LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121618\
Data File : BG038647.D
Aca On : 16 Dec 2018 19:25 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J6391-15 P001-SS017-1824-01
ALS Vial : 13 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-BG121218 .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

5.140 344 349 358 rvVB 28547 47400 2.34% 0.438%
5.610 422 429 443 rVB 531500 903707 44 .60% 8.359%
rBv 570818 1051163 51.88% 9.723%
7.590 758 766 774 rBV 521242 922360 45.52% 8.531%
8.060 838 846 853 rBV 83142 145057 7.16% 1.342%
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8.384 894 901 911 rVB 384536 697801 34.44% 6.454%
9.235 1039 1046 1055 rBV 340480 634786 31.33% 5.871%
10.875 1318 1325 1334 rVB 112144 203946 10.07% 1.886%
13.319 1733 1741 1748 rBVY 827635 1365003 67.37% 12.625%
14.141 1875 1881 1889 rBV 39389 61570 3.04% 0.569%

=
QO ~NO®

11 14.694 1968 1975 1986 rVB2 172459 293633 14.49%% 2.716%
12 16.186 2221 2229 2242 rBV2 727486 1105833 54.58% 10.228%
13 17.444 2436 2443 2454 rVvB2 230770 364852 18.01% 3.375%
14 18.301 2584 2589 2597 rBv4 24676 43866 2.16% 0.406%
15 20.046 2880 2886 2894 rBV 1516293 2026194 100.00% 18.741%

16 21.321 3097 3103 3114 rBV 63966 113378 5.60% 1.049%
17 21.721 3163 3171 3178 rBV 244215 411020 20.29% 3.802%

18 25.017 3723 3732 3748 rVB2 134411 399241 19.70% 3.693%
19 26.092 3905 3915 3921 rBV9 6651 20726 1.02% 0.192%

Sum of corrected areas: 10811536
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038647.D

Aca On : 16 Dec 2018 19:25

Operator : JU/SJ

ﬁ?gg le J6391-15 P001-55017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038647.D

1400000
1200000
1000000

800000

600000 5.61 721 4 g

400000 8.38 9.24

200000 8.06 10.87

\ 514

Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038647.D

20L05
1400000

1200000

1000000

13.32
800000 16.19

600000

400000

17.44 21.72
200000 14.69

14.14 A L 18.30

o' tr—r'——1r—r—— e e e e e e e e

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: BG038647.D

21.32

1400000
1200000
1000000
800000
600000
400000

200000 25.02
26.09

e e L, L L

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\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038647.D

Aca On : 16 Dec 2018 19:25

Operator : JU/SJ

3?22 le J6391-15 P001-55017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 6.54 ng 47400 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 349 (5.140 min): BG038647.D (-344) (-) m/z 43.00 100.00%
43
5000 59
101 B SAREE RRRE RREE RN
53, | | 480 5.00 5.20 5.40
SRR 1 1 VMNP DSBS H m/z 59.00 43.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS UL UL L
59 480 500 520 540
m/z 101.00 16.59%
25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-
43
480 500 520 540
5000 m/z 58.00 14.01%
®» 55 83 98
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 41.00 9.41%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038647.D

Aca On : 16 Dec 2018 19:25

Operator : JU/SJ

3?22 le J6391-15 P001-55017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 127.17 ng 922360 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 766 (7.590 min): BG038647.D (-758) (-) m/z 131.90 100.00%
5000 68
40 % J 720 7.40 7.60 7.80 8.00
7 ) ) ) ) .
M| e e N W/z 68.00 39.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S ANEARRARSEARSS ARSERY
7.20 7.40 7.60 7.80 8.00
31 78 m/z 133.90 33.31%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

7.20 7.40 7.60 7.80 8.00

5000 97 m/z 66.00 33.13%
70
31 60
P e | aosue |
— et e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  RaaEE B L
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 19.16%
5000 98 116
SN VN '~ T ™ N s S | G
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00

8270-BG121218.M Mon Dec 17 16:49:09 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038647.D

Aca On : 16 Dec 2018 19:25

Operator : JU/SJ

3?22 le J6391-15 P001-55017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.40 ng 43866 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2589 (18.301 min): BG038647.D (-2584) (-) m/z 72.90 100.00%
6 78
5000 129 013
115
|| H ” 9( | 157171185 1 gq ‘ 007 256 18.00 18.20 18.40 18.60
SRR R T Y e o i Y m/z 60.00 99.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 ARRASRRARRRA RARRRRRARS

18.00 18.20 18.40 18.60
m/z 43.00 95.42%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 84.41%
29
..1.5,....,... “‘.‘l‘.‘.,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 18.00 18.20 18.40 18.60
m/z 55.00 74 .22%
43
5000
129
29 ‘ T7 115 171185 214
01 ‘
..1.5,.@..‘,».\..w.q\».‘.,\m..?m,»..m,.\.w..,\.l.%n%,..;.,.»..1.98...\.
m/z--> 20 40 60 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\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038647.D

Aca On : 16 Dec 2018 19:25

Operator : JU/SJ

3?22 le J6391-15 P001-55017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.52 ng 113378 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 l1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3103 (21.321 min): BG038647.D (-3097) (-) m/z 54.95 100.00%
g5
83
5000
111
139 21.00 21.20 21.40 21.60
W AR, en ¥ T 5700 98.47%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000
29 21.00 21.20 21.40 21.60
125 m/z 43.00 93.97%
790 | 1538 181 308
m/z--> 50 160 150 200 250 300 3%0
Abundance #155046: 1-Heneicosanol
55 83
21.00 21.20 21.40 21.60
5000 111 m/z 83.00 75.33%
29
Ll { \| | 139 167 106 53 266 204
m/z--> 55 100 1%0 260 2%0 300 3%0
Abundance #177132: 1-Heneicosyl formate
57 83 21.00 21.20 21.40 21.60
m/z 97.00 71.70%
5000 111
} | ‘ ’ L A% 167 196 222 266 294 322440
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3%0 21.00 21.20 21.40 21.60

8270-BG121218.M Mon Dec 17 16:49:10 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121618\

Data File : BG038647.D

Acq On : 16 Dec 2018 19:25

Operator : JU/SJ

3?22 le J6391-15 P001-SS017-1824-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.14 6.5 ng 47400 1 8.06 145057 20.0
unknown? .59 7.59 127.2 ng 922360 1 8.06 145057 20.0
n-Hexadecanoic acid 18.30 2.4 ng 43866 4 17.44 364852 20.0
1-Docosene 21.32 5.5 ng 113378 5 21.72 411020 20.0
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