LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103118\
Data File : BG037685.D

Aca On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample : J5737-01

Misc :

ALS Vial : 5 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 5.179 316 322 330 rBV 46435 78201 1.96% 0.350%
2 5.643 393 401 409 rBV 953556 1613105 40.39% 7.229%
3 7.247 665 674 689 rBY 1097712 2037837 51.02% 9.133%
4 7.623 729 738 753 rBV 960130 1742781 43.64% 7.811%
5 8.099 812 819 831 rBV 185036 327412 8.20% 1.467%

8.422 866 874 884 rBV 697352 1253721 31.39% 5.619%
9.274 1009 1019 1031 rBV 618630 1156545 28.96% 5.183%
10.919 1291 1299 1309 rBV 271421 510171 12.77% 2.286%
13.358 1706 1714 1727 rBV 1787384 2917979 73.06% 13.077%
14.180 1846 1854 1861 rBV 191522 290921 7.28% 1.304%

=
QO ~NO®

11 14.733 1941 1948 1959 rBV2 470318 791748 19.82% 3.548%
12 16.219 2194 2201 2220 rBV 1325266 2092643 52.39% 9.378%
13 17.482 2409 2416 2427 rBV 629978 977251 24_.47% 4 _380%
14 18.334 2557 2561 2567 rBV 58518 92464 2.32% 0.414%
15 20.079 2852 2858 2868 rBV 2907205 3993975 100.00% 17.900%

16 21.372 3072 3078 3093 rBV6 40721 156802 3.93% 0.703%

17 21.619 3116 3120 3125 rVB 45117 63693 1.59% 0.285%
18 21.765 3138 3145 3159 rBV2 532222 990601 24.80% 4._.440%
19 23.246 3392 3397 3408 rVB5 22979 46854 1.17% 0.210%
20 23.452 3425 3432 3440 rVB 63113 129955 3.25% 0.582%
21 24.080 3532 3539 3546 rVB3 27379 63739 1.60% 0.286%
22 25.097 3699 3712 3730 rBV3 255659 922162 23.09% 4.133%
23 26.225 3897 3904 3914 rVB3 21513 62681 1.57% 0.281%
Sum of corrected areas: 22313241

8270-BG101818.M Thu Nov 01 16:43:15 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA G\DATA\BG103118\

BG037685.D

31 Oct 2018 15:39

JussJ

J5737-01

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG037685.D

7.25
5.64 7.62

8.42

8.10 10.92

5.18

0

Time--> 3.50

T T T T
00 10.50 11.00 11.50 12.

750 8.00 850 9.00 9.50 10.

4.00 450 5.00 550 6.00 6.50 7.00 00 12.50

Abundance

2500000

2000000

13.3

1500000

1000000

500000

TIC: BG037685.D

20.08

6

16.22

17.48
14.73 2L

14.18

18.33 21.31.

0

Time-->

13.

A
LB N B B e e N L B N B D B B L

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

2500000

2000000

1500000

1000000

500000

23.

TIC: BG037685.D

25.10

@45 24.08 26.22

O
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\BG103118\
Data File : BG037685.D

Aca On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample : J5737-01

Misc :

ALS Vial : 5 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 3

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

5.18 4.78 ng 78201 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 42
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 322 (5.179 min): BG037685.D (-316) (-) m/z 43.00 100.00%
43.0
5000 59.0
1010 480 500 520 540 560
O et et et 7L 80 59700 51.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA AR RS
59.0 480 500 520 540 560
m/z 101.00 17.41%
31.0 830 o3¢ 1010
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4534: t-Butyl nitrite
30.0
a0 450 500 520 540 560
5000 m/z 58.00 13.28%
57.0 88.0
15.0 ‘ '
0 ‘ I L “ Al 73.0
LN IR S UL IR UL SRR SURILEL IURL SURIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2294 1,2-Butanediol L DL L LA BN B
31.0 59.0 480 500 520 5.40 5.60
m/z 41.00 8.05%
5000
41.0
Ot 900 L 70 0
m/z--> 10 20 30 40 50 60 70 80 90 100 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103118\
Data File : BG037685.D

Aca On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample : J5737-01

Misc :

ALS Vial : 5 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.

7.62 106.46 ng 1742780 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 737 (7.617 min): BG037685.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
200 0 es | 150 7 Tho 7k 8by
o} e e e e IS m/z 68.00 44 _12%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o e e 7k abe
40 o7.0 m/z 133.90 32.28%
ol 115,0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 740 7.60 7.80 8.00
5000 980 1160 m/z 66.00 28.90%
0 ||||||||‘ HI ‘h ||“|||‘H“||‘|“|||‘H||||:!-5|8|.(|)||||1|8|9:0||||||||||
m/z--> 40 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e RamaREEE RS
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.09%
5000
105.0
510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103118\
Data File : BG037685.D

Aca On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample : J5737-01

Misc :

ALS Vial : 5 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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.17 ng 156802 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 81
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
5 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 78
Abundance Scan 3078 (21.372 min): BG037685.D (-3072) (-) m/z 57.00 100.00%
5%.0
97.1
5000
) 208.9244.0 326.9 21.00 21.20 21.40 21.60
I 80.9 m/z 55.00 77.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
43.0 970
5000
21.00 21.20 21.40 21.60
m/z 43.05 74 .93%
RITHINESE
oL AL |17y, 1820 2240 2600
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
97.0 LA BN BN
21.00 21.20 21.40 21.60
5000 1 m/z 83.00 66.81%
oLt ‘ \"4£14>}6?° 210.0 2520 2970 448.0
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0 21.00 21.20 21.40 21.60
0
83.0 m/z 69.00 59.16%
5000
21.0
L UL oo 0 g
m/z--> 55 100 1éo 260 2%0 360 3éo 460 4%0 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103118\
Data File : BG037685.D

Aca On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample : J5737-01

Misc :

ALS Vial : 5 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 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.45 2.82 ng 129955 Perylene-d12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 64
Abundance Scan 3432 (23.452 min): BG037685.D (-3425) (-) m/z 69.00 100.00%
69.0
5000 ]\\
R ERRES RS S
121.0 206.9 23.20 23.40 23.60 23.80
ol bl | 4 3610 T 25082819 3559 | n757 g1 .00 51.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000
23.20 23.40 23.60 23.80
m/z 41.00 24 .85%
07.0137.0
o bt 1197 1750 2310 2730 341.0
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 13.62%
137.0
0 29.0{ L1 3970 1 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.20 23.40 23.60 23.80
m/z 68.00 12.01%
5000
29.0
123.0
0.‘.L,{H“..‘“,'..”.*.‘,.1.77.'9,........,........,..
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\HPCHEM1\BNA_G\DATA\BG103118\
Data File : BG037685.D

Acq On : 31 Oct 2018 15:39

Operator : JU/SJ

Sample - J5737-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
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]
2-Pentanone, 4-hy... 5.18 4.8 ng 78201 1 8.10 327412 20.0
unknown7 .62 7.62 106.5 ng 1742780 1 8.10 327412 20.0
1-Nonadecene 21.37 3.2 ng 156802 5 21.77 990601 20.0
Squalene 23.45 2.8 ng 129955 6 25.10 922162 20.0
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