LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 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 3.163 9 13 23 rvVB 116882 178696 6.82% 1.475%
2 5.108 338 344 351 rBV 139957 218573 8.35% 1.804%
3 5.602 421 428 447 rBV 452611 786816 30.04% 6.494%
4 7.206 692 701 719 rBV 484297 904830 34.55% 7.468%
5 7.552 752 760 771 rBV 496174 884809 33.78% 7.303%

8.005 829 837 845 rBV 85877 151069 5.77% 1.247%
8.328 884 892 904 rBV 380850 668505 25.53% 5.518%
9.168 1025 1035 1052 rBV 253952 517665 19.77% 4.273%
85896 183023 6.99% 1.511%
13.257 1724 1731 1747 rBV 759369 1257210 48.00% 10.377%
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11 14.086 1867 1872 1882 rBV 57754 105927 4._.04% 0.874%
12 14.632 1959 1965 1980 rBV2 178675 316953 12.10% 2.616%
13 16.125 2212 2219 2244 rBV 695019 1281112 48.92% 10.574%
14 17.382 2426 2433 2449 rBV 250846 446341 17.04% 3.684%
15 19.991 2871 2877 2893 rBV 1901555 2618941 100.00% 21.616%

16 21.295 3093 3099 3108 rBV7 36742 109473 4.18% 0.904%
17 21.648 3152 3159 3177 rBvV2 272810 558904 21.34% 4.613%
18 22.429 3286 3292 3299 rBV7 12768 27508 1.05% 0.227%
19 23.099 3400 3406 3413 rBV6 35685 84793 3.24% 0.700%
20 23.304 3434 3441 3448 rVB 87476 165044 6.30% 1.362%

21 23.904 3538 3543 3550 rVB5 20117 37270 1.42% 0.308%
22 24.838 3691 3702 3720 rBV 204983 612161 23.37% 5.053%

Sum of corrected areas: 12115623
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator : JU

Sample : K5746-05

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG043573.D

1500000

1000000

500000 5.60 721755

8.33

3.16 511 8.00 10.81

7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
TIC: BG043573.D

0

Time--> 3.50 4.00 450 500 550 600 6.50

Abundance

19199

1500000

1000000

13.26 16.12

500000

14.63
14.09
- r—r—r——r—

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
TIC: BG043573.D

21.30

22.43

Time-->
Abundance

1500000

1000000

500000

24.84
23.90

2339‘30

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

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

3.16 23.66 ng 178696 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.157 min): BG043573.D (-9) (-) m/z 73.05 100.00%
73
5000 43
55 87
| 3.20 3.30 3.40 3.50 3.60
Obrrrprrrrrrrr e prker et e || M7z 43.10  40.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 RN A A RN R A
43 9 3.20 3.30 3.40 3.50 3.60
- 87 m/z 55.15 27 .97%
0 '“I""P"m”:?ﬁhhj"P“"ﬁ%"H'“'I"ll"'}Q%"I”"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN A U AN AR LA
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 25.62%
o 1L, \H Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- B RammamasEEEEE B
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.17%
5000 43 87
15 72
0'“PJ”P'MM'“IL”?%E%'“J'”I””I““I””I””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 28.94 ng 218573 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25

Abundance Scan 344 (5.108 min): BG043573.D (-338) (-) m/z 43.05 100.00%
43
59
5000
101 SRS 1 S
4.80 5.00 520 5.40
83
Obrrrrrerrel SLall 09 8 m/z 59.10 67.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U N L LA
480 5.00 520 5.40
59 101 m/z 101.10 24.90%
0 27 g6 51| 67 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8358: 2-Hexanol, 2-methyl-
59
480 500 520 540
5000 m/z 58.05 14 .88%
43 101
31
0 ”I'%§'I”'M“M"Jikh'?}jﬁd"'??'”'Iés"l”"l""P"'l"'W""I'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.80 5.00 520 5.40
m/z 41.10 10.90%
5000 41
68
o I so 1) | 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.55 117.14 ng 884809 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 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
Abundance Scan 760 (7.552 min): BG043573.D (-752) (-) m/z 132.10 100.00%

132
5000 68 /\;
26 AN N N
40 gy ; 7.20 7.40 7.60 7.80

ol Jrer | us | m/z 68.10  40.22%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

7.20 7.40 7.60 7.80

0
s st 78 m/z 134.10  33.36%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
T T T
7.20 7.40 7.60 7.80
5000 m/z 66.10 31.67%
39 ‘
89 103
0....‘}‘”.4‘“” et |
m/z--> 40 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80

m/z 69.10 18.08%

74
5000 98 116 /L
SIS N 2 S N

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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-Hexacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 3.92 ng 109473 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 87
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 70
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 70
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 70
Abundance Scan 3100 (21.301 min): BG043573.D (-3093) (-) m/z 57.15 100.00%
57 97
5000
125 LA SUASE B DU
| l |, 18 208 282 21100 21.20 2140 2160
oA Ly Ay m/z 97.10 91.94Y%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #203698: 1-Hexacosanol
43
5000 83
21.00 21.20 21.40 21.60
111 Mt 1 m/z 83.10 91.06%
0 ] | 1 | ,139 168 196 224 252278 308 336 364
s

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234187: 17-Pentatriacontene
43
21.00 21.20 21.40 21.60
5000 83 m/z 43.10 80.23%
111
o | 139167 196224 267292 321 462 490
i e e I e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecyl ester B B !
57 8 21.00 21.20 21.40 21.60
m/z 69.10 68.79%
5000 111
29
139
of bt AL (8508 21020200205 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 13-Docosenamide, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.10 3.03 ng 84793 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 55
2 1-Pvrrolidinvloxv. 3-hvdroxv-2.2._.. 158 C8H16NO0O2 002154-37-2 35
3 trans-13-Docosenamide 337 C22H43NO 010436-09-6 27
4 Hvdrazinecarboxamide. 2-(l-methv... 115 C4HIN30 000110-20-3 18
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 14
Abundance Scan 3406 (23.099 min): BG043573.D (-3400) (-) m/z 59.10 100.00%
5000 4 85
126 207
181 179 235 341 22.80 23.00 23.20 23.40
o TN O N N m/z 55.10 98.78%
m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000 USSR SN BN
137 22.80 23.00 23.20 23.40
83 119 m/z 72.10 94 . 71%
o L | 165 193 221240 277294 320337
m/z--> 50 100 150 200 250 300 350
Abundance #30119: 1-Pyrrolidinyloxy, 3-hydroxy-2,2,5,5-tetramethyl-
72
22.80 23.00 23.20 23.40
5000 41 m/z 57.10 78.65%
158
‘95113
0|||||H|‘J||‘|l‘||‘|‘||“|‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #174694: trans-13-Docosenamide R Ea AREREEEEE S

22.80 23.00 23.20 23.40
m/z 43.10 63.09%

5000

I T T T
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043573.D

Aca On : 8 Nov 2019 17:23

Operator :© JU

Sample : K5746-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.30 5.39 ng 165044 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 Supraene 410 C30H50 007683-64-9 83
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 78
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
Abundance Scan 3440 (23.299 min): BG043573.D (-3434) (-) m/z 69.10 100.00%
69
5000
41
95 121 149 23.00 23.20 23.40 23.60
341 : : : :
ol |,| plaf A 475203231 283 S 367 0 Tnsz 81.10  46.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
60
5000
23.00 23.20 23.40 23.60
al m/z 41.10 26.53%
% 121 149
0 b Loy T 175 203 231 273 200 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
23.00 23.20 23.40 23.60
5000{ 41 m/z 68.20 14 .32%
93
l L 136
ol b hrd agy ) T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69 23.00 23.20 23.40 23.60
m/z 95.10 12.91%
5000
41
’ 95 137
bbb L L7 | 168 191 247 245 273 209 341 367 410 A a i B st b
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG110819\
BG043573.D
8 Nov 2019 17:23

Ju

K5746-05

8

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .55
1-Hexacosanol

13-Docosenamide,

Squalene

3.16 23.7 ng

5.11 28.9 ng
7.55 117.1 ng
21.30 3.9 ng
... 23.10 3.0 ng
23.30 5.4 ng

8270-BG102119.M Mon Nov 11 15:08:05 2019

RT EstConc Units Response

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...

178696
218573
884809
109473

84793
165044

|--Internal Standard---|
| # RT Resp Conc]

151069 20.0
151069
151069 20.0
558904 20.0
558904
612161 20.0
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