LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040830.D
Aca On : 10 May 2019 00:12 Instrument :
Operator : HP/JU gll\!A_ctsS o

- _ lentosampleld :
3?2?:'6 - (erb2-20 P021-SS004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA G\METHODS\8270-BG042319.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 heiaht area % max. total
1 3.152 5 11 20 rBv2 121739 219944 4_.93% 0.840%
2 3.229 20 24 33 rvB 244485 316074 7.08% 1.207%
3 5.673 433 440 451 rBV 1174580 1827305 40.96% 6.979%
4 7.277 702 713 732 rBVY 1232984 2214124 49.63% 8.457%
5 7.665 770 779 787 rBVY 1192713 2018735 45.25% 7.711%
6 8.141 853 860 872 rBV 202016 346647 7.77% 1.324%
7 8.464 908 915 924 rBV 831096 1407487 31.55% 5.376%
8 9.316 1051 1060 1068 rBV 755704 1374883 30.82% 5.251%
9 10.961 1333 1340 1348 rVvB2 266470 496110 11.12% 1.895%
10 13.393 1746 1754 1765 rBVY 1911999 2936188 65.81% 11.215%

11 14.210 1886 1893 1899 rBV 326300 451855 10.13% 1.726%
12 14.768 1981 1988 1996 rBV2 521466 808374 18.12% 3.088%
13 16.255 2233 2241 2254 rBV 1958456 2950134 66.13% 11.268%
14 17.512 2448 2455 2465 rBV2 747782 1115171 25.00% 4._.259%
15 18.364 2595 2600 2610 rBV2 204205 312798 7.01% 1.195%

16 19.510 2787 2795 2800 rBV9 17765 45405 1.02% 0.173%
17 19.627 2810 2815 2823 rBV3 78101 122850 2.75% 0.469%
18 20.109 2890 2897 2907 rBV 3253750 4461450 100.00% 17.041%
19 21.396 3110 3116 3118 rBv4 28833 46030 1.03% 0.176%
20 21.795 3176 3184 3196 rBV2 667179 1221672 27.38% 4_.666%

21 21.954 3206 3211 3215 rVB5 29697 46854 1.05% 0.179%
22 22.577 3312 3317 3322 rVB3 34712 52235 1.17% 0.200%
23 23.294 3432 3439 3446 rBV3 45677 102001 2.29% 0.390%
24 23.493 3468 3473 3479 rBV3 28747 51345 1.15% 0.196%

25 24.128 3575 3581 3590 rVB3 45375 101391 2.27% 0.387%
26 25.150 3742 3755 3771 rBV2 303573 1076351 24.13% 4.111%
27 26.296 3947 3950 3959 rVB6 28570 57962 1.30% 0.221%

Sum of corrected areas: 26181375
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040830.D

Aca On : 10 May 2019 00:12

Operator : HP/JU

ﬁ?ggle i K2762-20 P021-55004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040830.D

3000000
2500000
2000000

1500000
5.67 7.28 766

1000000
8.46 9.32

500000
323 8.14 10.96

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040830.D
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2000000 13.39 16.25
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14.77
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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 TIC: BG040830.D
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2500000
2000000
1500000
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232949 24.13 \ 26.30
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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\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040830.D

Aca On : 10 May 2019 00:12

Operator : HP/JU

ﬁ?ggle i K2762-20 P021-55004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3

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

3.23 18.24 ng 316074 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 24 (3.229 min): BG040830.D (-20) (-) m/z 73.00 100.00%
73.0 A
5000
4% |1179 4013 3.20 3.30 3.40 3.50 3.60
o= m/z 43.00 42 .34%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LRI N U IR AN AR I
3.20 3.30 3.40 3.50 3.60
m/z 55.05 26 .59%
41%
Y |RULE UL SN UL SR UL SRR B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 41.0 m/z 87.00 26.13%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #1877: Acetamide, N-ethyl-
30.0 3.20 3.30 3.40 3.50 3.60
m/z 40.95 11.20%
5000 87.0
0 J'l‘l‘j"l""l""l UL AR U UL
mz-> 0 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040830.D

Aca On : 10 May 2019 00:12

Operator : HP/JU

ﬁ?ggle i K2762-20 P021-55004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.66 Concentration Rank 1

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

7.66 116.47 ng 2018740 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 778 (7.659 min): BG040830.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.0
112 740 7.60 7.80 8.00
0 R e m/z 68.00 51.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 A RARAE N AR LA
7.40 7.60 7.80 8.00
m/z 66.00 35.82%
o 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
90 o T 7ho 780 580
5000 ' m/z 134.00 31.32%
31.0 510
0 ‘ [ 1 H (1 L 1
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl- R s p
132.0 7.40 7.60 7.80 8.00
m/z 69.00 22 .40%
104.0
5000
51.0 77.0
91.0
ok .3?'9““. bl ..“..lu“..li]klﬁllouu ‘.|....|....|.... A
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040830.D

Aca On : 10 May 2019 00:12

Operator : HP/JU

ﬁ?ggle i K2762-20 P021-55004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 5.61 ng 312798 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 2599 (18.358 min): BG040830.D (-2595) (-) m/z 73.00 100.00%
73.0
4110
5000 129.0
171.0 213.1
: 256.2 18.00 18.20 18.40 18.60
o P \l 32 420 a7z 60.00  87.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 USSR LS B SRR
18.00 18.20 18.40 18.60
7.0 1710 2130 256.0 m/z 43.05 85.45%
0 I“''ll"l'l'll""'I""'I""I""I'
m/z--> 50 100 150 200 250 300 350 400
Abundance #72643: Tridecanoic acid
73.0
41.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 41.05 72.56%
171.0
214.0
Olldllll h.}w.‘i,‘.'{.‘..‘,'. .‘.t.,.... S
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
0 73.0 18.00 18.20 18.40 18.60
4% m/z 57.05 67.11%
5000 129.0
199.0 2420
OIIJIII ‘."}M.“. I{II‘??I\'Q{ILI\III{ T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040830.D

Aca On : 10 May 2019 00:12

Operator : HP/JU

ﬁ?ggle i K2762-20 P021-55004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.
19.63 2.20 ng 122850 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2815 (19.627 min): BG040830.D (-2810) (-) m/z 72.95 100.00%
430 730
5000
185.1 241.1
284.2 354.3 19.40 19.60 19.80 20.00
0 m/z 43.05 82.63%
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0 730
5000 LR UL BRI BN B
129.0 mmmmmmmm
: 185.0 284.0 m/z 41.00 79.08%
. 241.0
0! 15.0 1. ]I.-?l all 15.701 l I213O| I
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance #95851: Pentadecanoic acid
43.0 73.0
" 10/40 1960 19.80 20.00
5000 129.0 m/z 55.05 77.19%
199.0
b e T
01.5'.0“.U|“|. \h nxl {.i.‘...“l....l....l.
m/z--> 50 150 200 250 300 350
Abundance #84453: Tetradecanoic acid i T
73.0 19.40 19.60 19.80 20.00
43.0 m/z 59.95 76.70%
5000 129.0
185.0 228.0
1
oL, Iﬂ k,'.l J%\\ﬂ FSZO -{-\ ..l.. S——
m/z--> 50 150 200 250 300 350 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO050919\

Data File : BG040830.D

Acq On : 10 May 2019 00:12

Operator : HP/JU

3?22'6 i K2762-20 P021-SS004-0206-01
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.23 18.2 ng 316074 1 8.14 346647 20.0
unknown7 .66 7.66 116.5 ng 2018740 1 8.14 346647 20.0
n-Hexadecanoic acid 18.36 5.6 ng 312798 4 17.51 1115170 20.0
Octadecanoic acid 19.63 2.2 ng 122850 4 17.51 1115170 20.0
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