LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On > 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 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-BG102119.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 3.159 8 12 26 rvB 80437 153426 5.61% 1.122%
2 5.103 337 343 353 rBV 139366 224399 8.21% 1.641%
3 5.597 418 427 438 rBV 486822 863836 31.61% 6.318%
4 7.201 692 700 716 rBV 542775 1070586 39.18% 7.831%
5 7.548 751 759 771 rBV 575823 1014190 37.11% 7.418%
6 8.000 829 836 845 rBV2 97472 169838 6.21% 1.242%
7 8.323 884 891 901 rBV 438291 777760 28.46% 5.689%
8 9.163 1026 1034 1050 rBV 294878 608347 22.26% 4 .450%
9 10.808 1303 1314 1324 rBV 100815 216659 7.93% 1.585%
10 13.253 1722 1730 1744 rBV 969815 1621129 59.32% 11.858%
11 14.087 1866 1872 1883 rBvV2 34473 75369 2.76% 0.551%

12 14.633 1958 1965 1976 rBV 206042 367541 13.45% 2.688%
13 16.126 2212 2219 2239 rBV 832088 1475065 53.98% 10.789%
14 17.377 2425 2432 2448 rBV 270115 495606 18.14% 3.625%
15 18.270 2579 2584 2588 rBV3 28786 44892 1.64% 0.328%

16 19.986 2870 2876 2892 rBV 2007201 2732763 100.00% 19.989%
17 21.290 3092 3098 3109 rBV5 39794 132349 4._.84% 0.968%

18 21.367 3109 3111 3121 rVB6 14609 32055 1.17% 0.234%
19 21.643 3151 3158 3172 rBvV2 282300 529190 19.36% 3.871%
20 21.825 3184 3189 3194 rVB 23483 35235 1.29% 0.258%
21 22.418 3286 3290 3298 rBV3 26197 41789 1.53% 0.306%

22 23.088 3397 3404 3414 rBv4 72150 171591 6.28% 1.255%
23 23.294 3433 3439 3450 rVB 94102 176663 6.46% 1.292%
24 23.899 3535 3542 3548 rVB3 25983 52399 1.92% 0.383%
25 24.827 3690 3700 3713 rVB2 196349 588912 21.55% 4_.308%

Sum of corrected areas: 13671589
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
2000000 TIC: BG043593.D

1500000

1000000

7.20 7.55
500000 5.60 8.32

316 5.10 8.00 10.81

Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 7. 50 8. OO 8. 50 9.00 9. 50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance : .
2000000 TIC: BG043593.D

19.99

1500000

1000000{ 13.25
16.13

500000

21.64
14.63 17.38

14.09 A 18.27 ( 231297101.82 22.42

(O o e o o e e L B o o o L L B o o . L o o s o e o i B L A

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 : .
2000000 TIC: BG043593.D

1500000

1000000

500000

24.83
.29
23.88 23.90

e RS AR R A e L L A R EA BASES RAARA RARAR

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\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.16 18.07 ng 153426 1,4-Dichlorobenzene-d4 8.00
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 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 12 (3.159 min): BG043593.D (-8) (-) m/z 73.10 100.00%
7B

i

5000 43
55 87
223 3.20 3.30 3.40 3.50 3.60
ot e e e eraee | mM/z 43.05 0 41.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LI L L L L LB LB B
43 3.20 3.30 3.40 3.50 3.60
% 87 m/z 87.10 26.18%
29 |
o) T U
B s e L O B A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 R RN R S RARREE
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 25.91%
0 “ |99 112 129
.”,... T T T T T
m/z--> 80 100 120 140 160 180 200 220
Abundance #2051: 1,3-Dioxolane, 2-methyl- M RRREREEEEo s R
78 3.20 3.30 3.40 3.50 3.60
m/z 71.10 10.65%
5000 43
58
29 ‘ 87
0,.Uu.,”..,..”,.k..“...,.”.,...w....,”..,..”,... Pt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

510 26.43ng 224399  1,4-Dichlorobenzene-da 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

2 1.2-Butanediol 90 C4H1002 000584-03-2 32
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 342 (5.097 min): BG043593.D (-337) (-) m/z 43.10 100.00%
43
59
5000
101 S I N ——
480 5.00 5.20 5.40
83
O il B3l 67 73 8 | w7z 59.10  58.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 23.78%
15 31 101
0 25,70 37| 53 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
3 59
480 500 520 540
5000 m/z 58.10 14.75%
41
0 1 25My ‘L‘47 53 | 71 89
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R e o o
59 480 5.00 5.20 5.40
m/z 41.10 9.34%
5000
43 101
0 15 I \3‘1 37\ ‘ ‘ | 53\\ i 65 71 8\3
m/z--> :I.IO 2|O 3IO 4IO 5|O (SIO 7IO 8|O 9|O 1(I)O 1::.0 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 unknown7.55 Concentration Rank 1

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

7.55 119.43 ng 1014190 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 759 (7.548 min): BG043593.D (-751) (-) m/z 132.10 100.00%
132
5000 68 }\
40 54 ‘ 75 % 720 7.40 7.60 7.80
103 ) . . )
o.,....,....'l'!.‘.‘?,.'.'..?.l-!-.'.|,..'.-~.,..f.‘?,...~.,.'!~:.,1.1?..,....,".~..,... m/z 68.10 39.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
78 m/z 134.10 31.86%
31 54 51
0'P'”J”Jh'L'M'”I”'H”“'P'”I”'W'“'P'”I“'WI”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
7.20 7.40 7.60 7.80
5000 m/z 66.10 29.07%
33 am o g7 105
. 5180 e | | us
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile — e
132 7.20 7.40 7.60 7.80
m/z 69.10 19.03%
5000
92
65
0 27 3\9 ﬁ:‘l-‘ 58 I “ 7Z | 135 117
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 E-15-Heptadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.29 5.00 ng 132349 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Octadecene 252 C18H36 000112-88-9 86
3 1-Pentadecene 210 C15H30 013360-61-7 83
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 74
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 70
Abundance Scan 3098 (21.290 min): BG043593.D (-3092) (-) m/z 57.10 100.00%
43
5000
125 208 PSR U SN BN PN
140155 191 223237 265 283 21.00 21.20 21.40 21.60
o m/z 43.05 81.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104157: E-15-Heptadecenal
43
57
83 o,
5000
21.00 21.20 21.40 21.60
125 m/z 55.05 77.20%
o 139154168182196210224238252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104182: 1-Octadecene
43 57
83
21.00 21.20 21.40 21.60
5000 29 m/z 71.05 53.86%
125
ol.15 | H‘ 139154168182196010224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69581: 1-Pentadecene
43 21.00 21.20 21.40 21.60
m/z 69.10 53.16%
5000 29
111
. | M 125140154168182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.09 6.49 ng 171591 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 74
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 38
5 3-Tetradecanone 212 C14H280 000629-23-2 38

Abundance Scan 3404 (23.088 min): BG043593.D (-3397) (-) m/z 59.05 100.00%

5000

g8

126

337 A15 22.80 23.00 23.20 23.40

152 177198
m/z 72.10 85.61%

249 204
0‘
m/z--> 50 100 150 200 250 300 350 400

Abundance #174695: 13-Docosenamide, (2)-

22. 80 23 00 23. 20 23. 40
m/z 57.10 65.81%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #128446: 9-Octadecenamide, (2)-
59
R R e e AR EE
22.80 23.00 23.20 23.40
5000 m/z 43.10 65.78%
M H 3 120 154 281
0 184207 238
0....,”.MW@E%LEN..u.,.......M S
m/z--> 50 100 150 200 250 300 350 400
Abundance #83610: Tetradecanamide R B B R
59 22.80 23.00 23.20 23.40
m/z 55.10 63.44%
5000
29 97 128 184 227
0....h ! ﬂﬂ,ﬁnh}?g...,.... T i A LM e
m/z--> 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111119\
Data File : BG043593.D

Aca On : 11 Nov 2019 21:16

Operator :© JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 7 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.29 6.00 ng 176663 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 86
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 3438 (23.288 min): BG043593.D (-3433) (-) m/z 69.10 100.00%
69
5000
41
95 121
149 177 203 23.00 23.20 23.40 23.60
O bl b U7 7 200 231 289282 S4L 1 Thzz 81.05  49.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000
a1 23.00 23.20 23.40 23.60
m/z 41.05 25.44%
o i %5 117 j 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 68.05 15.67%
41
95 137
oLl L L7 | 163 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69 23.00 23.20 23.40 23.60
m/z 95.05 13.28%
41
5000
olad Lo Mlﬂ o1 205 28
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111119\
Data File : BG043593.D

Acq On > 11 Nov 2019 21:16

Operator : JU

Sample : K5782-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
Quant Title : 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... 3.16 18.1 ng 153426 1 8.00 169838 20.0
2-Pentanone, 4-hy... 5.10 26.4 ng 224399 1 8.00 169838 20.0
unknown? .55 7.55 119.4 ng 1014190 1 8.00 169838 20.0
E-15-Heptadecenal 21.29 5.0 ng 132349 5 21.64 529190 20.0
13-Docosenamide, ... 23.09 6.5 ng 171591 5 21.64 529190 20.0
Squalene 23.29 6.0 ng 176663 6 24.83 588912 20.0
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