LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 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-BG060517 .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 5.711 336 344 354 rBvY 122283 212663 4_57% 0.797%
2 6.146 411 418 434 rBV 1292201 2246628 48.26% 8.417%
3 7.697 672 682 694 rBVY 1350460 2516944 54.07% 9.430%
4 8.097 741 750 762 rBV 1297244 2350826 50.50% 8.807%
5 8.567 822 830 840 rvB 181638 332311 7.14% 1.245%

8.890 877 885 894 rBvV 835221 1572036 33.77% 5.890%
9.730 1017 1028 1041 rBV 730689 1413191 30.36% 5.294%
11.387 1301 1310 1318 rBV 278095 530965 11.41% 1.989%
13.773 1708 1716 1725 rBV 2098688 3430411 73.69% 12.852%
14.577 1847 1853 1861 rBVY 224638 343804 7.39% 1.288%

=
QO ~NO®

11 15.147 1943 1950 1959 rVB2 462084 793388 17.04% 2.972%
12 16.628 2195 2202 2217 rVB 1844754 2962870 63.65% 11.100%
13 17.897 2410 2418 2426 rBV 588115 968050 20.80% 3.627%
14 18.737 2556 2561 2571 rBV 71492 117784 2.53% 0.441%
15 19.995 2771 2775 2786 rBV8 30199 53203 1.14% 0.199%

16 20.476 2850 2857 2863 rBV 3215211 4655160 100.00% 17.440%
17 21.845 3086 3090 3098 rVB3 48659 81664 1.75% 0.306%

18 22.280 3157 3164 3172 rVB 584364 1104058 23.72% 4_.136%
19 25.976 3783 3793 3806 rBv2 310300 1005962 21.61% 3.769%

Sum of corrected areas: 26691918
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027257.D
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Abundance TIC: BG027257.D
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Abundance TIC: BG027257.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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.

5.71 12.80 ng 212663 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Octanol 130 C8H180 000589-98-0 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 344 (5.711 min): BG027257.D (-336) (-) m/z 43.00 100.00%
43
59
5000
o 5.0 560 580 600
o.,....','...-:|i....,8~.3...-,|....,....,....,....,....,2.0.7.. m/z 59.00 66.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IS UL UL
59 540 560 580 600
m/z 101.00 19.17%
31 ‘ g3 101
0'|”“'W"”|""V”"”"'w""l'”'l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
5.0 560 580 600
m/z 58.00 17 .26Y%
000 59 44 83 1
101
69 112 129
S L S L L UL UL L WL UL LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e REEERE L
59 5.40 5.60 5.80 6.00
m/z 41.00 9.85%
5000
41
0'IJM'“M'“wb'?%I?q"h"'l"”l""l”"I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 unknown8.10 Concentration Rank 1

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

8.10 141.48 ng 2350830 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 751 (8.103 min): BG027257.D (-741) (-) m/z 132.00 100.00%
5000 68
20 54 e J 780 800 820 8.40
o |.7=7,?.7.I,’1P“??1.5,.. e || M/Z  68.00 44.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL RS LR A IR
7.80 8.00 8.20 8.40
2 51 78 m/z 134.00 32.74%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
780 800 820 840
5000 m/z 66.00 28.54%
33 am . 105
O "ﬁo" "89" T '%%SI" LA AL DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B B L
57 132 7.80 8.00 8.20 8.40
24 m/z 69.00 17 .53%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AR | S
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40

8270-BG060517.M Wed Jun 07 17:50:40 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.74 2.43 ng 117784 Phenanthrene-d10 17.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2561 (18.737 min): BG027257.D (-2556) (-) m/z 73.00 100.00%
73
1 \Mﬂﬂwyww%ﬂmwwumw_ﬂf
5000
129
7 213 e i iiamed
011° | 143157171185 g0 | 557 20 o 18.40 18.60 18.80 19.00
0 m/z 60.00 85.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 ASARSRARUAEUARER
18.40 18.60 18.80 19.00
m/z 43.00 77.81%

213
J“ 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

18 40 18. 60 18. 80 19.00

m/z 57.00 74.71%
5000 43 51 129
87 115 157
101 143 | 171200
0 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 |73 18.40 18.60 18.80 19.00
5 m/z 41.00 65.42%
5000 129
29
199
143157171185 242
0 15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060617\
Data File : BG027257.D

Acq On : 6 Jun 2017 20:10

Operator : SJ/MA

Sample - 13457-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.71 12.8 ng 212663 1 8.57 332311 20.0
unknown8.10 8.10 141.5 ng 2350830 1 8.57 332311 20.0
n-Hexadecanoic acid 18.74 2.4 ng 117784 4 17.90 968050 20.0
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