LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 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

1.313 8 11 13 rvB 1855668 2648401 43.18% 11.763%
1.427 19 21 34 rvB2 111119 362962 5.92% 1.612%
rvv 124329 183073 2.98% 0.813%
1.667 40 42 50 rvwv 352442 609296 9.93% 2.706%
1.781 50 52 93 rvB 3005629 6133518 100.00% 27.242%
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6 3.336 184 188 193 rVB 35342 71981 1.17% 0.320%
7 4.936 326 328 336 rBV 92980 120637 1.97% 0.536%
8 5.404 366 369 372 rBV 62247 120229 1.96% 0.534%
9 5.461 372 374 377 rBV 977596 1020072 16.63% 4_.531%
10 6.742 484 486 489 rBvV 874388 1097873 17.90% 4_.876%

11 6.879 496 498 501 rBvV 860914 1124457 18.33% 4.994%
12 7.165 521 523 526 rBV 236896 276938 4._.52% 1.230%
13 7.359 537 540 542 rBV 782108 867715 14.15% 3.854%
14 7.862 582 584 587 rBV 778420 693185 11.30% 3.079%
15 8.742 659 661 664 rBv 351808 398992 6.51% 1.772%

16 10.091 777 779 782 rBV 1329944 1366802 22.28% 6.071%
17 10.605 821 824 826 rBV 104571 118035 1.92% 0.524%
18 10.925 850 852 854 rVvB 375812 446143 7.27% 1.982%
19 11.896 935 937 940 rBV2 685261 944370 15.40% 4.194%
20 12.765 1010 1013 1015 rBV 485159 496499 8.09% 2.205%

21 14.274 1142 1145 1147 rBV 45613 64659 1.05% 0.287%
22 14.548 1166 1169 1171 rBV 70107 77821 1.27% 0.346%
23 14.754 1185 1187 1190 rBV 1262177 1642469 26.78% 7.295%
24 15.943 1289 1291 1298 rBV 140467 247382 4._.03% 1.099%
25 16.068 1298 1302 1304 rBV 443089 640263 10.44% 2.844%

26 17.406 1416 1419 1421 rBV 53164 111576 1.82% 0.496%
27 17.806 1452 1454 1456 rBV 48952 74258 1.21% 0.330%
28 17.874 1457 1460 1466 rVB 373026 555278 9.05% 2.466%

Sum of corrected areas: 22514884
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/I1Z

Sample : G2270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Z:\HPCHEMI\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 : .
3000000 TIC: BF079336.D

2500000

1.31
2000000

1500000

1000000 5.46 6.76.88

500000 1.67
1.43L.

4.94 5.

3.34
R B S —— L e

| I
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance : .
3000000 TIC: BF079336.D

2500000
2000000
1500000 10.09

1000000
11.90

500000 8.74 10.92 12.77

10.60 A 14.5¢
14.27 5

L e e T e e 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 : .
3000000 TIC: BF079336.D

2500000

2000000

1500000

14.75

1000000

500000

D R e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknownl.31 Concentration Rank 2

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

1.31 191.26 ng 2648400 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 11 (1.313 min): BF079336.D (-8) (-) m/z 73.10 100.00%
7B
5000 43
89
3 55 1.30 1.40 1.50 1.60 1.70
o/ SN TY NNV VS IS P m/z 43.10 45.56%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 30.15%
0~ '|"2§JJ"'3§J"‘ﬁ?|"‘§?l' LN LR FULILELS UL BRI B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
1.30 1.40 1.50 1.60 1.70
5000 m/z 41.05 8.91%
41
- 57
46 51
S S S S SO LU SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73 1.30 1.40 1.50 1.60 1.70
m/z 45.10 7.02%
5000 43 55
29
o || s8], 50 |61 .82 % 103
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.60 13.22 ng 183073 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (1.598 min): BF079336.D (-34) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37| 140 160 1.80 2.00
S 1 NS P TS NS—— N Y 6 e B {0 R & DK L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.05 27.52%
0 ?9 35 ‘M‘\ ‘ 67 |/, 80
RSN IO UL UL SV SULIULE SURIUL UL UL B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 140 1.60 1.80 2.00
5000 m/z 87.10 25.33%
29
15 67 97
I R RS RN RS AN IR IS LR RARSS RS RARAS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8131: 3-Hexanol, 2—methy|— LI L L L L B
5 73 140 1.60 1.80 2.00
m/z 41.10 13.29%
5000
43
0 \?} 37 | . 67 || 83 97 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

4.94 8.71 ng 120637 1,4-Dichlorobenzene-d4 7.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Butane 58 C4H10 000106-97-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 328 (4.936 min): BF079336.D (-326) (-) m/z 43.10 100.00%
a3
59
5000
1 4.60 480 500 520
o...,....,....,....,..3.6.','::..,“??.h.,....,....,??..,...:,'....,. m/z 59.10 57.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN UL A U
59 460 480 500 520
m/z 101.10 18.49%
15 31 101
o 25,7 37, 53 ‘ 83
miz--> T % o 65 % @ e 18 i
Abundance
43
4.60 480 500 520
5000 m/z 58.10 16.01%
101
o 15 53137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #223: Butane e REERE RS B
43 4.60 4.80 5.00 5.20
m/z 41.05 8.17%
5000
\ ,
0"W?'”I”M'P'lW"”hL'?ﬂ'”l'”'l”"P"W"”I'”'P
m/z--> 0 10 20 30 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 unknown6.88 Concentration Rank 3

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

6.88 81.21 ng 1124460 1,4-Dichlorobenzene-d4 7.16
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 498 (6.879 min): BF079336.D (-496) (-) m/z 132.00 100.00%
32
5000 68
0 s |l L %o "3k ok 7bo 750
Ok el e S e e el M/Z 68,100 47.77%
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 N
5000 ISR L L
6.60 6.80 7.00 7.20
78 m/z 66.10 31.67%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S R SRR SRR R
6.60 6.80 7.00 7.20
5000 m/z 134.00 30.62%
33 a4 97 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R m e Rmman n
132 6.60 6.80 7.00 7.20
m/z 69.10 18.72%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051815\
Data File : BF079336.D

Aca On : 19 May 2015 6:50

Operator : TP/1Z

Sample : 62270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 11 Dichloroacetic acid, heptad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.94 7.73 ng 247382 Chrysene-di12 16.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1291 (15.943 min): BF079336.D (-1289) (-) m/z 57.10 100.00%

(63

7 83

-

5000
0 281 m/z 83.10 86.47%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 3
5000 111 LA L L L L L LB L L B
15.60 15.80 16.00 16.20
29 m/z 55.10 84.74%
ol ubd ”\ K0 168101210 29 266 295
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
e A mme s
15.60 15.80 16.00 16.20
5000 111 m/z 43.10 80.40%
. 139 167 106 200 266 294 329340
e e B o e N i e
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R R Bmman
57 83 15.60 15.80 16.00 16.20
m/z 69.10 74.23%
29
139 250
ol Ay 108 104 2 T 297 360 A —
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051815\
Data File : BF079336.D

Acq On : 19 May 2015 6:50

Operator : TP/1Z

Sample : G2270-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl.31 1.31 191.3 ng 2648400 1 7.16 276938 20.0
Butane, 2-methoxy... 1.60 13.2 ng 183073 1 7.16 276938 20.0
2-Pentanone, 4-hy... 4.94 8.7 ng 120637 1 7.16 276938 20.0
unknown6 .88 6.88 81.2 ng 1124460 1 7.16 276938 20.0
Dichloroacetic ac... 15.94 7.7 ng 247382 5 16.07 640263 20.0
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