LSC Area Percent Report

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

Data File : BF108674.D

Aca On : 31 Aug 2018 7:12 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4700-12 082818-JET‘IP-F-D-M
isc :

ALS Vial : 33 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

5.666 559 566 581 rBV3 64651 344821 9.84% 1.874%
6.654 729 734 751 rBV 104669 402740 11.49% 2.189%
rvB 705645 1491293 42.54% 8.105%
7.007 790 794 815 rVB 190469 497095 14.18% 2.701%
7.154 815 819 859 rVvB 1625621 2375779 67.77% 12.911%
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7.566 885 889 911 rBV 923052 1776965 50.69% 9.657%
8.283 1007 1011 1045 rBvV 272613 636578 18.16% 3.460%
rBvV 2719284 3505893 100.00% 19.053%
9.748 1256 1260 1270 rBV 80222 129816 3.70% 0.705%
10.042 1306 1310 1329 rBV 464262 659764 18.82% 3.586%
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11 10.695 1418 1421 1428 rBV 41017 38850 1.11% 0.211%
12 10.836 1441 1445 1472 rBV 670202 1167871 33.31% 6.347%
13 11.542 1561 1565 1587 rBV 380224 626655 17.87% 3.406%
14 13.118 1829 1833 1851 rBV 2752012 2920789 83.31% 15.873%

15 14.042 1983 1990 1999 rBVvV4 31827 94898 2.71% 0.516%
16 14.189 2011 2015 2026 rBvV 617355 754270 21.51% 4 _.099%
17 14.789 2113 2117 2121 rBV 36001 36380 1.04% 0.198%
18 15.018 2152 2156 2160 rBvV 108894 108669 3.10% 0.591%
19 15.295 2199 2203 2209 rBvV 32960 38125 1.09% 0.207%
20 15.701 2267 2272 2275 rBV 41236 55085 1.57% 0.299%
21 15.742 2275 2279 2288 rVB 342315 566997 16.17% 3.081%
22 16.171 2347 2352 2359 rVB2 38479 60725 1.73% 0.330%
23 16.712 2439 2444 2452 rBV2 35865 69099 1.97% 0.376%
24 17.359 2548 2554 2563 rVB3 18824 41622 1.19% 0.226%
Sum of corrected areas: 18400779
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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\HPCHEM1I\BNA F\DATA\BF083018\
BF108674.D

31 Aug 2018 7:12

JussJ

J4700-12

33 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF108674.D
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o
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Or——
Time--> 8.00
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2500000

2000000

1500000
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500000

TIC: BF108674.D

14.19
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14.04 14.79 77 15.29 15./40 1§.L17 16.71
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108674.D

Aca On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample : J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 2

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

6.77 60.00 ng 1491290 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 754 (6.772 min): BF108674.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 E
40.0 54.0 %llo 114.9 J 6.40 6.60 6.80 7.00 7.20
o} L e B O B m/z 68.10 44 _14%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 LA L L L L L Y LB L I
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 31.76%
51.0 700 86.0
01ﬁﬁﬁLﬁJ+4H4aﬁL+HTwTJTl#TTTTTJ.,....,...w....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
RS e N R
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 29.67%
S SMSSSS WU fri N &
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.05 17.58%

117.0
5000
39.0 9L0
: 65.0 ‘ ‘ ‘
0 ‘ \‘\\ M L, . wl ‘\ m ‘

m/z--> 20 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7. OO 7. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108674.D

Aca On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample : J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 3 1-Eicosanol

R.T. EstConc Area Relative to ISTD R.T.
14.04 2.52 ng 94898 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

Abundance Scan 1990 (14.042 min): BF108674.D (-1983) (-) m/z 55.05 100.00%
59,0 83.1
5000
111.1
191.0 "' 13/80 14.00 14.20 14.40
0! m/z 83.10 93.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143256: 1-Eicosanol

5000

13.80 14.00 14.20 14.40
m/z 57.05  92.34%

o 139.0167.0 1960 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1
57.
13.80 14.00 14.20 14.40
5000 m/z 43.05 88.25%
29.0 139.0
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol L B e e L
55,0 83.0 13.80 14.00 14.20 14.40

m/z

97.10

5000

m/z-->

29.0

13901670 106.0  238.0266.0294.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

13.80 14.00 14.20 14.40

76.81%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108674.D

Aca On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample : J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.83 ng 108669 Perylene-di12 15.74
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 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 81
5 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 72
Abundance Scan 2156 (15.018 min): BF108674.D (-2152) (-) m/z 69.05 100.00%
69.0
5000
7.1 14.80 15.00 15.20 15.40
Ol et ~.i-ﬂ.41.1.,..1??,1....,.2??.0..3.“.1,2]... || M/Z  81.05  52.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69.0
5000 LR SR B UL

14.80 15.00 15.20 15.40
m/z 41.05  29.56%

137.0
0 191.0 273.0 3410 410.0
I e L e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
LA B
14.80 15.00 15.20 15.40
5000 m/z 95.05 14 .59%
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 14.80 15.00 15.20 15.40
m/z 68.10 13.03%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
L I L I B e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108674.D

Aca On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample : J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.14 ng 60725 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 2352 (16.171 min): BF108674.D (-2347) (-) m/z 57.05 100.00%
57.0
5000
VT w11 w0 zsa 15180 16,00 1620 1640
O e A T I S B m/z 43.10 78.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 R SR UL UL B B
15.80 16.00 16.20 16.40
m/z 71.05 69.29%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 55.74%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 28.33%
5000
99.0
oL ] | | 1410 1830 2250 2810 3870 3840
m/z--> 55 160 150 260 250 300 350 400 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108674.D

Aca On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample : J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.71 2.44 ng 69099 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 2444 (16.712 min): BF108674.D (-2439) (-) m/z 57.05 100.00%

57.0
5000

113.0 1410 16.40 16.60 16.80 17.00

(o m/z 71.10 60.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
16.40 16.60 16.80 17.00
m/z 43.05 53.35%
29.0 113.0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
R I RERREEEE RS RSy
85.0 16.40 16.60 16.80 17.00
5000 m/z 85.10 45 .39%
29.0
0 L Ly A11?0\1410 169.0 197.0 _ 240.0
L B O L L o e e e RRRANARAS SRSy R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 23.58%
5000
85.0
29.0
o ‘ | | ] 1130 1410 1600 107.0 2250 2530 282.0
..qnu,nu,un,unp.”P.”P.”P.”P”..”..”..”..”q.”.. R e N RS
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 : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108674.D

Acq On : 31 Aug 2018 7:12

Operator : JU/SJ

Sample - J4700-12

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.77 6.77 60.0 ng 1491290 1 7.01 497095 20.0
1-Eicosanol 14 .04 2.5 ng 94898 5 14.19 754270 20.0
Squalene 15.02 3.8 ng 108669 6 15.74 566997 20.0
Heptacosane 16.17 2.1 ng 60725 6 15.74 566997 20.0
Heneicosane 16.71 2.4 ng 69099 6 15.74 566997 20.0
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