LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 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_F\METHODS\8270-BF071015.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
1 2.155 4 6 14 rBvV 76183 118562 13.40% 2.236%
2 2.281 14 17 26 rvB 303052 476101 53.79% 8.979%
3 2.693 50 53 55 rBvV 7734 10527 1.19% 0.199%
4 5.356 283 286 296 rBB 50523 70455 7.96% 1.329%
5 5.767 320 322 331 rBB 208713 206929 23.38% 3.903%

6.156 354 356 359 rBB 13239 19379 2.19% 0.365%
6.773 409 410 420 rBB 74256 116505 13.16% 2.197%
6.910 420 422 424 rBV 533682 431165 48.71% 8.132%
7.127 440 441 444 rBB 99169 111701 12.62% 2.107%
7.287 453 455 458 rBB 391963 389136 43.96% 7.339%

=
QO ~NO®

11 7.699 489 491 493 rBvV 403555 324979 36.72% 6.129%
12 8.419 552 554 557 rBV 195975 157857 17.83% 2.977%
13 9.493 645 648 650 rBvY 881507 704592 79.61% 13.289%
14 10.179 706 708 710 rVvB 222097 179156 20.24% 3.379%
15 10.968 775 777 780 rBV 468921 387483 43.78% 7.308%

16 11.665 836 838 841 rBV 173155 187943 21.23% 3.545%

17 12.248 887 889 891 rBB 17165 20238 2.29% 0.382%
18 13.288 978 980 982 rBV 994836 885108 100.00% 16.693%
19 14.419 1077 1079 1081 rBV2 10356 11607 1.31% 0.219%

20 14.465 1081 1083 1086 rBV 225151 232490 26.27% 4 _.385%

21 16.168 1229 1232 1236 rBV 194345 260240 29.40% 4.908%

Sum of corrected areas: 5302153
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF071315\

BF080442.D

13 Jul 2015 22:58

TP/UM

G2945-14

17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF071015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 1

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

2.28 85.25 ng 476101 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 17 (2.281 min): BF080442.D (-14) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 2.202.302.40 2.502.60 2.70
S N S N N — m/z 43.10 41.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AL AL AR RARAN RARAE RARE
43 2.202.302.40 2.502.60 2.70
55 87 m/z 55.10 28.37%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 2.202.302.40 2.502.60 2.70
5000 m/z 87.10 25.12%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl-
7B 2.202.302.40 2.502.60 2.70
m/z 41.10 13.51%
5000 55
43
27
o 15 || 37\L‘\ |67 83 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.202.302.40 2.502.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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.

5.36 12.61 ng 70455 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 286 (5.356 min): BF080442.D (-283) (-) m/z 43.10 100.00%
a3
59
5000
101 N IR UL L
83 | 5.00 520 5.40 5.60
ot el e ey m/z 59.10 58.23%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LIS I A
59 500 520 540 560
m/z 101.10 18.39%
o 25 3L 37 83 g3 0%
I A A S " N " A N A~
Abundance
59
500 520 540 560
5000 31 43 73 m/z 58.10 15.34%
o 25 37 53 67 84 101
mz> 10 20 30 40 50 60 70 80 90 100
Abundance #8114: 3-Hexanol, 4-methyl- e
509 5.00 520 5.40 5.60
m/z 41.10 9.89%
5000 41
69 87
15 “ 53| 98
0"|""|""|""|""|'"'l""l'"'l""l""l""l L TR UL L
m/z--> 10 20 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

6.16 3.47 ng 19379 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 74
2 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 5
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 5
4 2,3-Pentanedione 100 C5H802 000600-14-6 5
5 Acetamide, N-(2-methylpropyl)- 115 C6H13NO 001540-94-9 4

Abundance Scan 356 (6.156 min): BF080442.D (-354) (-) m/z 73.10 100.00%
43 73
5000
55 100 115 580 600 620 640
0 b e e e | M/Z 43.10  96.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 AR RS S B
5.80 6.00 6.20 6.40
m/z 115.00 12 .51%
™ S 0 N A A N AT
Abundance
30
580 600 620 640
5000 m/z 41.10 11.98%
G R L R R UL IS L RS RSN SRS RRARS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3781: 2-Pentanone, 3-methyl- e
43 5.80 6.00 6.20 6.40
m/z 100.10 9.46%
5000 57
29 72
15 100
0"I”MW"LM”'jH*”?iu'P"W'”'PéﬁW'”'P"W'”'P' AR REE S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 5 unknown6.91 Concentration Rank 2

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

6.91 77.20 ng 431165 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 422 (6.910 min): BF080442.D (-420) (-) m/z 132.10 100.00%
132
5000 68
96 IR A R L
40 . 54 62“ 5 g, 104 6.60 6.80 7.00 7.20
o} SN 'SR 1 PR MBS SRS || S m/z 68.10 44.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RN R U LA
6.60 6.80 7.00 7.20
78 m/z 134.00 31.90%
31 4 51
0'|“'wt“wwl“|L'w'“lw'”|“'w'“'w'“|“'w'“'|““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 680 7.00 720
5000 m/z 66.10 28.47%
33 44 o g7 105
0 W""P"'I'”'?%"ﬁq"'I"Zﬁ'?ﬁl""P"'l}}ﬁl""P"'I'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- Em e R RaE
132 6.60 6.80 7.00 7.20
m/z 69.10 17 .51%
117
5000
39 91
51
Lo sy T o | o5 1% “ 125, |
m/z--> 20 30 4'0 50 6|O 70 80 90 1(')0 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 7 Imidazole, 2-bromo-4-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.25 2.15 ng 20238 Phenanthrene-d10 11.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole, 2-bromo-4-methyl-5-ni... 205 C4H4BrN302 105983-46-8 72
2 2,4,6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 59
3 Benzoic acid, 3-amino-2,5-dichloro- 205 C7H5CI2NO2 000133-90-4 47
4 Thiazolo[5,4-d]pyrimidine, 5,7-d... 205 C5HCI2N3S 013479-88-4 45
5 Thiazolo[5,4-d]pyrimidine, 2,5-d... 205 C5HCI2N3S 013479-89-5 45
Abundance Scan 889 (12.248 min): BF080442.D (-887) (-) m/z 205.00 100.00%
2
5000
42 70 162 190 231 RSN SR SURRSN SR
55 84 ” 12.00 12.20 12.40 12.60
o b AL Tmzz 207.00 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59537: Imidazole, 2-bromo-4-methyl-5-nitro-
2
52

5000
12.00 12.20 12.40 12.60

m/z 42.10 19.82%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205
R L
12.00 12.20 12.40 12.60
5000 m/z 189.90 16.49%
99 134 170
o 25 37 50 62 7587 ~ 111 146158 | 182
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59581: Benzoic acid, 3-amino-2,5-dichloro- R b Eams nm
205 12.00 12.20 12.40 12.60

m/z 205.90 15.78%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 00 12. 20 12. 40 12. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080442.D

Acq On 13 Jul 2015 22:58

Operator : TP/UM

Sample : G2945-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015_.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... 2.28 85.3 ng 476101 1 7.13 111701 20.0
2-Pentanone, 4-hy... 5.36 12.6 ng 70455 1 7.13 111701 20.0
2-Pentanone, 4-me... 6.16 3.5 ng 19379 1 7.13 111701 20.0
unknown6.91 6.91 77.2 ng 431165 1 7.13 111701 20.0
Imidazole, 2-brom... 12.25 2.1 ng 20238 4 11.66 187943 20.0
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