LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15 Instrument :
Operator : JU/SJ BNA_G

Sample - J4866-02 ClientSampleld :
Misc - DPT-SB-E1-180911
ALS Vial : 6 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-BG082318 .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 5.156 312 318 327 rVB 36853 55434 2.15% 0.300%
2 5.620 389 397 410 rBV 777513 1222194 47 .42% 6.623%
3 7.207 659 667 677 rBV 815603 1403215 54.45% 7 .605%
4 7.583 723 731 738 rBV 770060 1310248 50.84% 7.101%
5 8.053 804 811 818 rBV 250646 432101 16.77% 2.342%

8.376 857 866 874 rBV 581937 999728 38.79% 5.418%
9.210 1000 1008 1017 rBV 485252 861089 33.41% 4.667%
10.855 1277 1288 1298 rBV 365637 663535 25.75% 3.596%
13.300 1695 1704 1710 rBV 1352806 2068533 80.26% 11.210%
14.122 1838 1844 1855 rBVY 313942 454464 17.63% 2.463%

=
QO ~NO®

11 14.674 1931 1938 1947 rVB2 554041 910706 35.34% 4_.935%
12 16.161 2184 2191 2204 rBV 940032 1442839 55.99% 7.819%
13 17.418 2398 2405 2412 rBV 700568 1058118 41.06% 5.734%
14 18.300 2551 2555 2562 rBV 90884 150363 5.83% 0.815%
15 19.569 2768 2771 2779 rBV5 27914 56592 2.20% 0.307%

16 20.027 2843 2849 2858 rBV 1879024 2577148 100.00% 13.966%
17 21.572 3107 3112 3117 rVB 192190 274019 10.63% 1.485%
18 21.684 3124 3131 3138 rBV2 641613 1084611 42.09% 5.878%
19 21.872 3161 3163 3168 rVB4 21578 30984 1.20% 0.168%
20 23.153 3375 3381 3383 rBV3 39494 75430 2.93% 0.409%

21 23.364 3412 3417 3426 rVB2 63387 129563 5.03% 0.702%
22 23.969 3516 3520 3532 rVB2 35714 86047 3.34% 0.466%
23 24.892 3666 3677 3692 rBV2 344045 1105450 42.89%% 5.991%

Sum of corrected areas: 18452411
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15

Operator : JU/SJ

ﬁ?ggle i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .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: BG036705.D
1500000
1000000
5.62 721 758
8.38
500000 9.21
10.86
8.05
5.16
o1t ey e — ——— e . —— —_——
Time-->  3.50 4.00 450 500 550 600 650 700 750 800 850 900 9.50 1000 10.50 11.00 1150 1200 12.50
Abundance TIC: BG036705.D
20.03
1500000
13.30
1000000 16.16
17.42 21.68
14.67
500000
14.12 o187
18.30 1957 1.87
0 A
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: BG036705.D
1500000
1000000
500000 24.89
23.28.36 2397
Lo N A A
O B e o T e T T I e
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\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15

Operator : JU/SJ

ﬁ?ggle i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 2.57 ng 55434 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 319 (5.162 min): BG036705.D (-312) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
480 5.00 520 5.40
83.1
o..,....,....,....',':...,..-:-I,....,....,.-...,....-,|....,....,....,....,....1,“??;.1,.. m/z 59.10 56.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS N R UL
480 5.00 520 5.40
59.0 m/z 101.10 19.69%
27|'0 L1 | 71.0 83.0 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540
5000 41.0 m/z 58.10 17.28%
29.0
“ 87.0
0”&%%”MP”Mm”Hwﬁ”jﬁqW”AP”W””P”W””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 520 5.40
m/z 41.10 8.54%
5000 41.0
o Il |70 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15

Operator : JU/SJ

ﬁ?ggle i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 60.65 ng 1310250 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 731 (7.583 min): BG036705.D (-723) (-) m/z 132.10 100.00%
13%.1
5000 68.1
401 541 ‘ %.1 720 7.40 7.60 7.80 8.00
o....,...:l'!..:,.'."..,....,..7.5?,1....,..!.,.]1??.1,....,...., b m/z 68.10  46.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AR R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.10 32.53%
0'”'i'”HJ'W””'P'Ji”th”'P'”l”"'”'P'”IH'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.73%
69.0
20 7 ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘” |....|..‘??,C?...|...‘.|.‘l‘..|1.1.5.9|....| NN,
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14770. Cyclopropanamine, 1-phenyl- L ma e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.50%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
0'”'P'”b”'wlL'Pw”I”qH'”'””'W'm'PJLI'”'It”l”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15

Operator : JU/SJ

ﬁ?ggle i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.84 ng 150363 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2555 (18.300 min): BG036705.D (-2551) (-) m/z 73.05 100.00%
432 | 73.0
5000 D
129.1 213.2
97.1 171.1
L 9. a5 g 202 18.00 18.20 18.40 18.60
0! ; i m/z 60.10 97.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

18.00 18.20 18.40 18.60

83.0 -
157.0 1g50 2130 256.0 m/z 43.20 95.58%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
R EEERREEEEE S
18.00 18.20 18.40 18.60
5000 m/z 57.10 84.07%
129.0
214.0
|
o N N 0 O T W,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R BEERE RS S
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.10 74 .06%
5000 129.0 N\W‘lmj\"w\«m
olso | U A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091418\

Data File : BG036705.D

Aca On : 14 Sep 2018 13:15

Operator : JU/SJ

ﬁ?ggle i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

23.36 2.34 ng 129563 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 72
3 trans-Farnesol 222 C15H260 000106-28-5 70
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 3416 (23.358 min): BG036705.D (-3412) (-) m/z 69.10 100.00%

69.1
| 121'2 175.1209.1241.2273.2304.1 342.2 23.00 23.20 23.40 2360

O e m/z 81.10 45.04%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0

5000 R R
23.00 23.20 23.40 23.60

m/z 41.10 27 .79%

137.0
0 .??4:¢u 080, 4, 1910 2810 2730 341D 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0

23.00 23.20 23.40 23.60
5000 m/z 121.15 12.92%

29'4 L

o yoquI\ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol R B e
69.0 23.00 23.20 23.40 23.60
m/z 68.15 12.11%
5000
294 J 109.0
T B i ki A
m/z--> 50 100 150 200 250 300 350 400 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\BG091418\

Data File : BG036705.D

Acq On : 14 Sep 2018 13:15

Operator : JU/SJ

3?22'6 i J4866-02 DPT-SB-E1-180911
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 2.6 ng 55434 1 8.05 432101 20.0
unknown7 .58 7.58 60.6 ng 1310250 1 8.05 432101 20.0
n-Hexadecanoic acid 18.30 2.8 ng 150363 4 17.42 1058120 20.0
Squalene 23.36 2.3 ng 129563 6 24.89 1105450 20.0
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