LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036386.D
Aca On : 23 Aug 2018 20:49 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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 5.168 314 320 330 rVB 52364 83266 1.95% 0.355%
2 5.632 392 399 410 rBVY 1130536 1777063 41.66% 7 .580%
3 7.225 661 670 680 rBY 1145867 2025087 47 .47% 8.638%
4 7.601 726 734 741 rBV 1049717 1813225 42.51% 7.734%
5 8.071 807 814 821 rVB 179620 302235 7.09% 1.289%

8.394 861 869 880 rvB 758770 1315541 30.84% 5.611%
9.228 1003 1011 1020 rBV 667925 1175398 27.56% 5.013%
245721 446015 10.46% 1.902%
13.323 1700 1708 1715 rBV 1682864 2590263 60.72% 11.048%
14.140 1841 1847 1853 rBV 125449 184417 4._.32% 0.787%
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11 14.692 1933 1941 1950 rVB2 407155 647594 15.18% 2.762%
12 16.179 2186 2194 2206 rBV 1518925 2363878 55.42% 10.083%
13 17.436 2402 2408 2415 rBV 586518 885501 20.76% 3.777%
14 18.329 2554 2560 2572 rBV 191667 322835 7.57% 1.377%
15 19.598 2771 2776 2784 rBV2 52680 84040 1.97% 0.358%

16 20.045 2846 2852 2858 rBV 3185359 4265620 100.00% 18.194%
17 21.361 3070 3076 3093 rBV 183932 398995 9.35% 1.702%
18 21.702 3127 3134 3142 rBV2 681138 1089929 25.55% 4.649%
19 22.542 3273 3277 3287 rBV7 22362 57058 1.34% 0.243%
20 23.435 3422 3429 3437 rBV 277344 522529 12.25% 2.229%

21 24.921 3672 3682 3693 rVB3 361773 1044802 24.49% 4._.456%
22 26.173 3887 3895 3905 rBV7 14048 49451 1.16% 0.211%

Sum of corrected areas: 23444742
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

ﬁ?ggle i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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

Abundance TIC: BG036386.D
3000000

2500000
2000000
1500000
5.63 722 5 6o

1000000

500000
8.07 10.88

5.17

SN SSRGS SMRSTSSUF LS LSS | S L MRS L NS . SRR

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: BG036386.D

3000000

20.04

2500000

2000000

13.32

1500000 1618

1000000

17.44 2170

500000 14.69

18.33 21.36
14.14 19.60 22.54

L0 e BN i o o o o e L ALAL B B BEEEE R

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: BG036386.D

3000000

2500000

2000000

1500000

1000000

500000
23.43 24.92

26.17

PR e e T T T T

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\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

Sample : J4606-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6

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

5.17 5.51 ng 83266 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 320 (5.168 min): BG036386.D (-314) (-) m/z 43.10 100.00%
43.1
5000
1011 e 4B 550 550 540 50
-t m/z 59.10 50.52%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AR AR RARRE R
480 500 520 540 5.60
m/z 58.10 16.57%
101.0
o R s e S A L I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
480 500 520 540 5.60
5000 1010 m/z 101.10 14.41%
OI"!JI""I'"'I""I""I""I""I""I""I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.20 7.26%
5000 117.0
0 15'0\U \‘ M| J 160.0
mz-> 0 50 100 1&1,0 200 250 300 350 400 450 480 5.00 5.20 5.40 5.60

8270-BG082318.

M Fri Aug 24 16:23:02 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

ﬁ?ggle i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 119.99 ng 1813230 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 734 (7.601 min): BG036386.D (-726) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ISR I R R
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 .,....,....'l'!...-,!.'..,.-!.'.|,..7.5.‘,1....,..J.,%??.l,.l.l.??...., | | m/z 68.10 45.95%
m/z--> 20 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 A

7.20 7.40 7.60 7.80 8.00
m/z 134.10  32.53%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R N e s e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.78%
33.0 44.0 0.0 105.0
699 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile AR EEmsamEEEE TR
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.87%
5000
92.0
65.0
105.0
A B AN B o B e e A REE R RS SR s s
m/z--> 20 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\BG082418\

Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

ﬁ?ggle i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 7.29 ng 322835 Phenanthrene-d10 17.44
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 49

Abundance Scan 2560 (18.329 min): BG036386.D (-2554) (-) m/z 73.05 100.00%

1712 2563 LI L LI L I N
18 00 18 20 18. 40 18 60

0 2810 /7 60.10 97.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 L L B B
18 00 18 20 18. 40 18 60

256.0 m/z 43.15 94_19%

83.0
J‘“ 157.0 1850 213.0 .
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
430 | 730

18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 81.16%

oltsol I LM - '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid

43.0 730 18.00 18.20 18.40 18.60
m/z 55.10 78.47%

5000 129.0 nﬁﬁﬁkwwﬁf
5150 L .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18 20 18. 40 18 60

43.1 | 73.0
5000 129.1
213.2
97.2
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

ﬁ?ggle i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.36 7.32 ng 398995 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 3076 (21.361 min): BG036386.D (-3070) (-) m/z 57.20 100.00%
57.2
97.2
5000
1125'2 21.00 21.20 21.40 21.60
1541  207.1 : : : :
o bt D0 24002821 3854 m/z 55.05 88.11%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
54.0
83.0
5000
21.00 21.20 21.40 21.60
250 m/z 43.10 84.01%
. | {00, 290
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
97.0 21.00 21.20 21.40 21.60
5000 m/z 83.10 75.27%
L2710 J‘ J‘ | }ﬁf?ﬂ 168.0106.0 2380 2830 3840
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0 21.00 21.20 21.40 21.60
m/z 69.10 66.01%
83.0
5000
| ’ | | 15
ol2eol LI | [T assonea0 223025202000
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036386.D

Aca On : 23 Aug 2018 20:49

Operator : JU/SJ

ﬁ?ggle i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 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 6 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.44 10.00 ng 522529 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 3430 (23.441 min): BG036386.D (-3422) (-) m/z 69.10 100.00%
69.1
5000 /\
07.41372 2320 23.40 23.60 23.80
0 .?9.\0 WPULT 1802 2312 2732 3413 i 0 49, 69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LI SULRILN AU BN I

23. 20 23. 40 23 60 23. 80
m/z 41.10 23 .44%

137.0
0 b oL 397975 1910 231.0 273.0 341.0 410.0
- T L I —rTT I T 1 171 I L I L T 1 1T I T 1 T T I L
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 95.10 12.77%
137.0
o120 |} 107.0 | 191.0 231.0 273.0 341.0 410.0
e e L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal T et T T
69.0 23. 20 23. 40 23 60 23. 80

m/z 68.15 11.87%

5000
137.0
20 | |4 Jo9 [, 10 20 o
Ul l L | i

b e e W e e A

m/z--> 50 100 150 200 250 300 350 400 23. 20 23. 40 23 60 23. 80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082418\

Data File : BG036386.D

Acq On : 23 Aug 2018 20:49

Operator : JU/SJ

3?22'6 i J4606-01 FK-BPM-03-002-ABCD
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.17 5.5 ng 83266 1 8.07 302235 20.0
unknown7 .60 7.60 120.0 ng 1813230 1 8.07 302235 20.0
n-Hexadecanoic acid 18.33 7.3 ng 322835 4 17.44 885501 20.0
Cyclopentadecane 21.36 7.3 ng 398995 5 21.70 1089930 20.0
Squalene 23.44 10.0 ng 522529 6 24.92 1044800 20.0
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