LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 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 5.207 483 488 498 rBB 82873 107979 8.78% 0.994%
2 5.607 551 556 559 rBY 1100424 1105356 89.88% 10.179%
3 6.601 720 725 730 rBVY 1027422 1128100 91.73% 10.388%
4 6.737 744 748 751 rBVY 1193394 1129382 91.83% 10.400%
5 6.960 782 786 789 rBV 421921 331301 26.94% 3.051%
6 7.119 808 813 816 rBVY 1020112 915097 74.41% 8.427%
7 7.525 877 882 885 rBV 757249 735335 59.79% 6.771%
8 8.242 1000 1004 1007 rBV 458514 392092 31.88% 3.611%
9 9.319 1182 1187 1190 rBVvV 1237475 1229856 100.00% 11.325%
10 9.707 1249 1253 1260 rVB 133772 114180 9.28% 1.051%
11 9.913 1285 1288 1292 rBV 15984 15172 1.23% 0.140%
12 10.001 1299 1303 1309 rVB 443315 388453 31.59% 3.577%
13 10.413 1370 1373 1376 rVB 28549 23674 1.92% 0.218%
14 10.631 1406 1410 1412 rBvV 10671 12477 1.01% 0.115%
15 10.795 1434 1438 1441 rBvV 772932 696130 56.60% 6.410%
16 10.883 1450 1453 1464 rVB 30618 33647 2.74% 0.310%
17 11.330 1526 1529 1532 rBvV 15690 13215 1.07% 0.122%
18 11.489 1553 1556 1560 rBvV 387554 367310 29.87% 3.382%
19 12.707 1760 1763 1767 rBvV 15601 13649 1.11% 0.126%
20 12.936 1798 1802 1809 rBV 11714 17018 1.38% 0.157%
21 13.077 1821 1826 1829 rBVY 1295936 1145866 93.17% 10.552%
22 13.954 1972 1975 1979 rBV2 46944 45985 3.74% 0.423%
23 14.095 1996 1999 2003 rBV 14068 16015 1.30% 0.147%
24 14.142 2003 2007 2010 rBV 520630 436585 35.50% 4._.020%
25 14.601 2081 2085 2090 rBV7 16844 25604 2.08% 0.236%
26 14.989 2148 2151 2156 rVB 37733 39950 3.25% 0.368%

27 15.677 2262 2268 2273 rBV 279017 379936 30.89% 3.499%

Sum of corrected areas: 10859364
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 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

Abundance TIC: BF106723.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

5.21 6.52 ng 107979 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 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 488 (5.207 min): BF106723.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 AR DS R
| 83.0 | 480 5.00 520 5.40 5.60
o} A N PSSOV | N N m/z 59.00 59.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R RS I R
59.0 480 500 5.20 540 5.60
0
150 a0 1010 m/z 101.10 22 .00%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.63%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | NS NN L L B
43.0 480 5.00 520 540 5.60
m/z 41.00 9.75%
5000
101.0
15.0 270 71.0
0 Lol %80 86.0
m/z--> 1'0 20 30 40 50 60 70 8 9 100 110 480 500 520 540 560

8270-BF061918.M Mon Jun 25 13:28:42 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 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 68.18 ng 1129380 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.743 min): BF106723.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 540 || g o ok o Tho |
TSP NSO NS S MU [| M. m/z 68.10 35.47%
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 LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.67%
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 m/z 66.00 21.57%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B R R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.78%
5000
150 280 390 520 830 770 900 1040 .., |
mz> 15 % 30 40 50 60 7 80 90 100 110 130 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.11 ng 45985 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 1974 (13.948 min): BF106723.D (-1972) (-) m/z 55.00 100.00%
54.0 83.0
5000
111.1
ey 15160 1380 1400 1420
obrerrerrlb bl L L0 | m/z 83.05 87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 RN AU BRI UG
13.60 13.80 14.00 14.20
m/z 43.00 84.83%
29.0 139.0
o bl 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
69.0 RN BRI U
97.0 13.60 13.80 14.00 14.20
5000 m/z 69.10 75.79%

125.0
153.0 196.0 224.0

r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol A Ba T o

55,0 83.0 13.60 13.80 14.00 14.20

m/z 97.10 74 _.16%
- WMLM
29.0
ol 1390167.0 106.0  238.0 266.0294.0
e e R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106723.D

Aca On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample : J3594-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.99  2.10ng 30950  Perylene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 64

2 Docosa-2.6.10.14.18-pentaen-22-a. ..
3 Farnesol i1somer a

4 1.6-Octadiene. 3.5-dimethvl-. tr...
5 Cyclopropanecarboxylic acid, 3-e...

384 C27H440
222 C15H260
138 C10H18

190 C12H1402

1000163-04-7 64
1000108-92-4 53
074630-87-8 50

1000354-66-1 47

Abundance Scan 2151 (14.989 min): BF106723.D (-2148) (-)
69.1
5000
137.1
39\0 07.1 217.2
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000
o 29.0‘ L4 \\ u “ ” ;61 0191.0 231.0 273.0 341.0 410.0
T B LA e e o o B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
5000
111.0
o 29.0 149.0 1920 231.0 273.0 315.0 384.0
L A o e e e B A e B L B B o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0
5000
09.0
oLl b bl g 163009102220
m/z--> 50 100 150 200 250 300 350 400

m/z 69.10 100.00%

)

14. 60 14. 80 15. 00 15. 20 15. 40

m/z 81.05 52 .52%

)

14. 60 14. 80 15. OO 15. 20 15. 40

m/z 41.00 23.20%

14.60 14.80 15.00 15.20 15.40

m/z 95.10 13.97%

14.60 14.80 15.00 15.20 15.40

m/z 68.00 11.31%

14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106723.D

Acq On : 22 Jun 2018 21:55

Operator : JU/SJ

Sample - J3594-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.21 6.5 ng 107979 1 6.96 331301 20.0
unknown6.74 6.74 68.2 ng 1129380 1 6.96 331301 20.0
n-Tetracosanol-1 13.95 2.1 ng 45985 5 14.14 436585 20.0
Squalene 14.99 2.1 ng 39950 6 15.68 379936 20.0
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