LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042521.D

Aca On : 28 Aug 2019 1:56

Operator : HP/JU

Sample : K4516-17

Misc :

ALS Vial : 17 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 26 rvB 897809 1243406 41.37% 7.700%
2 5.555 413 420 435 rBV 537819 872543 29.03% 5.403%
3 7.165 685 694 710 rBV 535816 963219 32.05% 5.965%
4 7.529 748 756 770 rBV 574844 1008613 33.56% 6.246%
5 7.999 828 836 843 rBV 118369 201485 6.70% 1.248%
6 8.323 884 891 900 rBV 470614 823657 27.41% 5.100%
7 9.169 1027 1035 1047 rBV 310089 590878 19.66% 3.659%
8 10.820 1310 1316 1330 rBV 137747 265186 8.82% 1.642%
9 13.276 1727 1734 1757 rBV 966716 1560775 51.94% 9.665%
10 14.104 1869 1875 1887 rBvV 119517 193087 6.43% 1.196%

11 14.656 1962 1969 1981 rBV 266414 430283 14.32% 2.665%
12 16.149 2216 2223 2247 rBV 969347 1599874 53.24% 9.907%

13 16.360 2252 2259 2270 rVB2 13684 35184 1.17% 0.218%
14 17.412 2430 2438 2451 rBV2 380909 619432 20.61% 3.836%
15 17.529 2451 2458 2465 rVB4 19114 32299 1.07% 0.200%
16 19.468 2782 2788 2793 rBV 24507 38711 1.29% 0.240%
17 19.827 2838 2849 2854 rBvV 25511 55659 1.85% 0.345%
18 20.021 2876 2882 2890 rBVY 2208398 3005242 100.00% 18.610%
19 21.331 3101 3105 3109 rBvV3 25311 46629 1.55% 0.289%
20 21.683 3158 3165 3179 rVB2 518574 896693 29.84% 5.553%
21 22.488 3298 3302 3308 rBV3 30715 45216 1.50% 0.280%
22 23.187 3416 3421 3428 rVB2 46932 88727 2.95% 0.549%
23 23.381 3447 3454 3464 rVB 184937 373932 12.44% 2.316%
24 23.998 3555 3559 3568 rVB2 41520 87400 2.91% 0.541%
25 24.927 3706 3717 3733 rBv2 323582 1007518 33.53% 6.239%
26 26.096 3910 3916 3925 rVB5 21392 62953 2.09% 0.390%
Sum of corrected areas: 16148601
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082719\
BG042521.D

28 Aug 2019 1:56

HP/JU

K4516-17

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG042521.D

5.56
9.17

10.82

0
Time-->

350 4.00 450 5.00 5.50 600 6.50

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

0!

13.28

TIC: BG042521.D

16.15

20

02

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: BG042521.D

2000000

1500000

1000000

500000 24.93

23.38
23.1 24.00 26.10
e R e e R R e AR aE e S

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

8270-BG082219.

M Wed Aug 28 17:50:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042521.D

Aca On : 28 Aug 2019 1:56

Operator : HP/JU

Sample : K4516-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1

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

3.12 123.42 ng 1243410 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (3.123 min): BG042521.D (-3) (-) m/z 73.10 100.00%
7B

]

5000
43 55 87
37 65 | 3.20 3.30 3.40 3.50
L S S . m/z 87.10 31.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 55 3.20 3.30 3.40 3.50
7 87 m/z 43.10 30.32%
N N1 S 7 R - S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R N EAREEEEm sy

3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 27 .57%

29 ‘L
Lo ey el e | o7 129
R e o o A R e o o RBRERE S e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 12.29%
5000
45
29
LS9 S 67 | 101
L o o RN R e S s s s R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042521.D

Aca On : 28 Aug 2019 1:56

Operator : HP/JU

Sample : K4516-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 2

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

7.53 100.12 ng 1008610 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 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 756 (7.529 min): BG042521.D (-748) (-) m/z 132.00 100.00%
132
5000 ]\;
68
0 s || 77 6 g5 s J 7o T 7R 7k
el LT 87 L AP1S L m/z 68.10 33.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SN A RARRE RARAA RS
7.20 7.40 7.60 7.80
21 78 m/z 134.00 33.74%
'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 740 7.60 7.80
5000 gg 116 m/z 66.10 21.58%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14517: 2H—Cyc|0penta[d]pyridazine, 2'm9thy|' T l L L L B L BN |
132 720 7.40 7.60 7.80
m/z 69.10 13.65%
5000
6 104
P 7\\7 2 Hr o
L 1y 1yl | | I i
m/z--> 40 60 80 1(')0 150 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042521.D

Aca On : 28 Aug 2019 1:56

Operator : HP/JU

Sample : K4516-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.38 7.42 ng 373932 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 72
Abundance Scan 3454 (23.381 min): BG042521.D (-3447) (-) m/z 69.10 100.00%
69
5000
41
95 137 NSRS A B
23.00 23.20 23.40 23.60
IE
A a gl gy |y 175203 231 250263303 341367 410 gy 10 55.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 AR AUARBLEE
a1 23.00 23.20 23.40 23.60
95 101 m/z 41.10 21.16%
N lj L |149 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 95.10 15.17%
41
’ 95 137
w317 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... UL N e e e
69 23.00 23.20 23.40 23.60
m/z 137.10 14 _.43%
5000 41
93
L J‘\ h @hq | 161 192 231 273 315341 384
m/z--> 50 100 150 2& 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\BG082719\
Data File : BG042521.D

Acq On : 28 Aug 2019 1:56

Operator : HP/JU

Sample : K4516-17

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 123.4 ng 1243410 1 8.00 201485 20.0
unknown7 .53 7.53 100.1 ng 1008610 1 8.00 201485 20.0
Squalene 23.38 7.4 ng 373932 6 24.93 1007520 20.0
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