LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\
Data File : BG036441.D
Aca On : 27 Aug 2018 21:16 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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 5.168 315 320 328 rBV 65207 95984 1.93% 0.368%
2 5.633 391 399 409 rBVY 1195015 1887538 37.99% 7.241%
3 7.219 661 669 682 rBY 1228457 2139800 43.06% 8.208%
4 7.595 724 733 741 rBV 1148585 1964522 39.54% 7 .536%
5 8.065 806 813 821 rBV 222699 378947 7.63% 1.454%
6 8.388 860 868 879 rVB 854956 1473234 29.65% 5.651%
7 9.223 1001 1010 1019 rBV 698666 1264370 25.45% 4 .850%
8 10.874 1282 1291 1298 rBV 305528 549013 11.05% 2.106%
9 13.318 1696 1707 1716 rBV 1922796 3057966 61.54% 11.730%
10 14.134 1840 1846 1853 rBvV 247717 358734 7.22% 1.376%

11 14.687 1933 1940 1950 rVB2 492338 796318 16.03% 3.055%
12 16.173 2185 2193 2206 rBV 1684847 2519511 50.71% 9.665%
13 17.431 2399 2407 2413 rBV 690072 1038691 20.90% 3.984%
14 18.318 2553 2558 2568 rBV 107491 174211 3.51% 0.668%
15 19.734 2795 2799 2804 rVB3 42242 57416 1.16% 0.220%

16 20.039 2845 2851 2857 rBV 3731570 4968954 100.00% 19.061%
17 21.355 3069 3075 3083 rBvV 102903 201437 4._.05% 0.773%
18 21.696 3126 3133 3143 rVB 784557 1240331 24.96% 4._.758%

19 21.908 3164 3169 3177 rBvV2 43324 61434 1.24% 0.236%
20 22.525 3269 3274 3284 rBV3 37903 75536 1.52% 0.290%
21 23.224 3388 3393 3401 rVB5 35526 68582 1.38% 0.263%
22 23.412 3418 3425 3433 rVB 200662 366155 7.37% 1.405%
23 24.029 3526 3530 3538 rVB3 28380 60504 1.22% 0.232%
24 24.916 3669 3681 3690 rBV 425299 1206682 24.28% 4.629%
25 26.132 3882 3888 3898 rVB6 24381 62778 1.26% 0.241%
Sum of corrected areas: 26068648
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082718\

BG036441.D

27 Aug 2018 21:16

JussJ

J4583-05

19 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TOD1-SB-101-02-03-0-52

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036441.D

5.63 7.22 7.60
8.39

9.22
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8.07
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0

Time--> 3.50
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3000000

2500000

2000000

1500000
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0

TIC: BG036441.D

13.32

16.17

17.43
14.69

14.13 18.32

o

19.73

2004

21.70

22.52

Y u—
LI B B

21.36 ({21.01

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

23.41
23.23

TIC: BG036441.D

24.92

24.03 26.13

0l

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

8270-BG082318.

M Tue Aug 28 12:30:15 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036441.D

Aca On : 27 Aug 2018 21:16

Operator : JU/SJ

ﬁ?ggle i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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.

5.17 5.07 ng 95984 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 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Acetone 58 C3H60 000067-64-1 22
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 320 (5.168 min): BG036441.D (-315) (-) m/z 43.10 100.00%
431
59.1
5000
1011 40 500 550 540 550
I OO R U SN NN B -y R0 o1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL AR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.10 17.98%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 16.79%
410 101.0
oL 150 30 Tjis00,,| 690 830
LU SR SR SR UL FULRLEL SR SO S LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone s L R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.20 10.04%
5000
58.0
150 27.0 ‘
o7t T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036441.D

Aca On : 27 Aug 2018 21:16

Operator : JU/SJ

ﬁ?ggle i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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.

7.60 103.68 ng 1964520 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-Aminoindole 132 C8H8N2 005192-03-0 22

3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 734 (7.601 min): BG036441.D (-724) (-) m/z 132.10 100.00%

13R.1
5000 68.1
00 san || o8 150 T 7k 7R 8o
Obrrprrrrprrrr e e e i 2 e R e | mM/Z 68.10 44 .96%
m/z--> 10 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 SRR SRS RS AR

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.45%

31.0 51.0
o T “ 1, I
R B R B e R b Raana Rz e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
e e B E
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.12%
104.0
66.0
ol 140 270 390 510 7710 g90 || 1150 ||
e e et e e e e e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R Raa B L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.41%
5000
150 280 390 520 830 770 900 1040 .., ||
R wa e B A e R e A RRAAR R R RmmE e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036441.D

Aca On : 27 Aug 2018 21:16

Operator : JU/SJ

ﬁ?ggle i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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.
18.32 3.35 ng 174211 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2558 (18.318 min): BG036441.D (-2553) (-) m/z 73.10 100.00%
741
43.1
5000 129.1
97.2 213.2 UVUUUIY .- =G SRS
J;“ 1l 256-3281 1 3318 18.00 1820 18.40 18.60
0 . ; m/z 60.10 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60
256.0 m/z 43.10 78.00%

157.0 1850 213.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0 , 73.0
LN EE RS R e
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 65.08%

241.0 284.0

Oprrrrftrt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid

43.0 73.0 18.00 18.20 18.40 18.60
’ m/z 55.10 58.67%
5000
129.0
214.0
LA | e

I “HJh”w””u”.””J”.””””.”.””.”wuupuw

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036441.D

Aca On : 27 Aug 2018 21:16

Operator : JU/SJ

ﬁ?ggle i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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 Octacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.36 3.25 ng 201437 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
Abundance Scan 3076 (21.361 min): BG036441.D (-3069) (-) m/z 57.15 100.00%
57.1
5000
7.2
21.00 21.20 21.40 21.60
39.1  207.0
ol AL ip139L 2070 zeio sser ARG 73 48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 UL AR AR AR B
21.00 21.20 21.40 21.60
m/z 71.10 52 .35%
N ! I 3?? ;81022202640 306.0 348.0 392.0 437.0 488.0
m/z--> 50 160 150 200 250 300 350 400 450 '
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0
21.00 21.20 21.40 21.60
5000 97.0 m/z 55.10 49_74%
0 “‘. | | L 3?()\]?8202240 2800
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #95994: 1-Decanol, 2-hexyl- e e R E e S Rt
57.0 21.00 21.20 21.40 21.60
m/z 69.20 40.90%
5000 97.0
oLl 1390 196.0
m/z--> 50 160 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082718\

Data File : BG036441.D

Aca On : 27 Aug 2018 21:16

Operator : JU/SJ

ﬁ?ggle i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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.

23.41 6.07 ng 366155 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 trans-Farnesol 222 C15H260 000106-28-5 72

Abundance Scan 3425 (23.412 min): BG036441.D (-3418) (-) m/z 69.10 100.00%

69.1
5000

23 00 23. 20 23. 40 23 60 23. 80

189.1
Ol .MJ'.-I.,.... 8112732 3414 a3 . m/z 81.10 45.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 LA L L L L L LB LB L

23 00 23. 20 23. 40 23 60 23. 80
m/z 41.10 23 .86%

137.0
0 Gl Lyt 1910 2730 3410
R e o B AL o e o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
23.00 23.20 23.40 23.60 23.80

o

5000 m/z 68.10 13.06%
137.0
ol 270, 4 ), | 1910 273.0 341.0 410.0
e B R B o
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0 23.00 23.20 23.40 23.60 23.80

m/z 95.10 12._.47%

5000
137.0
o180\ Ly 10 27130 3410 4080 4770 5460

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 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\BG082718\

Data File : BG036441.D

Acq On : 27 Aug 2018 21:16

Operator : JU/SJ

3?22'6 i J4583-05 TOD1-SB-101-02-03-0-52
ALS Vial : 19 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... 5.17 5.1 ng 95984 1 8.07 378947 20.0
unknown? .60 7.60 103.7 ng 1964520 1 8.07 378947 20.0
n-Hexadecanoic acid 18.32 3.4 ng 174211 4 17.43 1038690 20.0
Octacosyl trifluo... 21.36 3.3 ng 201437 5 21.70 1240330 20.0
Squalene 23.41 6.1 ng 366155 6 24.91 1206680 20.0

8270-BG082318.M Tue Aug 28 12:30:18 2018 Page: 8



