LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On : 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

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-BF050217 .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 5.054 525 530 547 rBVY 313990 636400 20.88% 2.580%
2 5.684 632 637 667 rBV 2054579 2914295 95.60% 11.815%
3 6.248 730 733 744 rVB 26229 45242 1.48% 0.183%
4 7.278 902 908 922 rBV 1959030 2900769 95.15% 11.760%
5 7.389 922 927 945 rVB 2272514 3048556 100.00% 12.359%

7.725 980 984 995 rVB 520874 580908 19.06% 2.355%
7.966 1019 1025 1040 rVB 1865172 2146902 70.42% 8.704%
8.625 1131 1137 1156 rBV 1399575 1835819 60.22% 7.442%
684068 774936 25.42% 3.142%
11.519 1623 1629 1642 rBV 2325340 2718702 89.18% 11.022%
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11 12.207 1741 1746 1754 rBV 544281 629922 20.66% 2.554%
12 12.571 1803 1808 1820 rBV2 664930 846598 27.77% 3.432%

13 13.418 1948 1952 1957 rVB3 26855 33875 1.11% 0.137%
14 13.866 2023 2028 2043 rBV 1217887 1661952 54.52% 6.738%
15 14.189 2080 2083 2086 rBV 28178 36585 1.20% 0.148%

16 14.971 2211 2216 2227 rVB 658368 789799 25.91% 3.202%
17 15.942 2377 2381 2393 rVB 90936 106790 3.50% 0.433%
18 17.295 2606 2611 2616 rBV 1507005 1789644 58.70% 7.255%
19 18.559 2822 2826 2834 rBV9 23295 51055 1.67% 0.207%
20 18.636 2834 2839 2848 rVB 539554 589455 19.34% 2.390%

21 20.300 3118 3122 3131 rVB 472710 528673 17.34% 2.143%

Sum of corrected areas: 24666877
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On > 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094854.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On > 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 21.91 ng 636400 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 529 (5.048 min): BF094854.D (-525) (-) m/z 43.00 100.00%
a3
59
5000
101 R R L IR
51 | 83 | 4.80 5.00 5.20 5.40
S S U, m/z 59.05 59.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 LN IS LR LS AR
59 480 5.00 520 5.40
m/z 101.10 21.59%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.00 15.18%
101
15 58
28 69 84
wﬁmﬁmmwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A Ram
59 480 5.00 5.20 5.40
m/z 41.00 9.25%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U U UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On > 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown7.39 Concentration Rank 1

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

7.39 104.96 ng 3048560 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 927 (7.389 min): BF094854.D (-922) (-) m/z 132.00 100.00%
32
5000 68
40 ,- 54 75 % 104 7.00 7.20 7.40 7.60 7.80
S i N AR Ml S N m/z 68.10 38.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL I L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 33.10%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 23.48%
41 97
53 2 117
34 60 89 105 124
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R e R
132 7.00 7.20 7.40 7.60 7.80

m/z 69.05 14 _.79%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On > 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.70 ng 106790 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Undecanoic acid 186 C11H2202 000112-37-8 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 2381 (15.942 min): BF094854.D (-2377) (-) m/z 73.10 100.00%
3 60 73
5000 129 ﬁ\ﬂ
| [

15.60 15.80 16.00 16.20
m/z 60.00 97.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
43
5000 LI L L L L LB LB B B
129 15.60 15.80 16.00 16.20
29 ‘ .15 1 214 m/z 43.05 91.25%
01 ‘ 185
15 .‘.‘..,\.‘..\‘.“ ) .,T..ﬁ,...., 198 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e B st R
15.60 15.80 16.00 16.20
5000 129 m/z 57.05 74 .43%
29 g7
199
101115 143457991185 213 242
15 226
 RAaE B B R e A iLanmanny o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid R ma ma i S
60 7 15.60 15.80 16.00 16.20
m/z 55.00 66.25%
5000 43
29 129 143
101115 186
..1?,.\.‘..\,\.‘..\.\\ AL . B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094854.D

Acq On : 4 May 2017 1:54

Operator : SJ/MA

Sample : 12914-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 21.9 ng 636400 1 7.72 580908 20.0
unknown? .39 7.39 105.0 ng 3048560 1 7.72 580908 20.0
Tridecanoic acid 15.94 2.7 ng 106790 4 14.97 789799 20.0
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