LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037767.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample = J5780-05

Misc :

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-BG101818.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 5.180 316 322 329 rBV 24811 41745 1.19% 0.232%
2 5.638 393 400 414 rBV 433775 730814 20.77% 4 .060%
3 7.242 665 673 687 rBV 300791 571001 16.23% 3.172%
4 7.624 729 738 747 rBV 758285 1355985 38.53% 7.533%
5 8.100 812 819 829 rBV 190874 337037 9.58% 1.872%

8.423 864 874 884 rBV 676662 1221861 34.72% 6.788%
9.275 1010 1019 1030 rBV 590151 1106362 31.44% 6.146%
10.920 1288 1299 1310 rBV 281126 563159 16.00% 3.129%
11.837 1446 1455 1464 rBV 91539 197512 5.61% 1.097%
13.352 1704 1713 1722 rBV 1700302 2777756 78.94% 15.431%

=
QO ~NO®

11 14.733 1936 1948 1956 rBV2 474326 811353 23.06% 4_.507%
12 16.220 2193 2201 2212 rBV 1136282 1859790 52.85% 10.332%
13 17.477 2409 2415 2423 rBV2 544113 887178 25.21% 4.929%
14 18.335 2556 2561 2565 rBV3 29279 49841 1.42% 0.277%
15 20.080 2852 2858 2868 rBV 2513238 3519012 100.00% 19.549%

16 21.766 3138 3145 3155 rBV 492904 898380 25.53% 4.991%
17 23.447 3424 3431 3439 rBvV 101348 196998 5.60% 1.094%

18 24.075 3531 3538 3546 rBV4 21462 46642 1.33% 0.259%

19 25.098 3699 3712 3728 rBV2 220965 791133 22.48% 4 _.395%

20 26.214 3898 3902 3910 rVvBS8 14667 37109 1.05% 0.206%
Sum of corrected areas: 18000668
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110218\
Data File : BG037767.D

Aca On 2 Nov 2018 23:15

Operator : JU/SJ

Sample : J5780-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.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: BG037767.D
2500000

2000000
1500000

1000000
7.62

8.42 9.97

500000 5.64
7.24 10.92

8.10
. 518 !\ 11.84
N NN I e e e e o e L e e B s B B S
Time--> 350 400 450 500 550 600 650 700 750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG037767.D
2500000 20.08

2000000
13.35

1500000

16.22
1000000
17.48 21.77

500000 14.73

18.33

L0 e o o M o B L e o B B I N B B B e B i B S

Time--> 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: BG037767.D
2500000

2000000
1500000
1000000

500000
25.10

23.45
24.08 M 26.21
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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\BG110218\
Data File : BG037767.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample = J5780-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4

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

5.18 2.48 ng 41745 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 38
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 23
4 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 23
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 17

Abundance Scan 322 (5.180 min): BG037767.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
T T b ok S ok
83.0 . : : - : :
owi,lu:..-:-|i....,-.~...-,....,....,....,....,....,29‘??. m/z 59.00 56.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LR UL I N
59.0 480 500 520 540 560
0
150 1010 m/z 100.90 22 .40%
0 il 830
LI S S SULELEL SULLILAS UL UL SIS UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31407: Propane, 1,1-dipropoxy-
43.0 59.0
480 500 520 540 560
5000 101.0 m/z 58.00 18.14%
27, 131.0
0! ll.1 ‘ | 75'0 Il ‘ 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate L L o B L
59.0 4.80 500 520 5.40 5.60
m/z 41.00 9.09%
5000 117.0
4310
0 15.0 \M \d \‘\ i 87\‘.\0 ‘ 1 133'0 160.0177.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037767.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample = J5780-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 80.47 ng 1355990 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (7.618 min): BG037767.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 0 o 250 7k 70 1o 800
o} e L o R B e R m/z 68.00 41.64%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o e T ik 3
410 or.0 m/z 133.90  33.05%
ol 115,0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
720 740 7.60 7.80 8.00
5000 m/z 66.00 28.57%
105.0
0 510 70 1 | 1500 1780 20602220
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.04%
5000
91.0 1150
0w T
Ol'“'w"w'HL'Jl"“lu"h'”" N S S Y S R L IR L
mz-> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037767.D

Aca On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample = J5780-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 3
R.T. EstConc Area Relative to ISTD R.T.
23.45 4.98 ng 196998 Perylene-di12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 72
Abundance Scan 3432 (23.452 min): BG037767.D (-3424) (-) m/z 69.00 100.00%
69.0
5000 A
07.0137 2320 23.40 23.60 23.80
ol L b i iy 17.4.9.2?6.9. 2440 2829 340 ' "m/z 81.00 54.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LN SN BN SUULLE SRR

23 20 23. 40 23. 60 23. 80
m/z 41.00 23 .36%

137.0
oL L] }070 | 191.0 231.0 273.0 341.0 410.0
—— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0

23.20 23. 40 23. 60 23.80

5000 m/z 95.00 12.80%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 23.20 23.40 23.60 23.80

m/z 68.00 12 _.59%

5000

”%wwh%#wo‘m% .

OH\ ') A A A
L LI N L L L L L L L N L B LB B B B B LI L D

T
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110218\
Data File : BG037767.D

Acq On : 2 Nov 2018 23:15

Operator : JU/SJ

Sample - J5780-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.18 2.5 ng 41745 1 8.10 337037 20.0
unknown7 .62 7.62 80.5 ng 1355990 1 8.10 337037 20.0
Squalene 23.45 5.0 ng 196998 6 25.10 791133 20.0
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