LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 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-BG052919 .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

3.130 3 7 15 rBV3 54587 112211 6.59% 0.820%
3.206 16 20 32 rVB 128398 221193 12.99% 1.616%
rBv 529028 898018 52.75% 6.560%
7.266 701 711 724 rBV 599196 1079264 63.40% 7.884%
7.425 732 738 746 rVB4 13104 24687 1.45% 0.180%
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7.654 769 777 788 rVB 565313 1016562 59.71% 7.426%
8.130 851 858 871 rVB 275132 487009 28.61% 3.558%
8.447 905 912 923 rBB 432440 766667 45.03% 5.600%
9.305 1050 1058 1067 rBV 365555 659138 38.72% 4_.815%
10.950 1331 1338 1349 rVB 375183 660544 38.80% 4._.825%

=
QO ~NO®

11 13.376 1740 1751 1762 rBV 941886 1457596 85.62% 10.648%
12 14.199 1886 1891 1897 rVB 57538 89334 5.25% 0.653%
13 14.757 1980 1986 1993 rBV2 563735 887220 52.12% 6.481%
14 16.244 2232 2239 2246 rBV 732841 1125335 66.10% 8.220%
15 16.432 2266 2271 2276 rBV8 14842 35487 2.08% 0.259%

16 17.501 2447 2453 2459 rBV2 682769 1040526 61.12% 7.601%
17 18.130 2556 2560 2564 rBV 47761 60610 3.56% 0.443%
18 18.353 2593 2598 2606 rBv4 78117 154942 9.10% 1.132%
19 19.258 2749 2752 2755 rBV2 95118 126217 7.41% 0.922%
20 19.293 2755 2758 2762 rVB3 117181 143377 8.42% 1.047%

21 20.098 2890 2895 2900 rBV 1299349 1702392 100.00% 12.436%
22 21.790 3178 3183 3190 rVB 559741 941151 55.28% 6.875%

Sum of corrected areas: 13689480
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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: BG041054.D
1500000
1000000
7.27
566 7.65
500000 8.45
9.30 10.95
8.13
3.21
33
0 '742
B e e A B B s T R
Time--> 350 4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041054.D
20110
1500000

21.79

10000001 13.38

500000

14.20

O o o e L I o B e e L L B o o o o o o o LU A e e o o

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: BG041054.D

1500000
1000000

R

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\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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.

3.21 9.08 ng 221193 1,4-Dichlorobenzene-d4 8.13
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17

Abundance Scan 21 (3.212 min): BG041054.D (-16) (-) m/z 72.95 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
b e B 207 7z 43.00  38.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LR AR IR UG R IR
43 95 3.20 3.30 3.40 3.50 3.60
- 87 m/z 87.00 25.63%
0-.-‘l“=-‘.“-‘--‘-.--“-‘-.-‘---1.0-1---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 25_.47%
29
0 97 112 129
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- ARSI NN LRSS SRRy
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 11.80%
5000 43
58
29 8(
0: |“|M||‘l||| ——r . — —T —T —T —T —T —T
m/z--> 20 40 60 8 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.65 Concentration Rank 1

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

7.65 41.75 ng 1016560 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 776 (7.648 min): BG041054.D (-769) (-) m/z 132.00 100.00%
5000 68
N 9|6 103 740 7.60 7.80 8.00
0.,”.w.”!ﬂ.“,” bl 22 e et | M7z 68.00  47.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
7.40 7.60 7.80 8.00
21 70 m/z 66.00 34 .59%
. ;45 0 7 8 | 105 116
s 3 3 M o 8 % 16 115 136 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.87%
69
57
¥ 5 [
G R AN A RS RS LS RS RS SRS AR SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- N N RmEEEme
132 7.40 7.60 7.80 8.00

m/z 69.00 22 .32%

5000
104
63 92 ‘
0 2\7 \‘ \‘M M\ “\ Nl ‘ 117 \

m/z--> 20 30 50 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.98 ng 154942 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Eicosanoic acid 312 C20H4002 000506-30-9 74
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2598 (18.353 min): BG041054.D (-2593) (-) m/z 72.95 100.00%
5000
256
9301 18.00 18.20 18.40 18.60
o 37 349 m/z 55.05  97.82%
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
43 | T3
5000 129 AR AR
18. oo 18 20 18. 40 18.60
n m/z 60.00 89.00%
LT e |, 2
ol15 | Wlh\‘ L hu A 2 N
m/z--> 50 o 150 200 250 300 350
Abundance
43 73
18.00 18.20 18.40 18.60
5000 129 m/z 41.05 83.18%
97 199 242
157
0 177
m/z--> 55 160 150 200 250 360 3%0
Abundance #154908: Eicosanoic acid R R RREEEEa
43 18.00 18.20 18.40 18.60
73 m/z 43.10 80.14%
5000
129 312
185 269
oL, .‘. gl I‘]tlt Al ‘.‘}5‘.7.‘ s ‘Izll‘:?‘IZLI}ll‘l | .2?2‘, | IR e —
m/z--> 50 100 150 200 250 300 350 1800 1820 1840 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 6-C14H26 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.26 2.43 ng 126217 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-C14H26 194 C14H26 003730-08-3 93
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 91
3 9.12-Octadecadienoic acid. ethvl... 308 C20H3602 007619-08-1 90
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 90
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 81

Abundance Scan 2752 (19.258 min): BG041054.D (-2749) (-) m/z 67.00 100.00%

7

5000

19.00 19.20 19.40 19.60

123150 183 200 263 301 338 360395 430

494

(o} m/z 55.00 78.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56463:; 6-C14H26
67
41 95
5000 LIS L L L L L B LB
19.00 19.20 19.40 19.60
m/z 81.00 67.09%
e
L e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
41 67
R EERE RS B
19.00 19.20 19.40 19.60
5000 95 m/z 41.00 65.26%
. 123149 179 262 204
e e o o B T A e B S B o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151471: 9,12-Octadecadienoic acid, ethyl ester R EERE RS B
19.00 19.20 19.40 19.60
41 95 m/z 95.00 54 _.81%

5000

I T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060319\
Data File : BG041054.D

Aca On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 7 14-Methylpentadec-9-enoic a... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.29 2.76 ng 143377 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 92
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 90
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 83
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 72
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 72

5000

Abundance Scan 2757 (19.287 min): BG041054.D (-2755) (-) m/z 55.00 100.00%
5000
195 022 264 L R
151 180 302331 363 402 454 508 19.00 19.20 19.40 19.60
o} m/z 43.05 69.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117520: 14-Methylpentadec-9-enoic acid methyl ester
55
5000 3 LA L L L L L L L
19. OO 19. 20 19. 40 19. 60
236 m/z 41.00 65.13%
‘ m © 137163 104 268
R 0 177 Y —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
R s R
19.00 19.20 19.40 19.60
5000 83 m/z 69.00 53.46%
29 264
1 g0 222
137 1 296
o T i MU
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141275: 9-Octadecenoic acid, methyl ester T
55 19.00 19.20 19.40 19.60

m/z 74.00 52.18%

19.00 19.20 19.40 19.60

8270-BG052919.

M Tue Jun 04 17:03:08 2019

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO060319\
Data File : BG041054.D

Acq On > 4 Jun 2019 3:39

Operator : HP/JU

Sample : K2641-15 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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... 3.21 9.1 ng 221193 1 8.13 487009 20.0
unknown? .65 7.65 41.8 ng 1016560 1 8.13 487009 20.0
Tridecanoic acid 18.35 3.0 ng 154942 4 17.50 1040530 20.0
6-C14H26 19.26 2.4 ng 126217 4 17.50 1040530 20.0
14-Methylpentadec... 19.29 2.8 ng 143377 4 17.50 1040530 20.0
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