LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample - 13541-06

Misc :

ALS Vial : 10 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

5.703 338 343 354 rVB 240186 389289 7.70% 1.724%
6.144 410 418 428 rBvV 998111 1692243 33.47% 7.493%
rBv 910146 1682184 33.27% 7.449%
8.089 741 749 764 rVB 983596 1805670 35.71% 7.996%
8.553 821 828 839 rVvB 155898 285870 5.65% 1.266%
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8.882 875 884 893 rBvV 673756 1253942 24.80% 5.553%
9.716 1016 1026 1036 rBV 579493 1119498 22.14% 4_957%
11.373 1300 1308 1314 rBV 231081 442448 8.75% 1.959%
13.759 1706 1714 1723 rBV 1648321 2716972 53.73% 12.031%
15.134 1940 1948 1956 rBV2 367966 617846 12.22% 2.736%

=
QO ~NO®

11 16.620 2193 2201 2216 rBV 1507746 2401711 47.50% 10.635%
12 17.883 2410 2416 2430 rVB 517690 841295 16.64% 3.725%
13 18.723 2554 2559 2568 rBV2 58487 86600 1.71% 0.383%
14 19.981 2768 2773 2780 rBV 112265 177092 3.50% 0.784%
15 20.463 2849 2855 2863 rBV 3612833 5056259 100.00% 22.390%

16 22.272 3155 3163 3171 rBV 557848 1064462 21.05% 4.714%
17 25.950 3779 3789 3805 rvB3 279112 949461 18.78% 4._.204%

Sum of corrected areas: 22582842

8270-BG060517.M Mon Jun 12 16:47:54 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample : 13541-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

Abundance TIC: BG027357.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample : 13541-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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.

5.70 27.24 ng 389289 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 17

Abundance Scan 342 (5.698 min): BG027357.D (-338) (-) m/z 43.00 100.00%
43
59
5000
10 540 560 580 600
83 : : : :
o..,....,....,..?7.',':...?1..~:Ii....,.73...,.-...,...=,|....,. m/z 59.00 63.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L RS AR UL AR
59 540 560 580 600 |
m/z 101.00 18.87%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
540 560 580 600
5000 m/z 58.00 17 .80%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R R AR Ranay
59 5.40 5.60 5.80 6.00
m/z 41.00 9.28%
5000
a1 101
0 15 \\3\1 \H ‘ 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample : 13541-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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 unknown8.09 Concentration Rank 1

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

8.09 126.33 ng 1805670 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (8.089 min): BG027357.D (-741) (-) m/z 132.00 100.00%
5000 68
20 54 ? J 780 8.00 8.20 8.40
7 . . . .
ol |.7:~,?.7.I~,]19‘L??1.5,.. | m/Z  68.00  50.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL UL A R SRR
7.80 8.00 8.20 8.40
31 51 78 m/z 134.00 32.39%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
780 8.00 8.20 840
5000 m/z 66.00 31.63%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R e
57 132 7.80 8.00 8.20 8.40
24 m/z 69.00 19.48%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? A A U
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample : 13541-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.06 ng 86600 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 18
Abundance Scan 2558 (18.718 min): BG027357.D (-2554) (-) m/z 43.00 100.00%
43 60 73
5000
97 129
us | P18 213, 256 18.40 18.60 18.80 19.00
0! m/z 72.95 91.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 18.40 18.60 18.80 19.00
5727 213 m/z 60.00 86.20%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 18.40 18.60 18.80 19.00
5000 m/z 57.00 80.75%
o 129 242
101115 143157171 1851% 515,
O Tt o T o m Emame
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid
43 6073 18.40 18.60 18.80 19.00
m/z 54.95 66.21%
5000 - e
“ ?7 1115 ‘ 71 214
ol ol gl J02 | wste7 | Aep |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample : 13541-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.98 4.21 ng 177092 Phenanthrene-d10 17.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
Abundance Scan 2773 (19.981 min): BG027357.D (-2768) (-) m/z 72.95 100.00%
5000
19.60 19.80 20.00 20.20
0 m/z 43.05 95.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000, 28 284
19.60 19.80 20.00 20.20
m/z 60.00 89.19%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> NS LR SULLE R
19.60 19.80 20.00 20.20
5000 129 m/z 57.00 84._71%
87
27 U5 143)0;,,,185' 242
ol 214
wﬁmmﬁwrmwwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 19.60 19.80 20.00 20.20
43 m/z 55.00 77.19%
5
5000 129
7 185 228
ZT | m 15 | 143157171 | 199
o) - |‘|||“|‘||“l‘|‘2H|”|||‘JH‘||‘M= |“|‘||‘||||‘|‘i“|| L — poypopap e NNy e
I [ [ [ [ | | | | | I

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060917\
Data File : BG027357.D

Acq On 9 Jun 2017 21:26

Operator : SJ/MA

Sample - 13541-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
Quant Title : 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... 5.70 27.2 ng 389289 1 8.56 285870 20.0
unknown8 .09 8.09 126.3 ng 1805670 1 8.56 285870 20.0
n-Hexadecanoic acid 18.72 2.1 ng 86600 4 17.88 841295 20.0
Octadecanoic acid 19.98 4.2 ng 177092 4 17.88 841295 20.0
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