LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079167.D

Aca On : 12 May 2015 19:45

Operator : TP/1Z

Sample : 62104-05

Misc :

ALS Vial : 12 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 1.564 30 33 36 rvB 313677 456707 15.02% 1.879%
2 1.735 46 48 56 rvv2 665337 952500 31.32% 3.919%
3 1.850 56 58 88 rvB 1700769 3041056 100.00% 12.512%
4 5.073 339 340 348 rVB 62660 76632 2.52% 0.315%
5 5.576 382 384 387 rBV 629937 879253 28.91% 3.618%

6.364 452 453 458 rBvV 32158 46338 1.52% 0.191%
6.844 493 495 498 rBvV 720145 630944 20.75% 2.596%
6.993 506 508 511 rBV 1733418 1590041 52.29% 6.542%
7.279 531 533 535 rBvV 651298 614977 20.22% 2.530%
7.473 547 550 552 rvB 1098860 1439046 47.32% 5.921%

=
QO ~NO®

11 7.976 591 594 596 rBV 1320489 1272941 41.86% 5.237%
12 8.856 669 671 673 rBvV 973168 871761 28.67% 3.587%
13 10.045 773 775 778 rBV 185349 195343 6.42% 0.804%
14 10.205 786 789 791 rBV 2960460 2870326 94.39% 11.810%

15 10.376 801 804 806 rBvV 44680 54702 1.80% 0.225%
16 11.028 859 861 864 rBv2 877821 1004905 33.04% 4_.135%
17 11.565 907 908 914 rVB3 16165 35719 1.17% 0.147%
18 11.931 938 940 944 rBV 38234 38739 1.27% 0.159%

19 12.011 944 947 950 rBV 1584791 1680255 55.25% 6.913%
20 12.879 1020 1023 1025 rBV 998308 1080961 35.55% 4.448%

21 13.588 1083 1085 1087 rBV2 51331 68781 2.26% 0.283%
22 14.868 1195 1197 1200 rBV 2083989 2895521 95.21% 11.913%
23 16.034 1297 1299 1304 rVB2 43574 72766 2.39% 0.299%

24 16.171 1308 1311 1313 rBV 828940 1214136 39.92% 4.996%
25 17.874 1457 1460 1463 rVB 955118 1220209 40.12% 5.020%

Sum of corrected areas: 24304559
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051215\
BFO79167.D

12 May 2015 19:45

TP/1Z

G2104-05

12 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\METHODS\8270-

BF043015.M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079167.D

Aca On : 12 May 2015 19:45

Operator : TP/1Z

Sample : 62104-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\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

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 4

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

1.74 30.98 ng 952500 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 12

Abundance Scan 48 (1.735 min): BF079167.D (-46) (-) m/z 73.10 100.00%
7B
43
5000
55 87 S —
37| o7 1.40 1.60 1.80 2.00
ob e e e i S "m/z 43.10  60.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.35%
0 ‘?? 35 |1 ‘ 67 || 80
LRELS IR S S SULIL SURILIL SURI SURLEL I SULIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
PR 87 140 160 180 200
5000 m/z 87.10 24 _.33%
29
15 67 97
e L U UL UL LA SULILL I UL UL L S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1967: Silane, tetramethyl- R EERaE TR RS
73 1.40 1.60 1.80 2.00
m/z 41.05 12.90%
5000
43
0 2 15 29 35 || 535965 | 79 88
m/z--> 0O 10 20 30 40 5 60 70 8 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079167.D

Aca On : 12 May 2015 19:45

Operator : TP/1Z

Sample : 62104-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\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

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 7

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

5.07 2.49 ng 76632 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 340 (5.073 min): BF079167.D (-339) (-) m/z 43.05 100.00%
a3
59
5000
101
51 | 83 | 4.80 5.00 5.20 5.40
ottt e m/z 59.10 60.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R R I
59 480 500 520 5.40
m/z 101.10 17.99%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 17 .30%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R A R Aan mn s
59 4.80 5.00 520 5.40
m/z 41.05 8.86%
5000
a1 101
S oY RN L. SN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079167.D

Aca On : 12 May 2015 19:45

Operator : TP/1Z

Sample : 62104-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknown6.99 Concentration Rank 2

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

6.99 51.71 ng 1590040 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 508 (6.993 min): BF079167.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 NARSE SRS GRS SR RS
40 54 78 06 6.60 6.80 7.00 7.20 7.40
01 L m/z 68.10 40.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A S UL UL
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.74%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 25.47%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 15.84%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | W A W
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079167.D

Aca On : 12 May 2015 19:45

Operator : TP/1Z

Sample : 62104-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Propanoic acid, 2-methyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.04 3.89 ng 195343 Acenaphthene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 91
2 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 42
3 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 42
4 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 38
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 37
Abundance Scan 775 (10.045 min): BF079167.D (-773) (-) m/z 71.10 100.00%
43 n
5000
56 83
98
| || li L | 7w 143 173 9.60 10,00 10.20 10.40 _
A R Nl L A L R A LA LA AN S LA AL B m/z 43.10 85.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000
56 9.80 10.00 10.20 10.40
83 m/z 56.10 34 .16%
0"P"W"“I”"P"W"”I'”'I”"P'?ﬁ'”%ﬁ%""” '“'1ﬁ?'v"w'“'}Z?'v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance I\
71
rrrTrrTTTT T rT i T e T
9.80 10.00 10.20 10.40
5000 43 m/z 83.10 26 .86%
57
- 89
0 101 M5 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20088: Butanoic acid, 2-methylpropyl ester e P R
7 9.80 10.00 10.20 10.40
m/z 41.10 21.84%
5000
56
89
o \‘ N P Al -
m/z--> 20 3'0 4'0 50 60 70 80 90 100 ﬁo 120 130 140 150 160 170 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079167.D

Acq On : 12 May 2015 19:45

Operator : TP/1Z

Sample : G2104-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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... 1.74 31.0 ng 952500 1 7.28 614977 20.0
2-Pentanone, 4-hy... 5.07 2.5 ng 76632 1 7.28 614977 20.0
unknown6 .99 6.99 51.7 ng 1590040 1 7.28 614977 20.0
Propanoic acid, 2... 10.04 3.9 ng 195343 3 11.03 1004910 20.0
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