10 6.73%

29 o7 99
5000
71
| il 1 ‘ 85 "
o1 1 R P S . N N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 3 unknown6.62 Concentration Rank 1

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

6.62 63.73 ng 4997710 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 397 (6.624 min): BF086316.D (-394) (-) m/z 132.10 100.00%
132
5000 68
40 5q ‘ 75 6104 6.20 6.40 6.60 6.80 7.00
0..,....,....,...!,“.'.‘.‘:7,!.'..?}!-.'.L..':-.,..5.3.7,....,.'!..,.1.1.5.,....,-'...,... m/z 68.05 44.24%
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
6.20 6.40 6.60 6.80 7.00
78 m/z 134.10 32.97%
31 38 Sﬁ
0"I""I""I""l‘l'l"I""I'"li""'l""l""l""'l'"'I""I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.11%
33 a4 97 105

70 78
51 60 86 115

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.16%
5000
104
51 ., 66 77
ol 14 27 3744 58 | . 89 97 || 115 \
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.25 ng 208839 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 763 (10.808 min): BF086316.D (-761) (-) m/z 57.10 100.00%
g7
5000 85
3 113 10.40 10.60 10.80 11.00 11.20
o...,....-,...I,..|..,-....-',..1'.,...1.‘,‘9..,....,....,.... e | m/z 43.10  68.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane
57
5000 85 AR SN SN UL B
10,40 10.60 10.80 11.00 11.20
m/z 71.10 67 .08%
29
0 \‘ ‘\ ‘ H 11 M‘ 1:\I\-3 i 14\.1 L 169 197 240
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 240 260 280 300 320
Abundance
57
10.40 1060 10.80 11,00 11.20
5000 85 m/z 85.20 41 _55%

29
113 941 169 197 295 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122578: Tridecane, 1-iodo-  E R

57 10.40 10.60 10.80 11.00 11.20

m/z 41.10 29.73%
5000 85
28
113 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 6 2-Propenoic acid, 2-methyl-_.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.76 ng 256340 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. oxv... 330 C16H2607 000109-17-1 86
2 2H-Pvrrol-2-one. 1.5-dihvdro-4-m... 113 C5H7NO2 069778-83-2 72
3 4-Fluoro-6-aminopvrimidine 113 C4H4FN3 051421-96-6 64
4 Thiazole. 4.5-dimethvl- 113 C5H7NS 003581-91-7 50
5 3-Methoxy-1H-pyrazol-5-ylacetamide 155 C6HIN302 1000284-55-3 50
Abundance Scan 922 (12.625 min): BF086316.D (-919) (-) m/z 113.10 100.00%
113
69
5000
41
86 12.40 12.60 12.80 13.00
Ot e 190 i, 128 143 157 172 200 | 7y 69.10 | 52.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132529: 2-Propenoic acid, 2-methyl-, oxybis(2,1-ethanediy...
113
5000 AR RN IUN SUN
69 12.40 12.60 12.80 13.00
m/z 41.10 23.61%
0 41 54 | 8f‘ 100 || 126138 151 172 185 200 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
113
1240 12,60 12.80 13.00
5000 69 m/z 112.10 8.73%
30 55 8
41 98
e S S S S B L B WL S WL
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6689: 4-Fluoro-6-aminopyrimidine A B
113 12.40 12.60 12.80 13.00
m/z 45.10 7.61%
5000
i =9 70 85
Oulu‘l‘..“k”l...“l.H.“..|.”..9.7|..l‘.|....|....|....|....|....|. S S N AR ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086316.D

Aca On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 7 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.36 ng 163200 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
2 Isoheptadecanol 256 C17H360 057289-07-3 83
3 1-Nonadecene 266 C19H38 018435-45-5 76
4 1-Docosene 308 C22H44 001599-67-3 76

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 74

Abundance Scan 1038 (13.951 min): BF086316.D (-1034) (-) m/z 97.10 100.00%

L

13.60 13.80 14.00 14.20
0f m/z 83.15 98.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4
83

5000 Dl
13.60 13.80 14.00 14.20

m/z 57.10 97 .77%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 83
43 97 AR DR N
13.60 13.80 14.00 14.20
5000 m/z 55.10 94.78%

29 111

125 182, 210
0l 18 139154168" 196 20470
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R e EEaE L
13.60 13.80 14.00 14.20

m/z 43.10 88.82%

5000

125

139154168182196210224238 266
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042016\
Data File : BF086316.D

Acq On : 20 Apr 2016 18:45

Operator : UM/SJ

Sample : H2625-03

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042016.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... 5.04 10.0 ng 785997 1 6.86 1568460 20.0
2-Pentanone, 4-me... 5.86 2.6 ng 204650 1 6.86 1568460 20.0
unknown6 .62 6.62 63.7 ng 4997710 1 6.86 1568460 20.0
Heptadecane 10.81 2.3 ng 208839 4 11.38 1859510 20.0
2-Propenoic acid, ... 12.63 2.8 ng 256340 4 11.38 1859510 20.0
Trichloroacetic a... 13.95 2.4 ng 163200 5 14.01 1383670 20.0
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