LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample - 17004-09

Misc :

ALS Vial : 18 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-BG122117 .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 3.446 21 27 39 rBv 82375 174319 4_09% 1.025%
2 3.540 39 43 52 rvB 31847 50141 1.18% 0.295%
3 6.237 494 502 513 rBVY 267111 460838 10.81% 2.710%
4 7.918 780 788 800 rBB 166753 317351 7 .44% 1.866%
5 8.335 851 859 868 rBY 537367 984164 23.08% 5.788%

8.822 935 942 951 rVB 138086 248449 5.83% 1.461%
9.163 991 1000 1013 rVB 543848 1021246 23.95% 6.006%
10.021 1138 1146 1158 rVB 376433 716883 16.81% 4.216%
11.713 1426 1434 1445 rVB 193917 367103 8.61% 2.159%
14.087 1830 1838 1849 rVB 1550104 2445480 57.35% 14.383%

=
QO ~NO®

11 15.456 2064 2071 2079 rVB3 347815 592211 13.89% 3.483%
12 16.931 2314 2322 2336 rBV 1280411 2038157 47.80% 11.987%
13 18.194 2528 2537 2546 rBV 514560 818783 19.20% 4_.816%
14 19.011 2671 2676 2686 rBV2 84696 131239 3.08% 0.772%
15 20.250 2880 2887 2903 rBV 149088 228997 5.37% 1.347%

16 20.726 2962 2968 2975 rBV 3065350 4263827 100.00% 25.078%
17 22.101 3196 3202 3208 rBV2 62744 99329 2.33% 0.584%

18 22.553 3271 3279 3288 rVB2 528612 1004897 23.57% 5.910%
19 26.331 3910 3922 3937 rBv2 309907 1039161 24.37% 6.112%

Sum of corrected areas: 17002575
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample : 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031730.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample : 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.54 4.04 ng 50141 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 43 (3.540 min): BG031730.D (-39) (-) m/z 73.00 100.00%

3
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87
43 55

II‘I |. | ‘ 129 207 340 360 380

Ol e A e m/z 87.10 33.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T T T T T
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m/z--> 2I I I 8IO 1CI)O 12|O 14|10 1(|30 1E|30 2(|)O
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73
87

3.40 3.60 3.80

5000 41 55 m/z 55.05 24.63%
29
99 112 129
O T T T T T[T T e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #734: N-Ethylformamide T
340 360  3.80
73 m/z 71.10 15.08%
5000
44 58
o) |
o...‘.‘,.‘...N‘.“...,....,....,....,....,....,....,....,.... L
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample : 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3 unknown8.33 Concentration Rank 2

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

8.33 79.22 ng 984164 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 40
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 32
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 858 (8.329 min): BG031730.D (-851) (-) m/z 132.00 100.00%
5000
68
0 % '8.00 820 8.40 8.60
40 54 : : : :
ol T8 | s+ m/z 134.00 34.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USRS SRR AR
8.00 8.20 8.40 8.60
2 51 78 m/z 68.10 33.06%
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
800 820 840 8.60
5000 67 m/z 66.00 20.53%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P
57 132 8.00 8.20 8.40 8.60
24 m/z 96.00 14 .28%
5000 g 1°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? I | U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample : 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.01 3.21 ng 131239 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2676 (19.011 min): BG031730.D (-2671) (-) m/z 73.10 100.00%
7B
43 9]
5000 129 213
97 115 157171185 256 DN e e NIV
143 199 | 227 28 1860 18.80 19.00 19.20 19.40
of 1 m/z 60.00 76.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 ABSRARUARSARERABN
mmmmmmmwmm
m/z 57.10 60.41%
1Ji 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
73
18.60 18.80 19.00 19.20 19.40
5000 - 129 m/z 43.00 57.21%
87 15 ah 214
101 143157 = 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61117: Dodecanoic acid
73 18.60 18.80 19.00 19.20 19.40
43 m/z 41.05 57.18%
57
5000
29 129 200
T710111 143157171
A il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample : 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.25 5.59 ng 228997 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2887 (20.250 min): BG031730.D (-2880) (-) m/z 73.00 100.00%
5000
20.00 20.20 20.40 20.60
0 m/z 43.10 98.06%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284
97 185 241 20.00 20.20 20.40 20.60
‘ m/z 57.05 77.79%
o 2 \m;‘u‘\lml ‘;\15“7 .“ o \IZIJF3I‘\I I \?67|\| e
m/z--> 50 100 150 200 250 300 350
Abundance
43 60
20.00 20.20 20.40 20.60
5000 129 m/z 60.00 75.97%
83
101 157 185 213 256
O g ?%gl" IS UL B
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid T N RaMas e
73 20.00 20.20 20.40 20.60
m/z 55.00 65.13%
129
5000
43
ol .,w lﬁtl?lyl sl
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031730.D

Acq On : 23 Dec 2017 2:55

Operator : SJ/JU

Sample - 17004-09

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
Butane, 2-methoxy... 3.54 4.0 ng 50141 1 8.82 248449 20.0
unknown8.33 8.33 79.2 ng 984164 1 8.82 248449 20.0
n-Hexadecanoic acid 19.01 3.2 ng 131239 4 18.19 818783 20.0
Octadecanoic acid 20.25 5.6 ng 228997 4 18.19 818783 20.0
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