LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 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-BF061918 .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 5.207 484 488 496 rBV 90336 118042 8.17% 0.995%
2 5.601 551 555 559 rBY 1120894 1196925 82.88% 10.088%
3 6.601 720 725 729 rBVY 1076540 1244120 86.15% 10.485%
4 6.737 743 748 751 rBVY 1231196 1249998 86.55% 10.535%
5 6.960 782 786 789 rBV 363612 296603 20.54% 2.500%

6 7.119 808 813 816 rBV 1063900 1018527 70.53% 8.584%
7 7.525 876 882 885 rBV 829339 834726 57.80% 7.035%
8 8.242 999 1004 1007 rBV 423628 360263 24.95% 3.036%
9 9.319 1181 1187 1190 rBV 1408244 1444199 100.00% 12.172%
10 9.707 1249 1253 1260 rVB 178497 157259 10.89% 1.325%
11 9.907 1283 1287 1291 rBV 18079 15862 1.10% 0.134%
12 10.001 1299 1303 1307 rBV 439849 388300 26.89% 3.273%
13 10.407 1370 1372 1375 rVB 34290 26534 1.84% 0.224%
14 10.795 1433 1438 1441 rBV 924315 856441 59.30% 7.218%
15 10.883 1450 1453 1458 rBvV 36999 38476 2.66% 0.324%
16 11.330 1524 1529 1531 rBV 20110 16626 1.15% 0.140%

17 11.489 1552 1556 1560 rBV 403007 358842 24.85% 3.024%
18 13.077 1821 1826 1829 rBV 1402105 1302245 90.17% 10.975%
19 13.954 1971 1975 1986 rBV 117522 125358 8.68% 1.057%
20 14.142 2003 2007 2010 rBV 423308 378617 26.22% 3.191%

21 14.595 2080 2084 2088 rBV5 25408 35345 2.45% 0.298%

22 14.989 2147 2151 2156 rVB 37741 43504 3.01% 0.367%

23 15.671 2262 2267 2274 rVB 256722 326952 22.64% 2.756%

24 18.706 2778 2783 2794 rVBS8 11688 31387 2.17% 0.265%
Sum of corrected areas: 11865151
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF106728.D

Aca On : 23 Jun 2018 00:07
Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multi

plier: 1

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\N

IST11.L

TIC Integration Parameters: LSCINT.P

AOLRSG5S6,
1200000
1000000
800000
600000
400000

200000

TIC: BF106728.D

5.21

6.74

5.60 6.60 1

6.96

7.52

T 7
Time--> 2.50 3.00 3.50

T
5.00

T T
5.50 6.00 6.50 7.00

Abundance
1400000
1200000
1000000
800000
600000
8.24

400000

200000

9.71

L

10.00

9.9

TIC: BF106728.D

10.80

10.41 0.88

11.49

11.33

Oo—F—— 77
Time--> 8.00 8.50 9.00

10.00

1
10.50 11.00 11.50 12.00 12.50

13.00

Abundance
1400000

1200000
1000000
800000
600000
14.14

400000

200000 13.95
14.59

14.99

15.67

TIC: BF106728.D

18.71

O p=—r—r=
Time--> 13.50

T
14.50

T
15.00

T
15.50

I
16.00 16.50 17.00

T I
18.00

I
17.50

1
18.50

8270-BF061918.M Mon Jun 25 13:29:50 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 7.96 ng 118042 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 488 (5.207 min): BF106728.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS DALLE R
| 83.0 | 4.80 5.00 5.20 5.40 5.60
ot e e m/z 59.00 58.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 5.00 520 540 560
0,
150 a0 1010 m/z 101.10 20.74%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 15.65%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- P e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 8.66%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.74 Concentration Rank 1

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

6.74 84.29 ng 1250000 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF106728.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 681
96.1 rrrrrrTyrrrrTTTT T T T T
40.0 540 6.40 6.60 6.80 7.00
Obrrrerrerrre e bl e 830 L 2070 m/z 68.10 35.65%
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 AR S S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.61%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.54%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole e B R

132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.70%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o

8270-BF061918.M Mon Jun 25 13:29:51 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.14 ng 38476 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1452 (10.877 min): BF106728.D (-1450) (-) m/z 57.00 100.00%
57.0
5000 85.1
| 113.0 10.60 10.80 11.00 11.20
b el e | M/Z 43.00  68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57.0
5000 LN BN S B SULLE
85.0 10,60 10.80 11.00 11.20
29.0 m/z 71.05 61.55%
m/z--> 20 Jo éo éo 100 150 150 160 180 200 220 240 260
Abundance
57.0
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 45 _.86%
29.0
0 113.0 141.0 1690 198.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43.0 10.60 10.80 11.00 11.20
m/z 41.00 27 .61%
71.0
5000
97.0
o L “ ‘ || 1250 168.0 1970 2310 2610
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.62 ng 125358 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1974 (13.948 min): BF106728.D (-1971) (-) m/z 57.00 100.00%
57.0
97.0
5000
e 15160 1330 1000 1420
oLl ,n...M!.h!,n...,.\..,....,....,....,.. m/z 55.00 91.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830
5000 RN AU BRI UG
13.60 13.80 14.00 14.20
25.0 m/z 83.05 88.46%
ol L a0 00 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 DU S N SUMI I
13.60 13.80 14.00 14.20
5000 m/z 43.00 80.72%
169.0
o260 138.0 2100 9550 406.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R e N EEmms
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 77 .13%
5000 *wwﬂmvﬁmﬂwquxﬂﬁﬂmgbhvww
o280 | || ‘ | |[1390 17702100 2550 356.0
m/z--> éo 160 1%0 260 2éo 360 350 460 13%0 13%0 1!00 1450 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106728.D

Aca On : 23 Jun 2018 00:07

Operator : JU/SJ

Sample : J3622-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.66 ng 43504 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
3 Supraene 410 C30H50 007683-64-9 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 59
Abundance Scan 2151 (14.989 min): BF106728.D (-2147) (-) 69.10 100.00%
69.1
5000 _hxx,m,MﬁdawaXV\«A,VAH_M,AA
" “ 630 1460 14.80 15.00 15.20 15.40
o} S ---"" N — m/z 81.05 51.33%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69.0
5000 AL SRR DU UM B
14,60 14.80 15.00 15.20 15.40
137.0 m/z 41.00 23.42%
o224, | ]MOH Ay, 1810 281026402990 3410 4100
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 68.00 13.21%
111.0
o 29.0 149.0 1920 231.0 273.0 315.0 384.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215928: Supraene R R o
69.0 14.60 14.80 15.00 15.20 15.40
m/z 121.10 13.14%
5000
7.0
o 29.41 ) J&OQOH | 191.0 231.0 273.0 341.0 410.0
mz-> 0 5'0 " 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF062218\

BF106728.D

23 Jun 2018 00:07
Ju/sJ

J3622-04

20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.21 8.0 ng 118042
unknown6.74 6.74 84.3 ng 1250000
Pentadecane 10.88 2.1 ng 38476
Behenic alcohol 13.95 6.6 ng 125358
Squalene 14.99 2.7 ng 43504
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|--Internal Standard---|
| # RT Resp Conc]

1 6.96 296603 20.0
1 6.96 296603 20.0
4 11.49 358842 20.0
5 14.14 378617 20.0
6 15.67 326952 20.0
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