LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample : K4528-07

Misc :

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-BF083019.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 5.463 568 574 577 rBVY 2206180 2114931 83.53% 9.126%
2 6.475 740 746 750 rBVY 2423662 2368114 93.53% 10.219%
3 6.616 765 770 773 rBVY 2616799 2308151 91.16% 9.960%
4 6.845 806 809 813 rBV 835589 629452 24.86% 2.716%
5 7.004 832 836 839 rBY 2121164 1728155 68.25% 7.457%
6 7.404 898 904 907 rBVY 1632256 1418560 56.03% 6.121%
7 8.128 1023 1027 1030 rBvY 1088885 857035 33.85% 3.698%
8 8.839 1145 1148 1151 rVB 50012 35266 1.39% 0.152%
9 9.204 1205 1210 1213 rBvV 3000829 2531935 100.00% 10.926%
10 9.298 1220 1226 1228 rBV3 25209 38317 1.51% 0.165%

11 9.592 1273 1276 1279 rBV 335996 264786 10.46% 1.143%
12 9.880 1321 1325 1328 rBV 1163525 922332 36.43% 3.980%

13 10.080 1356 1359 1362 rBV 58189 52611 2.08% 0.227%
14 10.292 1392 1395 1397 rBV 50963 49884 1.97% 0.215%
15 10.422 1415 1417 1419 rBV2 37396 33307 1.32% 0.144%

16 10.663 1454 1458 1462 rBV 1547916 1410516 55.71% 6.087%
17 11.363 1573 1577 1579 rBV 939668 882527 34.86% 3.808%
18 11.386 1579 1581 1583 rVB 307877 239804 9.47% 1.035%
19 11.498 1598 1600 1602 rBV2 187939 153296 6.05% 0.662%
20 11.527 1603 1605 1606 rBV 148191 122863 4._.85% 0.530%

21 11.598 1615 1617 1622 rVB2 220876 223183 8.81% 0.963%
22 11.892 1664 1667 1669 rBV2 287345 265111 10.47% 1.144%
23 12.574 1780 1783 1785 rVB 432173 376940 14.89% 1.627%
24 12.945 1843 1846 1851 rVB 2161890 1952420 77.11% 8.425%
25 13.839 1996 1998 2003 rVB3 324633 380325 15.02% 1.641%

26 13.992 2021 2024 2027 rBV2 656874 662627 26.17% 2.859%
27 15.021 2196 2199 2203 rBV 155994 235031 9.28% 1.014%
28 15.380 2257 2260 2265 rVB 131380 164508 6.50% 0.710%
29 15.445 2267 2271 2275 rBV2 477545 606059 23.94% 2.615%
30 16.880 2511 2515 2521 rVB2 79170 145913 5.76% 0.630%

Sum of corrected areas: 23173959
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF116675.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.62 Concentration Rank 1

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

6.62 73.34 ng 2308150 1,4-Dichlorobenzene-d4 6.85
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 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF116675.D (-765) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 RS RAREE AN AN
40.0 54.0 d 6.20 6.40 6.60 6.80 7.00
0 | gL | gue0 W m/z 68.00 34.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R LS UL LU I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.12%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 22.13%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal  Ea m e B !
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.63%
5000 67.0
41.0 97.0
‘ 117.0
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3 unknownl11.50 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.50 3.47 ng 153296 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 2-hvdroxv-1-phenvl- 164 C10H1202 016183-46-3 43
2 Benzene. (1l.1-diethvlpropvl)- 176 C13H20 004170-84-7 43
3 Benzene. (l1l-butvloctvl)- 246 C18H30 002719-63-3 37
4 Benzene. (l-methvl-1-propvilpentvl)- 204 C15H24 054932-91-1 32
5 4-Benzoyloxyimino-2-carene 269 C17H19NO2 066656-84-6 28
Abundance Scan 1600 (11.498 min): BF116675.D (-1598) (-) m/z 105.10 100.00%
106.1
5000
571 147.1 S
33, 189 2 217.2 245.2 11.20 11.40 11.60 11.80
bl i e 1892 22 T 2883 97,00 53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33361: 1-Butanone, 2-hydroxy-1-phenyl-
105.0
5000 L SRR UL B SULE
11,20 11.40 11.60 11.80
.0 147.0 m/z 147.10 31.62%
41.0
G R A A AN AL LSS AR RARAN LR AARSS SAASERARSN SRS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42600: Benzene, (1,1-diethylpropyl)-
91.0
11.20 11.40 11.60 11.80
5000 m/z 57.10 26.79%
147.0
15.0
41.0
0 :'I-'S'IO""'"I"""GI?'(?"I""I""UI""I'l" I]'-TT:;I(:)"'I""I'"' [TTTTpTrTTreeT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99246: Benzene, (1-butyloctyl)- R R B
91.0 11.20 11.40 11.60 11.80
m/z 71.10 15.16%
5000
410 147.0
0 7 .69.0 | 1190 [ 189.0 2460
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownll.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.78 ng 122863 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone. 2-hvdroxv-1-phenvl- 164 C10H1202 016183-46-3 43
2 3-Chlorophenvl-_beta.-phenvlprop... 260 C15H13CI102 023522-74-9 35
3 7-Benzamidobicvclo(3.2.0)heptan-... 229 C14H15N02 1000241-65-0 32
4 Benzoic acid 1-methoxv-1H-tetraz... 234 C10H10N403 1000296-08-2 17
5 3-Phenylpropionic acid, 2-formyl... 322 C16H12CI1203 1000331-06-4 16
Abundance Scan 1605 (11.527 min): BF116675.D (-1603) (-) m/z 105.10 100.00%
105.1
5000
57.1 147.1 —
811 175.2 245.2 11.20 11.40 11.60 11.80
3 SO RN el B .~.-.?‘,.‘?=i.,.|...,....,...210?.1..22?..1. Re283 1 "m/z 91.00  35.94%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33361: 1-Butanone, 2-hydroxy-1-phenyl-
105.0
5000 L UM SRR UL LR
1120 11.40 11.60 11.80
.0 147.0 m/z 147.10 23.14%
oh 4101 . 1270 |
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance #110716: 3-Chlorophenyl-.beta.-phenylpropionate
105.0 133.0
1120 11.40 11.60 11.80
5000 m/z 57.10 20.20%
20 sto "0 L 183.0 260.0
miz-> 20 40 eb 80 100 120 150 160 180 200 220 240 2éo 280
Abundance #85204: 7-Benzamidobicyclo(3.2.0)heptan-2-one R R mamEE
105.0 11.20 11.40 11.60 11.80
m/z 133.10 18.74%
5000
77.0
147.0
27.0 51‘0 | 1250 | 1740 zo;o 2290
mz-> 20 45 60 éo 160 120 140 160 180 200 220 240 260 280 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownll.60 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.60 5.06 ng 223183 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-methvl-. 2-o0xo0-2... 254 C16H1403 055153-21-4 47
2 Benzonitrile. 2-ethoxv- 147 C9HONO 006609-57-0 46
N-(2-Fluoro-5-nitro-phenvl)-3-T(... 372 C18H17FN404 1000294-69-8 43
4 Benzene. (1.1-dimethvlpropvl)- 148 C11H16 002049-95-8 38
5 2,8-Decadiyne 134 C10H14 004116-93-2 38
Abundance Scan 1617 (11.598 min): BF116675.D (-1615) (-) m/z 119.10 100.00%
119.1
5000 91.0
57.1 175.2
217.2 11.20 11.40 11.60 11.80 12.00
259.3
oL, " '\ ||.. bl ,.L..; \ bt 3022 m/z 105.10 98.07%
m/z--> 100 150 200 250 300 350
Abundance #105616. Benzoic acid, 2-methyl-, 2-oxo-2-phenylethy! ester
105.0
5000 AR UL FUMRE IR B
77.0 1120 11.40 11,60 11.80 12.00
254.0 m/z 91.00 47 .02%
39% |
0 WJ"' L L L WL L WA L
m/z--> 100 150 200 250 300 350
Abundance #22534: Benzonitrile, 2-ethoxy-
119.0
11.20 11,40 1160 11.80 12.00
5000 910 m/z 175.15 29.88%
27.0 63.0
ol fJ'“"f"'lﬁéq" U UL SRR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #197905: N-(2-Fluoro-5-nitro-phenyl)-3-[(4-methyl-benzoyl)... I e o e e
119.0 11.20 11.40 11.60 11.80 12.00
m/z 57.10 28.41%
5000 91.0
175.0
43.0
0 h\ Lo . L 2170 2680300.0 344.0372.0
m/z--> 50 1& 150 200 250 300 350 1120 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl11.89 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.01 ng 265111 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(2-decvloxv)pent... 302 C17H3802Si 1000347-61-9 27
2 Benzene. p-di-tert-pentvl- 218 C16H26 003373-10-2 27
3 Acetnitrile. 2-(3.4-trimethvlene... 189 C11H11NO2 162665-09-0 22
4 Thiophene. 2-ethvynvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 22
5 2,2"-1sopropylidenebis(6-methylf. .. 204 C13H1602 059212-75-8 22

Abundance Scan 1667 (11.892 min): BF116675.D (-1664) (-) m/z 189.15 100.00%

57.1 180.2

5000

11.60 11.80 12.00 12.20

o m/z 57.10 90.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146362: Silane, dimethyl(2-decyloxy)pentyloxy-
189.0
5000 LA L L L L LB LB
1450 11. 60 11. 80 12. 00 12 20
75.0 ' 37.0 m/z 73.00 63.74%
43.0 103.0 ‘ 215.0 24? 0
(O N o o O L O ARASARRAREsmanasnssswas!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75976: Benzene, p-di-tert-pentyl-
189.0
11.60 11.80 12.00 12.20
5000 m/z 43.10 54 .43%
290 160.0
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52340: Acetnitrile, 2-(3,4-trimethylenedioxypheny!)- I EAmEmEEE RS
160.0 189.0 11.60 11.80 12.00 12.20

m/z 41.10 49.68%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116675.D

Aca On : 31 Aug 2019 2:52

Operator : HP/JU

Sample = K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 7 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 11.48 ng 380325 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 Behenic alcohol 326 C22H460 000661-19-8 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 81
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
Abundance Scan 1998 (13.839 min): BF116675.D (-1996) (-) m/z 83.10 100.00%
431 831
5000
39.1 200.0 13.60 13.80 14.00 14.20
0 1661 RS Tmsz 57.10  94.70%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
58,0 83.0
5000 11.0 LN BN SRR IR I
13.60 13.80 14.00 14.20
m/z 97.10 88.24%
oL 270 | 127 0167.0196.0 238.0266.0294.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
550 83.0
" 1360 13.80 14.00 14.20
5000 111.0 m/z 43.10 85.84%
27,0 {l J P39 67.0
oL L A ) 297:0196.0224.0252.0280.03080
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 b RRREE EE s
57.0 |97.0 13.60 13.80 14.00 14.20
m/z 69.10 82.01%
5000
25.0
23.0 53.0
ol d Al J } 181.0210.0238.0266.0 308.0336.0
m/z--> 50 1(')0 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083019\
Data File : BF116675.D

Acq On : 31 Aug 2019 2:52

Operator : HP/JU

Sample - K4528-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6 .62 6.62 73.3 ng 2308150 1 6.85 629452 20.0
unknownl11.50 11.50 3.5 ng 153296 4 11.36 882527 20.0
unknownl11 .53 11.53 2.8 ng 122863 4 11.36 882527 20.0
unknownl1l.60 11.60 5.1 ng 223183 4 11.36 882527 20.0
unknownl1l.89 11.89 6.0 ng 265111 4 11.36 882527 20.0
1-Heneicosanol 13.84 11.5 ng 380325 5 13.99 662627 20.0

8270-BF083019.M Tue Sep 03 01:51:28 2019 Page: 9



