LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116359.D

Aca On 17 Aug 2019 16:05

Operator : HP/JU

Sample : K4391-05

Misc :

ALS Vial : 13 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-BF073019.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 5.439 567 570 591 rBY 2005564 2409063 83.26% 9.243%
2 6.451 738 742 757 rBV 2466449 2669241 92.25% 10.241%
3 6.581 761 764 772 rVB 2774621 2572813 88.91% 9.871%
4 6.810 800 803 815 rVB 894103 809917 27.99% 3.107%
5 6.963 826 829 846 rVB 2257168 2056563 71.07% 7 .890%
6 7.375 895 899 918 rBVY 1606661 1651325 57.07% 6.335%
7 8.092 1017 1021 1043 rBV 956176 1058715 36.59% 4.062%
8 9.157 1199 1202 1214 rBV 2951470 2893584 100.00% 11.101%
9 9.557 1267 1270 1278 rBV 230576 210768 7.28% 0.809%
10 9.839 1315 1318 1333 rBV 1440599 1226998 42.40% 4_.707%

11 10.633 1449 1453 1466 rBV 1620471 1786912 61.75% 6.856%
12 11.327 1567 1571 1580 rBV 1299802 1223831 42.29% 4._.695%
13 11.392 1580 1582 1587 rVB 47727 44764 1.55% 0.172%
14 11.851 1657 1660 1668 rBV2 48309 71168 2.46% 0.273%
15 12.904 1835 1839 1842 rBV 3119464 2780431 96.09% 10.667%

16 13.792 1986 1990 2008 rBvV2 185769 401034 13.86% 1.539%
17 13.968 2016 2020 2032 rBV 979189 969540 33.51% 3.720%

18 14.410 2090 2095 2099 rBvV 32261 37771 1.31% 0.145%
19 14.709 2141 2146 2150 rBvV 42836 42507 1.47% 0.163%
20 14.786 2155 2159 2162 rBV 147425 136497 4.72% 0.524%
21 15.039 2198 2202 2208 rBV 45801 51670 1.79% 0.198%
22 15.427 2260 2268 2282 rBV 537061 844369 29.18% 3.239%
23 15.821 2329 2335 2341 rBV2 40629 59683 2.06% 0.229%
24 16.303 2412 2417 2429 rVB2 26180 55831 1.93% 0.214%
Sum of corrected areas: 26064995

8270-BF073019.M Tue Aug 20 12:37:06 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116359.D

Aca On 17 Aug 2019 16:05

Operator : HP/JU

Sample : K4391-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116359.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116359.D

Aca On 17 Aug 2019 16:05

Operator : HP/JU

Sample : K4391-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.58 Concentration Rank 1

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

6.58 63.53 ng 2572810 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 764 (6.581 min): BF116359.D (-761) (-) m/z 132.00 100.00%
5000 68
© s || o Taoms | % ok 6k oho 700
o gL e | peus .~ m/z 68.00 42.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LS UL RN A
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.25%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.31%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B R e ey )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 17.01%
5000 og M°
o L 8 o7 ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116359.D

Aca On 17 Aug 2019 16:05

Operator : HP/JU

Sample : K4391-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.27 ng 401034 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1990 (13.792 min): BF116359.D (-1986) (-) m/z 57.00 100.00%
57 g3
5000 111
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
139 163 13.40 13.60 13.80 14.00 14.20
ol A umP0 28 aeL 77 43.00  84.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
.
5000 AR U AR DR N
13. 40 13. 60 13 80 14. oo 14. 20
m/z 83.00 81.09%
29 \ H 139
0 \“ \‘\ \‘ ‘ \H\ ‘ | h 1167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
97
13.40 13.60 13.80 14.00 14.20
5000 m/z 54.95 76.39%
125
29
0 153 182902224 252 297 398
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate e RE R EEEE e
57 o7 13.40 13.60 13.80 14.00 14.20
m/z 69.00 72.13%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
m/z--> 5'0 1(')0 1&1;0 200 250 3(')0 350 4(')0 13. 40 13. 60 13 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116359.D

Aca On 17 Aug 2019 16:05

Operator : HP/JU

Sample : K4391-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.23 ng 136497 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83
Abundance Scan 2160 (14.792 min): BF116359.D (-2155) (-) m/z 69.00 100.00%
6o
5000 /L
I 14/40 14160 14,80 1500 1520
Ol b -"..".1.,.1.7.7."’,0.7...,..25.‘1.,....,.... e M/z  80.95  51.14%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 AL SURULN B UL B
14.40 14.60 14.80 15.00 15.20
41 m/z 41.00 19.65%
o T 191 oo vy e w0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
14.40 14.60 14.80 15.00 15.20
so00] 4 m/z 95.00 14 .63%
o 100137 191 231 273 341368 410
[rerryrreryrrrrrrrT T T T T T T T T T T T T T T T T T T T T T T T T T
mz-> 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 14.40 14.60 14.80 15.00 15.20
m/z 68.00 11.88%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 séo 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\
Data File : BF116359.D

Acq On 17 Aug 2019 16:05

Operator : HP/JU

Sample - K4391-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 .58 6.58 63.5 ng 2572810 1 6.81 809917 20.0
1-Heneicosanol 13.79 8.3 ng 401034 5 13.97 969540 20.0
Squalene 14.79 3.2 ng 136497 6 15.43 844369 20.0
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