LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 61544-01

Misc :

ALS Vial : 28 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-BF031115.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 1.321 35 38 41 rBY 4609381 5450276 100.00% 34.713%
2 1.447 44 49 51 rBvV 69507 130489 2.39% 0.831%
3 1.607 61 63 66 rBv 56788 82373 1.51% 0.525%
4 4.933 352 354 362 rVB 118520 145100 2.66% 0.924%
5 5.459 398 400 403 rBV 801800 889627 16.32% 5.666%

6.750 510 513 515 rBV 756191 906975 16.64% 5.777%
6.876 522 524 527 rBV 988393 964784 17.70% 6.145%
7.162 547 549 552 rBV 239968 208892 3.83% 1.330%
737274 751262 13.78% 4._.785%
7.859 607 610 612 rBV 638439 587200 10.77% 3.740%
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11 8.739 685 687 689 rBvV 348628 295970 5.43% 1.885%
12 10.088 802 805 807 rBV 1230923 1164530 21.37% 7.417%
13 10.911 875 877 879 rBvV 345406 335875 6.16% 2.139%
14 11.894 960 963 965 rBV 568037 725487 13.31% 4.621%
15 12.751 1035 1038 1040 rBV 351968 361605 6.63% 2.303%

16 14.751 1210 1213 1215 rBV 993696 1381714 25.35% 8.800%
17 15.928 1313 1316 1319 rBV 135629 192271 3.53% 1.225%
18 16.043 1323 1326 1328 rVV 312712 447666 8.21% 2.851%
19 16.100 1329 1331 1333 rVB 196181 236885 4 _35% 1.509%
20 17.814 1478 1481 1484 rBV 367182 441852 8.11% 2.814%

Sum of corrected areas: 15700833
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031815\
BFO77819.D

19 Mar 2015 4:16

TP/1Z

G1544-01

28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031115.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BFO77819.D

5.46

1.45 61 4.93

7.34

7.16

O
Time-->  1.00

I
4.00 4.50 5.00 5.50

i e e

T
1.50 2.00 2.50 3.00 3.50

Abundance

4000000
3000000
2000000

1000000

il

TIC: BFO77819.D

10.09

11.89
8.74 10.91 ﬂ

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

14.00

Abundance

4000000

3000000

2000000

1000000

TIC: BFO77819.D

14.75

17.81
15} o

05—
Time-->

15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 6G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl.32 Concentration Rank 1

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

1.32 521.83 ng 5450280 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 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 38 (1.321 min): BF077819.D (-35) (-) m/z 73.10 100.00%
3
43
5000
89
rrrTTTTTTT T T T T
55 1.00 1.20 1.40 1.60
O L 1 88 80 L Tm/z 43.10 54.90%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 [ AL N AL R
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 32.41%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.05 10.54%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine o EmEE A Ramas
43 1.00 1.20 1.40 1.60
32 m/z 45.10 8.71%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S SRR R SRR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 6G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.61 7.89 ng 82373 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 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 63 (1.607 min): BFO77819.D (-61) (-) m/z 73.10 100.00%
73
5000 43
55 87
| | 1.20 1.40 1.60 1.80 2.00
ot e e ey m/z 43.10 39.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 R R U L
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.00%
0 ‘ﬁg 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
AARARARASRRRA AR NN
41 55 87 1.20 1.40 1.60 1.80 2.00
5000 m/z 87.10 24 .16%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- e e
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.10 13.62%
5000
45
29
0 Ll 9. S 67 |, 101
L R I U U UL SO S I SULI LS WAL R AR L R
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 6G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4

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

4.93 13.89 ng 145100 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 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 354 (4.933 min): BF077819.D (-352) (-) m/z 43.10 100.00%
43
59
5000
i ko 4k sho 520 |
83 : : - :
o...,....,....,....','.'...,??~.'.,....,....,.~...,...:,|....,. m/z 59.10 57.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL UL
59 460 480 500 520
m/z 101.10 21.03%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520
5000 m/z 58.10 16.20%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI L L L L DL
43 4.60 4.80 5.00 5.20
m/z 41.10 8.59%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 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\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 6G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.88 Concentration Rank 2

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

6.88 92.37 ng 964784 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 524 (6.876 min): BFO77819.D (-522) (-) m/z 132.00 100.00%
132
5000 68
96 R U S R
40 54 - 06 6.60 6.80 7.00 7.20
o} I B e B B m/z 68.10 42 .04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S R
6.60 6.80 7.00 7.20
2 51 m/z 134.00 33.15%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 660 6.80 7.00 7.20
5000 gg 116 m/z 66.10 26.22%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole T A e EEmma
132 6.60 6.80 7.00 7.20
m/z 69.10 16.78%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031815\
Data File : BF077819.D

Aca On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample : 6G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.93 8.59 ng 192271 Chrysene-di12 16.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1316 (15.928 min): BF077819.D (-1313) (-) m/z 57.10 100.00%
57 83
200 MML
R R SN SUNLILR SR
15.60 15.80 16.00 16.20
4 168 195 223 267
0 m/z 43.10 88.90%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 11 U R BN SUNLILR SRR
15.60 15.80 16.00 16.20
2 - m/z 83.10 88.75%
139
ol ‘,H\,M Il ‘H‘. ,‘\h, L1668 104 224 " Te7 207 360
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 15.60 15.80 16.00 16.20
5000 m/z 55.05 82.96%
111
29 169 238
o 139 191210 265283
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester R R ma AR
4 15.60 15.80 16.00 16.20
83 m/z 97.10 81.05%
5000
111
ol2 6 ‘\‘ I, 130 182 210
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:\HPCHEMI1\BNA_F\DATA\BF031815\
Data File : BF077819.D

Acq On : 19 Mar 2015 4:16

Operator : TP/1Z

Sample - G1544-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
unknownl .32 1.32 521.8 ng 5450280 1 7.16 208892 20.0
Butane, 2-methoxy... 1.61 7.9 ng 82373 1 7.16 208892 20.0
2-Pentanone, 4-hy... 4.93 13.9 ng 145100 1 7.16 208892 20.0
unknown6 .88 6.88 92.4 ng 964784 1 7.16 208892 20.0
2- Chloropropioni... 15.93 8.6 ng 192271 5 16.04 447666 20.0
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