LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample : G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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 height area % max. total

2.916 34 39 48 rBvV 365513 591635 10.64% 2.447%
2.993 48 52 65 rvB 764403 930809 16.74% 3.850%
rBv 54054 80485 1.45% 0.333%
5.372 450 457 465 rBvV 593724 863525 15.53% 3.572%
6.959 717 727 734 rBV 386681 603083 10.84% 2.494%
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7.323 781 789 796 rBV 1099511 1699398 30.56% 7.029%
7.793 862 869 876 rvVB 236153 360243 6.48% 1.490%
8.110 916 923 932 rVB 923670 1447121 26.02% 5.986%
8.950 1056 1066 1073 rBV 864892 1387250 24.95% 5.738%
10.584 1335 1344 1353 rBV 318666 528580 9.51% 2.186%

=
QO ~NO®

11 13.052 1757 1764 1772 rVB 2078577 3067240 55.16% 12.687%
12 14.432 1993 1999 2008 rVB2 499219 797562 14 .34% 3.299%
13 15.919 2245 2252 2264 rBV 2009696 2828460 50.86% 11.699%
14 17.170 2459 2465 2471 rBV 758975 1051753 18.91% 4 _350%
15 17.294 2478 2486 2491 rVB7 70995 111359 2.00% 0.461%

16 19.802 2907 2913 2919 rBV 4246729 5560974 100.00% 23.002%
17 21.348 3170 3176 3181 rBV 900111 1152960 20.73% 4._.769%
18 23.645 3559 3567 3574 rBV2 549135 1114099 20.03% 4.608%

Sum of corrected areas: 24176536
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_G\DATA\BG050815\

: BG016965.
: 8 May 20
> TP/1Z

: 62058-11

16  Samp

D
15 20:04

le Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

2.99
2.92

5.37

4.91

TIC: BG016965.D

7.32

6.96

\

8.11

7.79 ﬁ
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8.95

10.58

0
Time-->
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7.00 7.50

8.00 8.50

I
9.00 950 10.00 10.50 11.00

Abundance

4000000

3000000

2000000

1000000

13.05

14.43

TIC: BG016965.D

15.92

17.17

7.29

1980

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

4000000

3000000

2000000

1000000

21.35

23.65

TIC: BG016965.D

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample - G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.99 51.68 ng 930809 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 52 (2.993 min): BG016965.D (-48) (-) m/z 73.05 100.00%
73
5000 43
D S S
2.80 3.00 320 3.40
,...iw..b?”?ﬁﬁ..”,....“...,..”,....“...,.ﬁﬁﬁ m/z 43.05 43.07%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 B B e e
280 3.00 320 3.40

43 m/z 55.05 26.24%
i ‘L‘\

L
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73

280 3.00 3.20 3.40
5000 43 m/z 87.10 24 .33%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #1966: Silane, tetramethyl- T

73 280 3.00 320 3.40
m/z 41.05 14.68%

5000
43
15
e L T e S O o T
m/z--> 0 50 100 150 200 250 300 350 400 450 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample - G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.91 4_47 ng 80485 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 37
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
4 Cycloserine 102 C3H6N202 000068-41-7 28
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 25

Abundance Scan 378 (4.908 min): BG016965.D (-373) (-) m/z 43.00 100.00%
43 ﬂ
5000
101 AR NAAEE R AR LR
73 4.60 4.80 500 5.20
S | 1an aseon o oet 4TS oo 59 00 49.030%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R AR RS LR
4.60 4.80 500 5.20
m/z 58.10 17.60%
“ 101
.--W“r§7vvﬁ---.----.----|~--|----|----|-~-|----
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
59
4.60 4.80 500 5.20
5000 m/z 101.10 15.36%
103
31
147175 221 265
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43 4.60 4.80 500 5.20
m/z 39.00 8.06%
5000
101
5 s |
mz-> 0 50 100 150 200 250 300 350 400 450 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample - G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 4 unknown7.32 Concentration Rank 1

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

7.32 94 .35 ng 1699400 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 788 (7.317 min): BG016965.D (-781) (-) m/z 132.00 100.00%
32
5000 68
88, M e T8, 7.00 7.20 7.40 7.60
....,...!!'!..., bl e 87 L8l Tm/z 68.00  46.54%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR L L I I
69 7.00 7.20 7.40 7.60
57 m/z 66.00 32.90%
‘ 63 ‘ ® g9 47103 ‘
"”I'”jH“'Wﬁ'LW"”I'”ll”'JP'“W'W”I}}ﬁl”"I'” T
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 30.18%
70
31
44 51 €0 7 g6 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e L A Rmama
132 7.00 7.20 7.40 7.60
69 m/z 69.10 21.52%
104
5000
78
Tpad
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample - G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
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 Benzenamine, 2,4,6-tribromo- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.29 2.12 ng 111359 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 55
2 Allyl 2,4 ,6-tribromophenyl ether 368 C9H7Br30 003278-89-5 37
3 Propanoic acid, 2,3-dichloro-, m... 156 C4H6CI1202 003674-09-7 17
4 3,5-Dibromosalicylaldoxime 293 C7H5Br2N02 021386-43-6 10
5 Silylamine, 1,1,1-trimethyl-N-[4... 329 C18H27NOSi2 031396-30-2 9

Abundance Scan 2485 (17.288 min): BG016965.D (-2478) (-) m/z 62.00 100.00%
% 141 329
5000
3r|| o1 118 392 431 459 17.00 17.20 17.40 17.60
'l BT m/z 328.70  83.08%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #131405: Benzenamine, 2,4,6-tribromo-

5000

AA
LI L

62 9

37

117

143

170

197223

17.00 17.20 17.40 17.60

250 m/z 140.90
301

17.00 17.20 17.40 17.60

79.02%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
62
5000 141 m/z 330.80
210
301
103 250 329 370
171 277

LA o o o I L I LA o o o o e o o

m/iz--> 0 50 100 150 200 250 300 350 400 450

78.71%

A
TT T[T T

17.00 17.20 17.40 17.60

A
TT T T T T

m/z

59.00

Abundance #27271: Propanoic acid, 2,3-dichloro-, methyl ester
62
5000 97
15 ﬂ 121
O
m/z--> 0 50 100 150 200 250 300 350 400 450

17.00 17.20 17.40 17.60

77 .46%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016965.D

Acq On : 8 May 2015 20:04

Operator : TP/1Z

Sample : G2058-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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... 2.99 51.7 ng 930809 1 7.79 360243 20.0
2-Pentanone, 4-hy... 4.91 4.5 ng 80485 1 7.79 360243 20.0
unknown? .32 7.32 94.3 ng 1699400 1 7.79 360243 20.0
Benzenamine, 2,4,... 17.29 2.1 ng 111359 4 17.17 1051750 20.0
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