LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030419\
Data File : BG039746.D
Acq On : 5 Mar 2019 00:42 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le : K1705-17 PST-028-B102-022719
ALS Vial : 16 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 3.210 15 21 29 rBv 67650 128819 3.00% 0.576%
2 3.281 29 33 41 rVB 53984 77636 1.81% 0.347%
3 5.701 438 445 453 rBV 1061393 1676174 39.04% 7.493%
4 7.305 709 718 728 rBV 1126136 2008237 46.78% 8.977%
5 7.687 774 783 795 rBV 1018329 1798435 41.89%% 8.039%

8.157 856 863 872 rBV 165385 283216 6.60% 1.266%
8.480 909 918 928 rBV 718235 1252990 29.19% 5.601%
9.332 1055 1063 1078 rBV 640370 1163376 27.10% 5.201%
10.976 1335 1343 1355 rBVY 233335 423050 9.85% 1.891%
13.408 1748 1757 1764 rBV 1767701 2786750 64.91% 12.457%

=
QO ~NO®

11 14.219 1890 1895 1902 rBV 88728 128038 2.98% 0.572%
12 14.783 1983 1991 1999 rVB2 403144 651729 15.18% 2.913%
13 16.269 2236 2244 2257 rBV 1602242 2408572 56.10% 10.767%
14 17.526 2451 2458 2469 rBV2 565374 865854 20.17% 3.871%
15 18.378 2597 2603 2614 rBV2 69180 115649 2.69% 0.517%

16 20.123 2893 2900 2907 rBV 3243725 4293103 100.00% 19.191%
17 21.403 3112 3118 3134 rBV2 88538 215515 5.02% 0.963%
18 21.815 3180 3188 3198 rVvB2 598613 987693 23.01% 4._.415%
19 24.141 3578 3584 3590 rBV2 21754 45345 1.06% 0.203%
20 25.187 3746 3762 3775 rBV 330647 1005976 23.43% 4._.497%

21 26.314 3945 3954 3964 rBvV4 16354 54123 1.26% 0.242%

Sum of corrected areas: 22370280
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG030419\

BG039746.D
5 Mar 2019 00:42
Ju/SsJ
K1705-17 PST-028-B102-022719
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000
33228

TIC: BG039746.D

7.30

5.70 7.69

8.48

8.16 10.98

0
Time-->

350 4.00 450 5.00 5.50 6.00 650

700 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.41

TIC: BG039746.D
20.12

16.27

17.53 21.81

14.78
21.40

14.22

A
T T

18.38

05
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG039746.D

25.19

24.14

26.31

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG030419\

Data File : BG039746.D

Acq On : 5 Mar 2019 00:42

Operator : JU/SJ

3?22 le K1705-17 PST-028-8102-022719
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 4

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

3.28 5.48 ng 77636 1,4-Dichlorobenzene-d4 8.16
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 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 33 (3.281 min): BG039746.D (-29) (-) m/z 73.15 100.00%

n
5000 43
55
87

3$| 50 3.203.303.403.503.603.70
| AN 41 . U B IS PN m/z 43.15 42_70%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 3.203.303.403.503.603.70
55 87 m/z 55.15 32.72%
29
.l 35 ‘\w 50 ‘ 67 || 80
0 ,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.203.303.403.503.603.70
5000 m/z 87.15 24 .87%
29
15 67 97
O T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.203.303.403.503.603.70

m/z 41.15 14 .42%

55
43
5000
27 ‘
0 15 ‘\‘32 3$ \‘ i ! 81
--|----|----|----|----|----|----|----|----|----|---

m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030419\
Data File : BG039746.D

Acq On : 5 Mar 2019 00:42

Operator : JU/SJ

Sample : K1705-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 unknown7.69 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.69 127.00 ng 1798440 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 784 (7.693 min): BG039746.D (-774) (-) m/z 132.15 100.00%
132
5000 68
0 st [l 0 %o "7 7ho 7k ob)
o b2 e m/z 68.15 42.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |/|\|||||||||||||||||||||
7.40 7.60 7.80 8.00
0
31 51 78 m/z 134.15 33.31%
0 ‘ b1 H Moy . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R N AREEEE S
7.40 7.60 7.80 8.00
5000 m/z 66.15 28.25%
s 57 69
89 103
48 8 115
O T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B e R
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 16.29%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BG030419.M Tue Mar

05 17:00:24 2019

PST-028-B102-022719

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG030419\

Data File : BG039746.D

Acq On : 5 Mar 2019 00:42

Operator : JU/SJ

3?22 le K1705-17 PST-028-8102-022719
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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.
18.38 2.67 ng 115649 Phenanthrene-d10 17.53
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2603 (18.378 min): BG039746.D (-2597) (-) m/z 43.20 100.00%
60 78
o 97 129 wWJLAMA
171185 213 Vel o' at A b sttt L
TJ[ 15 | 143157 19 | 5y 2° 18.00 18.20 18.40 1860
(o} m/z 60.15 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 55.25 96.73%
1Ji 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.|00 18.|20 18.I40 18.|60 '
5000 129 m/z 73.15 95.34Y%
29 87 115 171
185 214
LI 10 0 Mo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 57.20 74 .08%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030419\
Data File : BG039746.D

Acq On : 5 Mar 2019 00:42

Operator : JU/SJ

Sample : K1705-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 Dichloroacetic acid, heptad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.40 4.36 ng 215515 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 91
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91

Abundance Scan 3117 (21.398 min): BG039746.D (-3112) (-) m/z 57.25 100.00%
57
83
5000
\ 111
139 153182 385 21.00 21.20 21.40 21.60 21.80
oLl -.I'.L.'-.‘,...-.?O?...,....,....,...., m/z 43.20 72.60%
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 3
5000 111 LA L L L L L L L B L
21.00 21.20 21.40 21.60 21.80
29 m/z 55.15 68.30%
oLl L) 1199 168101210 238 266 205
m/z--> 50 100 150 200 250 300 350
Abundance
57
97
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.15 52.01%
125
29
0 77 153 181 209 236 264 292 322 364 392
o e
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57 83 21.00 21.20 21.40 21.60 21.80
m/z 69.15 47 .19%
5000
111
29
ol b J 1| S 11 J‘ngig m 1(.39‘196 224 252 294 32L2
T e e e e T
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030419\

Data File : BG039746.D

Acq On : 5 Mar 2019 00:42

Operator : JU/SJ

3?22 le K1705-17 PST-028-8102-022719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Butane, 2-methoxy... 3.28 5.5 ng 77636 1 8.16 283216 20.0
unknown? .69 7.69 127.0 ng 1798440 1 8.16 283216 20.0
n-Hexadecanoic acid 18.38 2.7 ng 115649 4 17.53 865854 20.0
Dichloroacetic ac... 21.40 4.4 ng 215515 5 21.81 987693 20.0
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