LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\

Data File : BF116532.D

Aca On : 25 Aug 2019 15:20 Instrument :
Operator : HP/JU BNA_F

Sample  : K4474-09 Gl
Misc i T1-2-F1-F4

ALS Vial : 8 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-BF082319.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 2.246 19 27 33 rvB 2129987 2812775 82.32% 8.698%
2 5.510 575 582 585 rBY 2731038 2740751 80.21% 8.475%
3 6.510 746 752 755 rBVY 2611189 2980675 87.23% 9.217%
4 6.657 771 777 780 rBVY 3039393 2980398 87.22% 9.216%
5 6.881 812 815 818 rBV 966123 852472 24.95% 2.636%
6 6.945 823 826 831 rBV3 49906 51403 1.50% 0.159%
7 7.039 838 842 846 rBVY 2495231 2389467 69.93% 7.389%
8 7.439 902 910 913 rBVY 1817365 1884451 55.15% 5.827%
9 8.163 1028 1033 1036 rBvV 1247253 1179117 34.51% 3.646%
10 8.186 1036 1037 1041 rVB 185498 95506 2.79% 0.295%
11 8.592 1101 1106 1110 rBV 40623 43234 1.27% 0.134%
12 8.757 1129 1134 1139 rBvV2 65684 65864 1.93% 0.204%
13 8.874 1147 1154 1157 rVB 153450 134543 3.94% 0.416%
14 8.975 1167 1171 1174 rVB 84012 73543 2.15% 0.227%

15 9.239 1210 1216 1219 rBV 4036283 3417075 100.00% 10.567%

16 9.322 1225 1230 1237 rVB3 80600 111382 3.26% 0.344%

17 9.498 1253 1260 1264 rBV2 54225 79681 2.33% 0.246%
18 9.574 1270 1273 1275 rBV 62915 51699 1.51% 0.160%
19 9.598 1275 1277 1279 rBvV 49460 38921 1.14% 0.120%
20 9.622 1279 1281 1284 rBV 272126 226646 6.63% 0.701%
21 9.774 1302 1307 1309 rBV 42931 38631 1.13% 0.119%
22 9.851 1318 1320 1324 rVB 61451 42992 1.26% 0.133%
23 9.916 1324 1331 1334 rBV 1409628 1197721 35.05% 3.704%
24 10.116 1362 1365 1369 rVB 87979 74763 2.19% 0.231%
25 10.321 1396 1400 1402 rBVZ2 38959 42235 1.24% 0.131%
26 10.351 1402 1405 1408 rVB2 52748 46375 1.36% 0.143%
27 10.574 1440 1443 1445 rVB 48856 41190 1.21% 0.127%

28 10.698 1460 1464 1467 rBV 1578622 1338237 39.16% 4.138%
29 10.821 1483 1485 1490 rBV3 70563 102583 3.00% 0.317%
30 11.198 1547 1549 1553 rBV 46754 40865 1.20% 0.126%

31 11.292 1563 1565 1570 rVB2 39822 49974 1.46% 0.155%
32 11.398 1579 1583 1585 rBV 1134275 971114 28.42% 3.003%
33 11.421 1585 1587 1590 rVB 306053 229801 6.73% 0.711%
34 11.468 1593 1595 1597 rVB 60752 45285 1.33% 0.140%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\

Data File : BF116532.D

Aca On : 25 Aug 2019 15:20 Instrument :
Operator : HP/JU BNA_F

Sample  : K4474-09 Gl
Misc i T1-2-F1-F4

ALS Vial : 8 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\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.898 1666 1668 1669 rBV 67244 51061 1.49% 0.158%
36 11.921 1669 1672 1677 rVB3 244766 259112 7.58% 0.801%
37 12.004 1684 1686 1689 rBV2 72528 78791 2.31% 0.244%
38 12.192 1716 1718 1720 rBV 62949 60783 1.78% 0.188%
39 12.257 1727 1729 1732 rBV 92444 80346 2.35% 0.248%

40 12.610 1786 1789 1792 rBVY 351043 324672 9.50% 1.004%

41 12.833 1825 1827 1830 rVB 252731 201725 5.90% 0.624%
42 12.980 1848 1852 1858 rVB 2503475 2316860 67.80% 7.165%
43 13.474 1934 1936 1939 rVB 139158 125984 3.69% 0.390%
44 13.880 2002 2005 2014 rVB3 187650 251158 7.35% 0.777%
45 14.027 2026 2030 2033 rBV2 686177 832995 24.38% 2.576%

46 14.556 2118 2120 2125 rVB 139187 151827 4.44% 0.470%
47 15.068 2205 2207 2214 rVB 104503 179576 5.26% 0.555%
48 15.374 2256 2259 2264 rVB 97368 131021 3.83% 0.405%
49 15.433 2267 2269 2274 rVB 108413 113356 3.32% 0.351%
50 15.498 2276 2280 2284 rBV 452171 574426 16.81% 1.776%

51 15.786 2326 2329 2338 rVB2 88513 132606 3.88% 0.410%

Sum of corrected areas: 32337668
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116532.D
4000000

6.66

3000000 -
6.51 7.04

2.25
2000000 744

1000000
OJ L UL JLQ ]

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF116532.D
4000000 9|24

3000000 12.98

2000000

10.70

9.92

1000000

.

R e e B R Y A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF116532.D
4000000

3000000

2000000

14.03

1000000 15.50
13.88 14.56
SN 1807 1“M79

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.25 65.99 ng 2812780 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 28 (2.251 min): BF116532.D (-19) (-) m/z 73.10 100.00%
73.1
5000
43.0 5.0 871
2.20 2.30 2.40 2.50 2.60 2.70
S N 18P S N PN — (S Y 52 X T o - S T W WL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 87.10 26.92%
29.0 il
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 41.0 550 m/z 55.00 23.57%
29.0 ‘
TSN R O 7 Y™ NP YN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 11.18%
5000
45.0
29.0
X “‘\ °5.0 L, 101.0 /\
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 2.0 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.66 Concentration Rank 1

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

6.66 69.92 ng 2980400 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF116532.D (-771) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 380 m[ "k ko 5k 70
e e m/z 134.00 34.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 IR RS R L R
6.40 6.60 6.80 7.00
104.0 m/z 68.10 32.39%
) 51.0 66.0 h
7.0 ST L 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" '6.40 6.60 6.80 7.00
5000 m/z 66.00 20.99%
| [s10 73 es0 | | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B s e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 131.00 15.95%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R RN BRI
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.11 ng 102583 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 Tridecane 184 C13H28 000629-50-5 58
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 53
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 49
5 Dodecane 170 C12H26 000112-40-3 49
Abundance Scan 1485 (10.821 min): BF116532.D (-1483) (-) m/z 57.05 100.00%
57.0
5000
151 101 oo 10050 1080 1100 1120
] m/z 43.05 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
5000 85.0 LB AL LN L R
10. 60 10 80 11. oo 11. 20
29.0 m/z 71.10 72 .35%
| | i 1130. ]_4]_0 169.0 1980
m/z--> 25 4b 60 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance #48835: Tridecane
57.0
"' 10/60 10.80 11.00 11.20
5000 m/z 85.10 52.67%
85.0
29.0
\‘ ‘\ H N 113 0 141 0 184 0
m/z--> 25 4b 65 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance #129499: Nonadecane, 9-methyl- L L
57.0 10.60 10.80 11.00 11.20
m/z 41.00 35.84%
85.0
5000
140.0
29.0 168.0
[ L L o [0 s a0 2670
m/z--> 25 4b eb 85 160 150 150 1éo 1éo 200 220 240 2éo 2éo 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.34 ng 259112 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 43
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
Abundance Scan 1672 (11.921 min): BF116532.D (-1669) (-) m/z 73.00 100.00%
431 730
5000
11'60 11.80 12.00 12.20
RSN m/z 57.10 86.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
430 730
5000 256.0 UL DAL B U DU
nmnmnmnm
213.0 m/z 43.10 83.32%
il 1970 1850
m/z--> "égllﬁblleo 80 100 120 140 160 180 200 220 240 260
Abundance #39472: n-Decanoic acid
6d.0
11'60 11.80 12.00 12.20
0
5000 29.0 129.0 m/z 60.00 80.59%
\ 570
172.0
...l..‘..U.‘..”l“‘.‘l“.‘ I‘l""‘l""“'I""I""' R RASAARARARREEREEEEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R e o Ema
43.0 , 730 11.60 11.80 12.00 12.20
m/z 192.10 72.21%
5000 129.0
150J ‘
m/z--> 25 46 60 80 100 120 140 160 180 200 220 240 260 1160 1180 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 6 unknownl3.47 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.02 ng 125984 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-butvildihvdro-4... 156 C9H1602 055013-32-6 43
2 p-Nitrophenvl hexanoate 237 C12H15N0O4 000956-75-2 43
3 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 039212-23-2 40
4 Hexanoic acid. 2-fluorophenvl ester 210 C12H15F02 1000325-69-8 38
5 .delta.-Nonalactone 156 C9H1602 003301-94-8 38
Abundance Scan 1935 (13.468 min): BF116532.D (-1934) (-) m/z 57.10 100.00%
57.1
99.1
5000
130.0 1551 188 L 2161 20312661 2951 13.20 13.40 13.60 13.80
SNBSS S A0 RSB U O i T St i it m/z 99.10 71.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29113: 2(3H)-Furanone, 5-butyldihydro-4-methyl-, cis-
99.0
5000 LI SR UL UL SR
%Ono 13.20 13.40 13.60 13.80
m/z 71.10 35.98%
ol Ll g | o sseo
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #91291: p-Nitrophenyl hexanoate
43.0 99.0
13.20 13.40 13.60 13.80
5000 71.0 m/z 113.10 31.05%
18.00 | | . 123.0 1520 1810 2080 237.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29089: 2(3H)-Furanone, 5-butyldihydro-4-methyl- R EEEEE RS
99.0 13.20 13.40 13.60 13.80
m/z 43.10 23.32%
5000 420 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 7 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.03 ng 251158 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Cvcloeicosane 280 C20H40 000296-56-0 83
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 81
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
Abundance _ Scan 2005 (13.880 min): BF116532.D (-2002) (-) m/z 57.10 100.00%
511 971
5000
SR AR SR SR B
39.1 2420 13.60 13.80 14.00 14.20
i .',l..~!,ﬂ.~.1.9.5,'1..-..‘,...3.0,-2:1...,....,....,...., m/z 83.10 89.83%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 LI B SR S B
13.60 13.80 14.00 14.20
m/z 55.00 84 .14%
J L \ 13901500 2380 2950

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234186: 17-Pentatriacontene
57.0
97.0 S —
13.60 13.80 14.00 14.20
5000 m/z 97.10 82.75%
39 181.0
15.d ‘ [ I ‘ - 223.0 267.0306.0 348.0 390.0 434.0 490.0
L e L RS e R S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane A B
55.0 13.60 13.80 14.00 14.20
m/z 43.05 79.89%
7.0
5000
‘ | l 139.0 182.0 224.0 280.0

m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 8 unknownl4.56 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.56 3.65 ng 151827 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 039212-23-2 47
2 Hexanoic acid. 2.3-dichlorophenv... 260 C12H14C1202 1000330-93-7 38
3 Furan. 2.5-dihvdro-2.5-dimethoxv- 130 C6H1003 000332-77-4 38
4 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 055013-32-6 38
5 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 38
Abundance Scan 2121 (14.562 min): BF116532.D (-2118) (-) m/z 99.10 100.00%
99.1
57.1
5000
14.20 14.40 14.60 14.80
m/z 57.10 68.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29089: 2(3H)-Furanone, 5-butyldihydro-4-methyl-
9d.0
5000 420 710 14.20 14.40 14.60 14.80
m/z 113.10 56.35%
Jld L L 280 1500
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #110307: Hexanoic acid, 2,3-dichlorophenyl ester
9d.0
14.20 14.40 14.60 14.80
5000 430 719 m/z 71.10 44 _93%
162.0
....,.:..,‘...‘.,....,....;....,1..3.3.?.... T -4 A0 - ..2.(.30.(.).. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13266: Furan, 2,5-dihydro-2,5-dimethoxy- R AR EEEEE T
99.0 14.20 14.40 14.60 14.80
m/z 97.10 25.22%
5000 41.0 71.0
180 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116532.D

Aca On : 25 Aug 2019 15:20

Operator : HP/JU

Sample : K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 10 unknownl15.79 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 4.62 ng 132606 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 49
2 Hexanoic acid. 3-fluorophenvl ester 210 C12H15F02 1000330-93-1 35
3 Hexanoic acid. cvclobutvl ester 170 C10H1802 1000282-83-1 35
4 2H-Pvran-2-one. 6-heptviltetrahvdro- 198 C12H2202 000713-95-1 35
5 Malonic acid, di(2,4-dimethylpen... 300 C17H3204 1000349-02-5 35
Abundance Scan 2330 (15.792 min): BF116532.D (-2326) (-) m/z 99.10 100.00%
9d.1
57.1

5000

15.40 15.60 15.80 16.00 16.20
m/z 57.10 79.94%

77.1 207.1 239.0261.1282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
5000 43.0 LA L L L B
155.0 15. 40 15. 60 15. 80 16 00 16. 20
m/z 113.10 55.31%
69.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69183: Hexanoic acid, 3-fluorophenyl ester
99.0
R R e
15.40 15.60 15.80 16.00 16.20
5000 43.0 1.0 m/z 71.10 32.87%
210.0
LA . [125.0 154.0 181.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #37996: Hexanoic acid, cyclobutyl ester BT
99.0 15.40 15.60 15.80 16.00 16.20
m/z 97.10 31.43%
5000
430 710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 40 15. 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082519\
Data File : BF116532.D

Acq On : 25 Aug 2019 15:20

Operator : HP/JU

Sample - K4474-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_M
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]
Butane, 2-methoxy... 2.25 66.0 ng 2812780 1 6.88 852472 20.0
unknown6 .66 6.66 69.9 ng 2980400 1 6.88 852472 20.0
Tetradecane 10.82 2.1 ng 102583 4 11.40 971114 20.0
n-Hexadecanoic acid 11.92 5.3 ng 259112 4 11.40 971114 20.0
unknownl13.47 13.47 3.0 ng 125984 5 14.03 832995 20.0
Dichloroacetic ac... 13.88 6.0 ng 251158 5 14.03 832995 20.0
unknownl14 .56 14.56 3.6 ng 151827 5 14.03 832995 20.0
unknownl15.79 15.79 4.6 ng 132606 6 15.50 574426 20.0
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