LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083018\

Data File : BF108663.D

Aca On : 31 Aug 2018 1:43 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J4700-03 082818-SIDIF-)F-U-B
ALS Vial : 24 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 F\METHODS\8270-BF083018 .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

5.225 489 491 502 rBvV 20070 37685 1.06% 0.202%
5.678 560 568 578 rBv4 46101 215305 6.08% 1.152%
rBv 78476 176491 4.98% 0.944%
6.772 751 754 790 rVB 562105 1282675 36.21% 6.863%
7.001 790 793 815 rVB 214641 503963 14.23% 2.696%
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7.154 815 819 845 rBV 1531070 2060478 58.17% 11.025%
7.566 885 889 912 rBV 924866 1724115 48.68% 9.225%
rBv 350634 672347 18.98% 3.597%
9.354 1189 1193 1227 rBV 3095700 3541986 100.00% 18.951%
9.742 1256 1259 1280 rBV 182081 256377 7.24% 1.372%
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11 10.042 1306 1310 1335 rBV 603744 778566 21.98% 4.166%
12 10.695 1418 1421 1429 rBV 88128 79200 2.24% 0.424%
13 10.836 1441 1445 1469 rBV 904116 1355472 38.27% 7.252%
14 11.536 1560 1564 1582 rBV 575762 808694 22.83% 4.327%
15 13.124 1829 1834 1854 rBV 2935772 3238055 91.42% 17.325%

16 14.030 1984 1988 2001 rBvV6 20822 57662 1.63% 0.309%
17 14.195 2012 2016 2028 rBvV 693417 846353 23.89% 4.528%
18 15.018 2153 2156 2163 rBvV 91293 95612 2.70% 0.512%
19 15.295 2200 2203 2208 rvB2 34543 38075 1.07% 0.204%
20 15.701 2268 2272 2275 rBV 39614 50576 1.43% 0.271%
21 15.748 2275 2280 2293 rVB 413154 663345 18.73% 3.549%
22 16.177 2348 2353 2358 rVB 42465 64095 1.81% 0.343%
23 16.718 2440 2445 2452 rVB2 43513 78898 2.23% 0.422%
24 17.365 2548 2555 2563 rVB2 28942 63923 1.80% 0.342%
Sum of corrected areas: 18689948
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083018\

BF108663.D

31 Aug 2018 1:43

JussJ

J4700-03

24 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

082818-SIDI-F-U-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108663.D

Aca On : 31 Aug 2018 1:43

Operator : JU/SJ

ﬁ?ggle i J4700-03 082818-SIDI-F-U-B
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.77 Concentration Rank 2

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

6.77 50.90 ng 1282680 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.772 min): BF108663.D (-751) (-) m/z 132.00 100.00%
13p.0
5000 68.0 P\\\\-_
400 9.1 J 540 650 650 7.0 7.0
0 e L m/z 68.05 45 .53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
116.0

5000 98.0 et I IS
6.40 6.60 6.80 7.00 7.20

m/z 134.00 31.70%

o 1580  189.0
- T I T T I T T T I T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-

132.0

117.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.32%
39.0 9L0
: 65.0 ‘ ‘ |
0...,.M.JP.W.,W..N,.H.,U..h,.w‘w....,....,”..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0 6.40 6.60 6.80 7.00 7.20
117.0 m/z 69.10 18.65%
5000
39.0 65.0 o0
m/z--> 20 40 60 80 100 120 140 160 180 6.40 660 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108663.D

Aca On : 31 Aug 2018 1:43

Operator : JU/SJ

ﬁ?ggle i J4700-03 082818-SIDI-F-U-B
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triethyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.03 ng 79200 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 72
3 Quinoline. 2.4-dimethvl- 157 C11H11N 001198-37-4 45
4 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 42
5 Adipic acid, ethyl pent-4-en-2-y... 242 C13H2204 1000354-11-7 36
Abundance Scan 1422 (10.701 min): BF108663.D (-1418) (-) m/z 157.10 100.00%
157.1
5000
115.0
43|'° 87.0 203.1 10.40 10.60 10.80 11.00
o L e — m/z 115.00 34.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A
29.0 S B B S B
2000 115.0 1040 10.60 10.80 11.00
203.0 m/z 43.05 16.46%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 9.16%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29213: Quinoline, 2,4-dimethyl- e L AR
157.0 10.40 10.60 10.80 11.00
m/z 203.10 9.09%
5000
115.0
27.0 510‘770 “ L
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108663.D

Aca On : 31 Aug 2018 1:43

Operator : JU/SJ

ﬁ?ggle i J4700-03 082818-SIDI-F-U-B
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.88 ng 95612 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
3 Supraene 410 C30H50 007683-64-9 87
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
Abundance Scan 2156 (15.018 min): BF108663.D (-2153) (-) m/z 69.10 100.00%
6d.1
5000 l
R AR SR B B
07.1137.1 14.80 15.00 15.20 15.40
ol Ly d oy 2082 2670 | "m/z 81.05 51.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LN UL BN UM B
14.80 15.00 15.20 15.40
m/z 41.05 28.77%
ﬁ°7° 1750 2310
| g Aef, 2810 2780 s4lD
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
1480 15.00 15.20 15.40
5000 m/z 68.10 13.20%
29.0
123.0
AR £
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene SRRMMRSISE W SN | RN
69.0 14.80 15.00 15.20 15.40
m/z 95.00 12.64%
- .A/MJ\W
137.0
0 29.0{ L1 13070 | 191.0 2310 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108663.D

Aca On : 31 Aug 2018 1:43

Operator : JU/SJ

ﬁ?ggle i J4700-03 082818-SIDI-F-U-B
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-propyl tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.38 ng 78898 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
2 Heneicosane 296 C21H44 000629-94-7 83
3 10-MethvIlnonadecane 282 C20H42 056862-62-5 80
4 Hentriacontane 437 C31H64 000630-04-6 78
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2445 (16.718 min): BF108663.D (-2440) (-) m/z 57.10 100.00%
57.1
551 2070 - 16040 160 1680 1700
Obrrprrrrit : m/z 43.05 62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 1.0 R DAL AR RN SRR
16,40 16.60 16.80 17.00
m/z 71.10 50.83%
ol m ) 125.0 1540 1820 2170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
o 16140 15160 1650 1700
5000 m/z 85.05 46.94%
29.0 113.0
ol . k ] | 1410 169.0 1970 225.0 253.0 2960
m/z--> 20 40 60 éo 160 150 140 1éo 180 200 220 240 260 280 300
Abundance #129494: 10-Methylnonadecane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.34%
85.0
5000
154.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BF108663.D
Acq On : 31 Aug 2018
Operator : JU/SJ
Sample - J4700-03
Misc :

ALS Vial :

24 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF083018\

082818-SIDI-F-U-B

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Units Response

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
unknown6.77 6.77
Triethyl citrate 10.70
Squalene 15.02
Sulfurous acid, 2... 16.72

ng 1282680

ng 79200
ng 95612
ng 78898

8270-BF083018.M Fri Aug 31 12:53:37 2018

1 7.00 503963 20.0
3 10.04 778566 20.0
6 15.75 663345 20.0
6 15.75 663345 20.0
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