LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample = J3546-02

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-BG060718 .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

5.631 393 399 414 rVB 147815 268311 5.06% 1.904%
7.211 658 668 676 rBv 113850 203752 3.84% 1.446%
rvB 282800 502607 9.48% 3.567%
8.063 806 813 819 rBvV 88907 155210 2.93% 1.101%
8.386 859 868 877 rBvV 368519 661318 12.48% 4.693%
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9.220 1001 1010 1019 rBV 336174 609445 11.50% 4._.325%
10.865 1282 1290 1297 rBV 118050 210988 3.98% 1.497%
13.303 1698 1705 1715 rBV 962302 1520356 28.68% 10.789%
14.683 1934 1940 1948 rVB3 212461 362616 6.84% 2.573%
16.164 2186 2192 2205 rBV 751142 1138328 21.47% 8.078%

=
QO ~NO®

11 17.427 2400 2407 2414 rBV 404715 633820 11.96% 4.498%
12 18.308 2551 2557 2562 rBV2 143088 203067 3.83% 1.441%
13 19.571 2768 2772 2780 rBV2 103683 144972 2.73% 1.029%
14 20.035 2844 2851 2859 rBV 3973961 5300731 100.00% 37.617%
15 21.692 3126 3133 3142 rBV2 688955 1156900 21.83% 8.210%

16 23.383 3413 3421 3430 rBV2 48547 92834 1.75% 0.659%
17 24.923 3671 3683 3694 rBvV2 313984 926037 17.47% 6.572%

Sum of corrected areas: 14091292
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample : J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035253.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 759 8.39 9.22
5.63 7.21 8.06 10.87

Y L S b

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035253.D

20.04
3500000

3000000
2500000
2000000
1500000

10000004 1330
16.16 21.69
500000 17.43

14.68 18.31 1957
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: BG035253.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.92
23.38

R L iii' L i LI

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\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample : J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2

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

7.59 64.76 ng 502607 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 732 (7.587 min): BG035253.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 %2 - 720 7.40 7.60 7.80 8.00
0 o1 m/z 68.15 50.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N L RS R
7.20 7.40 7.60 7.80 8.00
31.0 510 ‘ m/z 134.15 35.33%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.15 32.04%
70.0
310 510
e B S L B B SRS LA SRS RS WARRN RRARE
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.54%
5000 98.0
77.0
Ol e %,.,..,H“..Lq..h‘. L1580 1??|9 S A\ [ WV
m/z--> 40 60 80 100 120 140 160 180 200 220 240 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\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample : J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 6.41 ng 203067 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 80

Abundance Scan 2557 (18.308 min): BG035253.D (-2551) (-) m/z 73.15 100.00%

73.2
5000

18.00 18.20 18.40 18.60
0 m/z 60.15 76.87%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60

0
| 1710 213.0 2560 m/z 43.15 58_40%
ol uWNw:JﬂJ.MH.u”,M...,”..,...w....,.”.,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.00 18.20 18.40 18.60
m/z 57.15 57.18%
5000 1290
29.0 185.0 228.0
O I o o o e e LA e o o e BN o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72646: Tridecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 55.10 56.62%
5000
29.
J 12’9'0 171.0 214.0
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

8270-BG060718.M Wed Jun 20 13:51:14 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample : J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.57 2.51 ng 144972 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2772 (19.571 min): BG035253.D (-2768) (-) m/z 73.10 100.00%

73.1
5000

19.20 19.40 19.60 19.80

0! m/z 57.15 64.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
129.0
5000 284.0
185.0 241.0 19.20 19.40 19.60 19.80
‘ m/z 55.15 62.30%
0! H ‘ L .‘ L ‘ ‘.“. |‘|‘|||‘|||||||||||||||
m/z--> 250 300 350 400
Abundance
73.0

19.20 19.40 19.60 19.80
5000 129.0 m/z 60.15 59.07%

185.0
42.0 228.0
m/z--> 100 150 200 250 300 350 400
Abundance #61122: Dodecanoic acid
19.20 19.40 19.60 19.80
m/z 43.15 58.74%
5000 129 0
4 “ n \
,....,....,....,....,...

m/z--> 200 250 300 350 400 19.20 19.40 19.60 19.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035253.D

Aca On 19 Jun 2018 18:21

Operator : SJ/JU

Sample : J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
23.38 2.00 ng 92834 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 trans-Farnesol 222 C15H260 000106-28-5 78
3 Supraene 410 C30H50 007683-64-9 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3420 (23.378 min): BG035253.D (-3413) (-) m/z 69.15 100.00%
69.2
5000
121-3]161.3 2071 2802 3413 154 23.00 23.20 23.40 23.60 23.80
Ol b A2 S0 PR XY Th/z 81.15  60.06Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69.0
5000
23.00 23.20 23.40 23.60 23.80
m/z 41.15 22 .65%
0 TRy H%3K9 191.0231.0273.0 341.0  410.0
LA DAL LA L WL L DAL AL AL DAL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
23.00 23.20 23.40 23.60 23.80
5000 m/z 68.15 13.36%
o 23.0 109.0 1610 2220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69.0 23.00 23.20 23.40 23.60 23.80
m/z 121.25 12._.37%
5000
137.0
0 29$“ y |, 191.0231.0273.0 341.0  410.0
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 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\BG061918\
Data File : BG035253.D

Acq On 19 Jun 2018 18:21

Operator : SJ/JU

Sample - J3546-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
unknown? .59 7.59 64.8 ng 502607 1 8.06 155210 20.0
n-Hexadecanoic acid 18.31 6.4 ng 203067 4 17.43 633820 20.0
Octadecanoic acid 19.57 2.5 ng 144972 5 21.69 1156900 20.0
Squalene 23.38 2.0 ng 92834 6 24.92 926037 20.0
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