LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\

Data File : BF108975.D

Aca On : 13 Sep 2018 20:10 Instrument :

Operator : JU/SJ BNA_F

Sample - J4875-03 ClientSampleld :

Vi : 091118-JETT-F-U-B
isc :

ALS Vial : 14 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-BF090518 .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 4.907 434 437 448 rVB 105499 116696 2.86% 0.445%
2 5.331 505 509 513 rBVY 1416561 1253772 30.78% 4.781%
3 6.354 679 683 692 rBY 1094619 884705 21.72% 3.374%
4 6.495 702 707 710 rBVY 2594342 2214100 54.35% 8.443%
5 6.725 743 746 750 rBV 900395 798838 19.61% 3.046%
6 6.884 769 773 777 rBVY 2950735 2841397 69.75% 10.836%
7 7.289 837 842 845 rBVY 2689117 2430773 59.67% 9.270%
8 8.007 960 964 968 rBVY 1178535 974262 23.92% 3.715%
9 9.089 1143 1148 1151 rBV 4462737 4073745 100.00% 15.535%
10 9.478 1210 1214 1217 rBV 415305 314268 7.71% 1.198%

11 9.760 1258 1262 1265 rBV 1238909 1053696 25.87% 4.018%
12 10.436 1374 1377 1381 rVB 64302 53198 1.31% 0.203%
13 10.542 1391 1395 1398 rBV 1873183 1639403 40.24% 6.252%
14 11.236 1509 1513 1516 rBV 1180576 960846 23.59% 3.664%
15 11.771 1601 1604 1615 rBV2 65658 79033 1.94% 0.301%

16 12.818 1778 1782 1786 rBV 3603912 3658152 89.80% 13.950%
17 13.742 1934 1939 1953 rBV3 49270 155984 3.83% 0.595%
18 13.860 1955 1959 1963 rVB 1059094 917523 22.52% 3.499%
19 14.648 2089 2093 2097 rBV 74223 71788 1.76% 0.274%
20 14.718 2101 2105 2111 rVB 214093 202423 4.97% 0.772%

21 14.965 2143 2147 2153 rBV 78156 88677 2.18% 0.338%
22 15.271 2193 2199 2203 rBV 847987 1001461 24.58% 3.819%
23 15.324 2204 2208 2215 rVB 93580 119374 2.93% 0.455%
24 15.730 2272 2277 2283 rBV 104507 141949 3.48% 0.541%
25 16.201 2352 2357 2366 rVB 69403 119724 2.94% 0.457%

26 16.748 2445 2450 2456 rVB4 29903 57104 1.40% 0.218%

Sum of corrected areas: 26222891
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108975.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5

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

4.91 2.92 ng 116696 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 437 (4.907 min): BF108975.D (-434) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 A RULRE UL LS LA
| 83.0 | 460 4.80 5.00 5.20
N 1 1T MM N S m/z 59.10 52.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.81%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
460 4.80 500 520
5000 41.0 m/z 58.00 13.32%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one L L L L L B |
43.0 460 4.80 5.00 5.20
m/z 41.00 8.72%
5000
55.0
15.0 27.0
b T g | 710830 980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 2

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

6.50 55.43 ng 2214100 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 708 (6.501 min): BF108975.D (-702) (-) m/z 132.00 100.00%
13%.0
5000
68.1
200 540 o1 J "% om0 obo ok
o o el "m/z 68.10 33.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR AN AR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.38%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo ok
5000 980 1160 m/z 66.00 20.81%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
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- R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.15%
117.0
5000
91.0
A L
0I'h"I”'w“lm"JW'“*'IM"'H'P"I""I""I"" RS RRARE BURRE RN AR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.40 ng 155984 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Hexacosanol 382 C26H540 000506-52-5 90
Abundance Scan 1939 (13.742 min): BF108975.D (-1934) (-) m/z 57.10 100.00%
57.1 97.0
5000
1410 2080 13.40 13.60 13.80 14.00
0 B —— m/z 83.10 90.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000
13.40 13.60 13.80 14.00
30.0 m/z 97.00 89.51%
ol 1 | | 181.0222.0 264.0306.0  378.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 43.00 89.42%
. 1250 1670 2100 267.0307.0 490.0
LI SRS WAL LIS UL SRR UL DAL UARLL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 R R RaEEE L
57.0 97.0 13.40 13.60 13.80 14.00
m/z 55.00 81.64%
5000
%390
0l19.0 | | , 181.0222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.72  4.04ng 202423  Perylene-di2 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene

3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 2.7.11-Trimethvl-4-phenvlthiodod. ..
5 2,6,10,14-Hexadecatetraenoic aci...

410 C30H50

384 C27H440
314 C21H30S
332 C22H3602

007683-64-9 91
1000163-04-7 90
1000190-11-3 78
024035-35-6 72

m/z 69.05 100.00%

14.40 14.60 14.80 15.00

m/z 81.10 53.71%

14.40 14. 60 14. 80 15. OO

m/z 41.05 21.41%

14.40 14.60 14.80 15.00

Abundance Scan 2105 (14.718 min): BF108975.D (-2101) (-)
69.0
5000
S DU LG w LS U 7t S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000
o b 19797 1750 2310 2730 3410
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
it .... T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0
5000
’ Llll
o2 L L oy J09 1920 2310 2730 3150 3840
m/z--> 50 100 150 200 250 300 350 400

m/z

95.05

13.41%

e

14.40 14.60

14.80 15.00

m/z

68.1

0

12.07%

14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108975.D

Aca On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample : J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.38 ng 119374 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2207 (15.318 min): BF108975.D (-2204) (-) m/z 57.10 100.00%
57.1
5000
e 1500 1520 1540 15,60 !
411 197.0 : - - -
o...J,-.-” | L e A m/z 71.10 8l.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R A SN B BURRAE
15.00 15.20 15.40 15.60
99.0 m/z 43.10 65.69%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 62.07%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #194493: Hexacosane L L L L N B
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22.38%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 15.00 1520 1540 15%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091318\
Data File : BF108975.D

Acq On : 13 Sep 2018 20:10

Operator : JU/SJ

Sample - J4875-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 4.91 2.9 ng 116696 1 6.73 798838 20.0
unknown6 .50 6.50 55.4 ng 2214100 1 6.73 798838 20.0
1-Heptacosanol 13.74 3.4 ng 155984 5 13.86 917523 20.0
Squalene 14.72 4.0 ng 202423 6 15.27 1001460 20.0
Heneicosane 15.32 2.4 ng 119374 6 15.27 1001460 20.0
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