LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24 Instrument :

Operator : JU/SJ BNA_F

Sample  : J4931-05 s ek

Mi X 091418-DBRI-E-D-B
isc :

ALS Vial : 38 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-BF091418 .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 4.901 433 436 448 rVB 113736 121016 3.54% 0.554%
2 5.325 504 508 512 rBVY 1205781 1072127 31.34% 4.912%
3 6.348 678 682 693 rBV 856240 758712 22.18% 3.476%
4 6.490 701 706 709 rBVY 2213560 1893979 55.37% 8.677%
5 6.719 742 745 754 rVB 909617 732936 21.43% 3.358%
6 6.878 768 772 775 rBVY 2953287 2604658 76.14% 11.933%
7 7.284 835 841 844 rBVY 2229785 2033863 59.46% 9.318%
8 8.001 959 963 970 rBV 947075 777568 22.73% 3.562%
9 9.078 1142 1146 1149 rBV 3621047 3156968 92.29% 14.464%
10 9.466 1209 1212 1222 rVB 121181 110452 3.23% 0.506%

11 9.748 1257 1260 1267 rVB 785773 727641 21.27% 3.334%
12 10.536 1390 1394 1408 rBV 1328841 1289771 37.71% 5.909%
13 11.225 1508 1511 1515 rBV 791187 707565 20.68% 3.242%
14 12.648 1749 1753 1757 rBV 43425 38362 1.12% 0.176%
15 12.813 1776 1781 1784 rBV 3761314 3420683 100.00% 15.672%

16 13.719 1931 1935 1948 rBV2 59171 113993 3.33% 0.522%
17 13.854 1954 1958 1964 rBV 1117822 965978 28.24% 4._.426%

18 14.636 2088 2091 2098 rVB 38908 37893 1.11% 0.174%
19 14.707 2099 2103 2107 rVB 284961 266677 7 .80% 1.222%
20 14.954 2141 2145 2149 rBV 56382 56546 1.65% 0.259%
21 15.260 2191 2197 2202 rBV 662295 746377 21.82% 3.420%
22 15.313 2202 2206 2211 rVB 54748 72183 2.11% 0.331%
23 15.713 2270 2274 2279 rBV 50042 71587 2.09% 0.328%
24 16.183 2349 2354 2359 rBV 32025 49186 1.44% 0.225%
Sum of corrected areas: 21826721
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24

Operator : JU/SJ

a?ggle i J4931-05 091418-DBRI-E-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109130.D
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Abundance TIC: BF109130.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24

Operator : JU/SJ

a?ggle i J4931-05 091418-DBRI-E-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4

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

4.90 3.30 ng 121016 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 436 (4.901 min): BF109130.D (-433) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 460 4.80 5.00 5.20
o) SEEEEEEEESROY N 1 UHIMESSOOY | FRMSEESScs hASUS HMS m/z 59.10 57.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R LI UL IR
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.18%
: 83.0
0 | M ! !
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 15.32%
101.0
15.0 310 | 580 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L B N B |
59.0 460 4.80 5.00 5.20
m/z 41.00 9.53%
41.0
5000
86.0
0 ‘ | 50'0‘\\\ 6%0 ‘ 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24

Operator : JU/SJ

a?ggle i J4931-05 091418-DBRI-E-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 2 unknown6.49 Concentration Rank 2

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

6.49 51.68 ng 1893980 1,4-Dichlorobenzene-d4 6.72
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-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 706 (6.490 min): BF109130.D (-701) (-) m/z 132.00 100.00%
13%.0
5000 68.1
400 540 oo J 650 640 6ko Gk
01 et m/z 68.10 41.40%
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 RS R R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.82%
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 TS50 ok o ko
5000 980 1160 m/z 66.00 25.61%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' TTT T lfl\ TTT T T T T T T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.83%
117.0
5000
91.0
Tas, L4
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" RS S R A
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\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24

Operator : JU/SJ

a?ggle i J4931-05 091418-DBRI-E-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.36 ng 113993 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 90
Abundance _Scan 1935 (13.719 min): BF109130.D (-1931) (-) m/z 57.10 100.00%
S 971
5000
125.1 AU BN SURRR
| 208.1 280.9 13.40 13.60 13.80 14.00
ol At m/z 97.10 81.28%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
580
97.0
5000
13.40 13.60 13.80 14.00
28,0 195.0 m/z 83.05 80.96%
ol . | 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
13.40 13.60 13.80 14.00
5000 m/z 43.00 80.61%
125.0
29.0
250.0
o Al ,HJ\ L pse0i20 2220700 2070 sang
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R e
43.0 13.40 13.60 13.80 14.00
83.0 m/z 55.05 70.58%
5000
111.0
0! ' M “ ‘\ I ‘}3?.0;67'0196'0224'0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109130.D

Aca On : 19 Sep 2018 7:24

Operator : JU/SJ

a?ggle i J4931-05 091418-DBRI-E-D-B
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3
R.T. EstConc Area Relative to ISTD R.T.
14.71 7.15 ng 266677 Perylene-di12 15.26
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 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2104 (14.713 min): BF109130.D (-2099) (-) m/z 69.05 100.00%
69.0
5000
137.1 1440 14'60 1420 1500
07.0 14.40 14.60 14.80 15.00
ol b Lap dy 2L 2072 2992 3418 nzz 81.10  55.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LA A AR IR

14.40 14.60 14,80 15.00
m/z 41.05  22.50%

137.0
oL L] }070 | 191.0 231.0 273.0 341.0 410.0
il e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
T T T T T T
14.40 14.60 14.80 15.00
5000 m/z 95.10 14 .46%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
et | T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... L
69.0 14.40 14.60 14.80 15.00
m/z 68.10 12 .40%
5000
136.0
29.0 05.0| k 1890 287.0 332.0
ol L4 A0 e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\

Data File : BF109130.D

Acq On : 19 Sep 2018 7:24

Operator : JU/SJ

Sample - J4931-05 091418 DBRI-E-D-B
Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.90 3.3 ng 121016 1 6.72 732936 20.0
unknown6 .49 6.49 51.7 ng 1893980 1 6.72 732936 20.0
1-Docosene 13.72 2.4 ng 113993 5 13.85 965978 20.0
Squalene 14.71 7.2 ng 266677 6 15.26 746377 20.0
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