LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 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 P\METHODS\8270-BP121919.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 5.616 595 600 606 rBV 162973 262742 3.04% 0.449%
2 6.010 660 667 674 rBV 559897 736532 8.51% 1.259%
3 6.169 687 694 697 rBY 1633290 2315473 26.77% 3.957%
4 6.222 697 703 713 rVB 824113 1570430 18.15% 2.684%
5 6.546 752 758 765 rVB 602906 737385 8.52% 1.260%
6 7.763 950 965 973 rBVY 1049629 1507327 17.42% 2.576%
7 7.946 989 996 1006 rBY 1143666 1442757 16.68% 2.466%
8 8.299 1051 1056 1064 rBV 308313 374807 4_.33% 0.641%
9 8.446 1075 1081 1091 rBV 363190 494918 5.72% 0.846%
10 8.546 1092 1098 1109 rVB 971977 1131158 13.08% 1.933%

11 8.728 1123 1129 1138 rBV 512866 584228 6.75% 0.998%
12 8.993 1160 1174 1177 rBV 1446089 2264405 26.18% 3.870%
13 9.187 1200 1207 1211 rBV 753465 920900 10.65% 1.574%
14 9.404 1238 1244 1249 rBV 344373 430804 4.98% 0.736%
15 9.681 1286 1291 1300 rBV 394065 443895 5.13% 0.759%

16 9.822 1310 1315 1318 rBV 535098 751858 8.69% 1.285%
17 9.846 1318 1319 1327 rVB 384893 282305 3.26% 0.482%
18 10.069 1340 1357 1360 rBV 2853752 5841667 67.53% 9.983%
19 10.146 1365 1370 1378 rVB 167197 185292 2.14% 0.317%
20 10.340 1391 1403 1406 rBV 4216575 7050910 81.51% 12.050%

21 10.657 1448 1457 1461 rBV 1914563 2782134 32.16% 4_.755%
22 10.710 1461 1466 1470 rVB 92123 106909 1.24% 0.183%
23 10.775 1470 1477 1481 rBV 1491185 1823053 21.07% 3.116%
24 10.834 1481 1487 1490 rVB 1747841 2156083 24.92% 3.685%
25 11.004 1504 1516 1519 rBV2 4176987 8650823 100.00% 14.784%

26 11.104 1526 1533 1536 rBV 758241 1022077 11.81% 1.747%
27 11.145 1536 1540 1543 rVV 1571537 1810405 20.93% 3.094%
28 11.169 1543 1544 1549 rVB2 141139 119642 1.38% 0.204%
29 11.328 1562 1571 1579 rBV 244141 293168 3.39% 0.501%
30 11.481 1591 1597 1605 rBV2 60831 116514 1.35% 0.199%

31 11.657 1622 1627 1631 rVV2 70269 87077 1.01% 0.149%
32 12.122 1699 1706 1710 rBV 1432824 1661317 19.20% 2.839%
33 12.787 1814 1819 1824 rBV 185222 227137 2.63% 0.388%
34 13.204 1883 1890 1895 rBV 448604 554087 6.41% 0.947%

8270-BP121919.M Tue Dec 24 16:53:46 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.451 1926 1932 1943 rBV 791762 957144 11.06% 1.636%

36 14.498 2103 2110 2122 rBV 1024293 1275531 14.74% 2.180%
37 15.604 2292 2298 2308 rVB 468487 566676 6.55% 0.968%
38 16.492 2444 2449 2456 rBV 146744 203292 2.35% 0.347%
39 17.457 2607 2613 2615 rBV 202090 302046 3.49% 0.516%
40 17.486 2615 2618 2632 rVB 468176 651552 7.53% 1.113%

41 17.892 2680 2687 2696 rVB 1724912 1844357 21.32% 3.152%
42 18.051 2711 2714 2720 rBV3 75191 149803 1.73% 0.256%
43 18.857 2848 2851 2855 rBVY 195558 215283 2.49% 0.368%
44 19.122 2891 2896 2909 rVB 161737 259885 3.00% 0.444%
45 19.251 2912 2918 2922 rBVY 405791 464395 5.37% 0.794%

46 19.292 2922 2925 2928 rBVY 105322 110114 1.27% 0.188%
47 19.933 3030 3034 3041 rBVZ2 107690 154682 1.79% 0.264%
48 21.027 3214 3220 3225 rVB 293803 405491 4.69% 0.693%
49 21.639 3319 3324 3330 rBV2 56372 115105 1.33% 0.197%
50 21.698 3330 3334 3343 rVB4 37961 98515 1.14% 0.168%

Sum of corrected areas: 58514090
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\

BP001374.D

23 Dec 2019 18:38

Ju

K6401-04

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 11
R.T. EstConc Area Relative to ISTD R.T.

562 14.02ng 262742  1,4-Dichlorobenzene-da 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
-Nonanone. 9-hvdroxy- 158 C9H1802 025368-56-3 36
-Propen-2-ol. acetate 100 C5H802 000108-22-5 22
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
orpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

abrwNPE
=E=ENEFEDNN

Abundance Scan 601 (5.622 min): BP001374.D (-595) (-) m/z 43.00 100.00%

43
5000

101 L e B
520 540 560 580 600
ol A2 l 132160197227 269 305 346 389420 464 502 %47 'm/z 59.00 59.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
il}
5000 [Trr T[T rrr[rrrrprrrrpro1

520 540 5.60 5.80 6.00
m/z 101.00 20.38%

101
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30194: 2-Nonanone, 9-hydroxy-
43
REE S s s
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 14 .55%
71
- e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate R e
43 520 540 560 580 600

m/z 41.05 9.43%

5000
15 J72100
,J‘,‘,,, B L BLE e o e o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Benzene, 1,3-dimethyl- Concentration Rank 4

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

6.55 39.35 ng 737385 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 Ethvlbenzene 106 C8H10 000100-41-4 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 81

Abundance Scan 759 (6.552 min): BP001374.D (-752) (-) m/z 91.00 100.00%
91
5000
o J128156 205233264 317 353381409 458 504 543 620 640 660 680
Ol b4 4| 1128156 205233264 317 353381409 458 504 543 = /57106.10  38.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5102: Benzene, 1,3-dimethyl-
91
5000 ISR RS SR
6.20 6.40 6.60 6.80
39 m/z 105.00 17.28%
'hli!i | U S WL S S B LI B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5083: 0-Xylene
91
ISR RS SR
6.20 6.40 6.60 6.80
5000 m/z 77.00 12.69%
39
ML#ﬂW | U S WL S UL L LI B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5081prIene LA L L L L L B
91 6.20 6.40 6.60 6.80
m/z 50.95 11.63%
5000
51
J'L+Nﬁl | U S WL S S B B B SRR RS S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.95 Concentration Rank 2

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

7.95 76.99 ng 1442760 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 997 (7.952 min): BP001374.D (-989) (-) m/z 132.00 100.00%
132
5000 68
P i 65196 241269296 342 373402430458 491521548 Ii%”i%”é&”é%ulw
ol 165 1 41 42 373402430458 49152154 m/z 67.95 45 39%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 LRSS AR
7.60 7.80 8.00 8.20
m/z 65.95 36.76%
og 63 104
e DU
m/z--> 6 55 160 1éo 260 250 300 3%0 400 4éo 560 séo
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
AL L R L
7.60 7.80 8.00 8.20
5000 m/z 134.00 34 .46%
69
39
103
Hl uul L [k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14142: 3-Chloro-6-fluoro-pyrazine B B R

132 7.60 7.80 8.00 8.20

69 m/z 69.10 20.32%
104
5000
31

IIIIlILIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 1-Hexanol, 2-ethyl- Concentration Rank 8

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

8.45 26.41 ng 494918 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 53
3 Heptane. 3-ethvl- 128 C9H20 015869-80-4 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 50

Abundance Scan 1082 (8.451 min): BP001374.D (-1075) (-) m/z 57.05 100.00%

E—

5000
98 8.20 8.40 8.60 8.80
o,....,.l..l.,..l?.“ 172205 250281310338 374404434 475505540 m/z 41.10 44._83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
29 8.20 8.40 8.60 8.80
m/z 43.10 31.54%
98
- e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12685: Heptane, 3,5-dimethyl-
57
8.20 8.40 8.60 8.80
5000 m/z 55.05 31.01%
99
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12668: Heptane, 3-ethyl-
7 8.20 8.40 8.60 8.80
m/z 56.10 21.27%
5000
98
29
H\ ] 128
T e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Phenol, 3,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.07 16.57 ng 5841670 Naphthalene-d8 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 97
2 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 91
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 91
4 Phenol. 3.4-dimethvl- 122 C8H100 000095-65-8 91
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 90
Abundance Scan 1357 (10.069 min): BP001374.D (-1340) (-) m/z 107.00 100.00%
107
5000 77
39
L{ M L 35 176206234264291321350 384412 450478506 541 280 10.00 10.20 1040
Olrrrtifud il P35 176206234264291321350 384412 450478506 541 m/z 122.05 82.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9933: Phenol, 3,5-dimethyl-
107
5000
77 9.80 10.00 10.20 10.40
m/z 76.95 38.40%
39 h |.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9927: Phenol, 2,5-dimethyl-
122

9.80 10.00 10.20 10.40
5000 m/z 121.10 32.90%
77

39

1LM1ML

|
L e L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9907: Phenol, 2-ethyl-
107 9.80 10.00 10.20 10.40
m/z 90.95 23.66%
5000
i
39 “
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9 Phenol, 4-(1-methylethyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.66 7.89 ng 2782130 Naphthalene-d8 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvlethvl)- 136 C9H120 000099-89-8 95
2 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 91
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 91
4 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
5 1,4-Hexadiene, 5-methyl-3-(1-met... 136 C10H16 113687-24-4 72
Abundance Scan 1457 (10.657 min): BP001374.D (-1448) (-) m/z 121.00 100.00%
121
5000
91
Lad Ll L49176207234264291319347376409437465495523 1040 10.50 10.80 11.00
O e e R M e e R S m/z 136.05 31.09%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16444: Phenol, 4-(1-methylethyl)-
121
5000
10.40 10.60 10.80 11.00
o1 m/z 91.05 30.95%

39 L
,..-.L.,*'.l...,L. e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16449: Phenol, 3-(1-methylethyl)-

121

10.40 10.60 10.80 11.00
5000 m/z 77.00 28.88%
39 77

LH‘H ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #16451: Phenol, 2-(1-methylethyl)-

121 10.40 10.60 10.80 11.00

m/z 103.00 17.95%
5000
i
39 ‘
B AL B I I B B R o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Phenol, 3-ethyl-5-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.83 6.12 ng 2156080 Naphthalene-d8 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 91
2 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 91
3 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 90
4 1.3-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-86-5 86
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 83
Abundance Scan 1486 (10.828 min): BP001374.D (-1481) (-) m/z 121.00 100.00%
121
5000
91
51 { } 162 10.60 10.80 11.00 11.20
O bbb b o 4 162193222 252280308 362 303 425453483511541 m/z 136.10 35.99%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16437: Phenol, 3-ethyl-5-methyl-
121
5000
10.60 10.80 11.00 11.20
m/z 91.00 28.61%
39 91
|'**meLﬁ ST S LI S B LI B WL B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121
10.60 10.80 11.00 11.20
5000 m/z 77.00 26.62%
91
15 51
mz-> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance #16429: Phenol, 2-ethyl-6-methyl-
121 10.60 10.80 11.00 11.20
m/z 107.00 11.59%
5000
77
39
I""I'J"'II I B RN BN BN UL UL L B B B A B
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 10.60 10.80 11.00 11.20

8270-BP121919.M Tue Dec 24 16:53:50 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 11 Phenol, 2-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.00 24 .54 ng 8650820 Naphthalene-d8 10.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
2 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 87
3 Phenol. 2-ethvl-6-methvl- 136 C9H120 001687-64-5 87
4 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 83
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 76
Abundance Scan 1515 (10.998 min): BP001374.D (-1504) (-) m/z 121.05 100.00%
121
5000
77
39 { “ 50 10.60 10.80 11.00 11.20 11.40
Ol bbb 4 ol ] 150179210239267294322 352381 418 455483 516544, m/z 136.10 46.49%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16428: Phenol, 3-ethyl-5-methyl-
121
5000
10.60 10.80 11.00 11.20 11.40
77 m/z 107.00 32.84%
39
|'ALFA'lﬂ USTLINEIEY S S UL S WAL BRI B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121
ARSUAARSR NARRA N B
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.00 31.55%
91
|%$'ﬁ%'LMR USTLINEILEY S S UL B S AL LI S I
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16429: Phenol, 2-ethyl-6-methyl-
121 10.60 10.80 11.00 11.20 11.40
m/z 91.00 29.48%
5000
77
39
|'“hF“LLw USTLINEIE S S UL S S LRI LI B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 10.60 10.80 11.00 11.20 11.40

8270-BP121919.M Tue Dec 24 16:53:50 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 12 Benzenamine, N-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.45 34.55 ng 957144 Acenaphthene-d10 13.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N-propvl- 135 C9H13N 000622-80-0 81
2 1.3-Benzenedimethanamine 136 C8H12N2 001477-55-0 64
3 Ethanol. 2-(phenvlamino)- 137 C8H11NO 000122-98-5 59
4 Benzenamine. N-butvl- 149 C10H15N 001126-78-9 59
5 N-(N-Acetyl-N-phenylglycyl)-N-ph... 326 C18H18N204 1000254-77-9 59
Abundance ?bcan 1932 (13.451 min): BP001374.D (-1926) (-) m/z 105.95 100.00%
106
5000
e 3% 1340 1380 1960
191 - -
o,...J,l..l..l,.J..l. 162 7 221250279309337364 402 455485512544 | /7 76.95  21.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15576: Benzenamine, N-propyl-
106
5000 LN BULLN UL UL B

13.20 13.40 13. 60 13. 80
77 | 135 m/z 42.95 20.07%

39 L |
B N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16201: 1,3-Benzenedimethanamine
106

13.20 13.40 13.60 13.80

5000 m/z 135.05 15.74%
30
7 135
,.Jd,mil“.ﬁw..” AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16748: Ethanol, 2-(phenylamino)-
106 13.20 13.40 13.60 13.80

m/z 93.00 13.26%

5000

4, | 187
39 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.20 13.40 13.60 13. 80

8270-BP121919.M Tue Dec 24 16:53:51 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 13 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.49 7.17 ng 203292 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2449 (16.492 min): BP001374.D (-2444) (-) m/z 72.95 100.00%

5000

[

16.20 16.40 16.60 16.80
m/z 43.05 97.69%

275302330 365394 445 478 521549

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

8

5000
16.20 16.40 16.60 16.80

m/z 60.00 91.14%

157 185213 256

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid

16.20 16.40 16.60 16.80
m/z 41.05 86.75%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #84455: Tetradecanoic acid
73 16.20 16.40 16.60 16.80

m/z 55.05 80.00%

8

5000

r

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80

8270-BP121919.M Tue Dec 24 16:53:51 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 14 9,12-Octadecadienoic acid (... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.46 13.01 ng 302046 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 11.14-Eicosadienoic acid. methvl._.. 322 C21H3802 002463-02-7 89
3 9-Eicosvne 278 C20H38 071899-38-2 89
4 1.11-Dodecadiene 166 C12H22 005876-87-9 70
5 Cyclodecene 138 C10H18 003618-12-0 70

Abundance Scan 2614 (17.463 min): BP001374.D (-2607) (-) m/z 67.00 100.00%

3 17.20 17.40 17.60 17.80
163191220 256
'E.‘.'. Fargol2ed 50284312340 378 428489 505537 m/z 81.10 81.13%

|
m/z--> 0 100 150 200 250 300 350 400 450 500 550

Abundance #127648: 9,12-Octadecadienoic acid (Z,2)- J\b
5000 LI L L L L L
17.20 17.40 17.60 17.80
m/z 55.10 77.06%
280
.ri 51182210237 1
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #162983: 11,14-Eicosadienoic acid, methyl ester
67
17.20 17.40 17.60 17.80
5000 95 m/z 41.05 66.71%
Tl [
A4 Ly, 163102 291322
R , R e e N R RS RAE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126189: 9-Eicosyne
43 81 17.20 17.40 17.60 17.80

m/z 95.05 52 .15%

5000

i

278
R L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80

8270-BP121919.M Tue Dec 24 16:53:52 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 15 trans-13-Octadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.49 28.06 ng 651552 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
3 Oleic Acid 282 C18H3402 000112-80-1 91
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 91
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91

Abundance Scan 2619 (17.492 min): BP001374.D (-2615) (-) m/z 55.10 100.00%

5000

264 17.20 17.40 17.60 17.80
220 205325355 385413 447476 515543 n/z 69.10 66320

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129357: trans-13-Octadecenoic acid
5000
83 17.20 17.40 17.60 17.80
1 m/z 41.10 60.86%
27 | 139 180 222 264

B R B B e E R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129339: cis-Vaccenic acid

17.20 17.40 17.60 17.80
m/z 83.05 53.37%

5000

151180 222 264

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #129338: Oleic Acid S s SACS
55 17.20 17.40 17.60 17.80
83 m/z 43.10 51.50%

5000

264
151 180 222

_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80

8270-BP121919.M Tue Dec 24 16:53:52 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 16 Benzene, 1,3-dimethoxy-5-[(... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.05 6.45 ng 149803 Chrysene-d12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethoxv-5-T(1E)-2... 240 C16H1602 021956-56-9 95
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 38
3 1.4.6-Trimethvl-2-azafluorenone 223 C15H13NO 069649-05-4 38
4 1.4.7-Trimethvl-2-azafluorenone 223 C15H13NO 064322-98-1 27
5 9,10-Anthracenedione, l-amino- 223 C14H9NO2 000082-45-1 25

Abundance Scan 2714 (18.051 min): BP001374.D (-2711) (-) m/z 223.10 100.00%
223
135
5000{ 45 165
o J 194 17.80 18.00 18.20 18.40
. ||1Lu-* Lduid J i L] 1250 308 ase soaazs 477 512584 | oiRe 08 64 030
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94251: Benzene, 1,3-dimethoxy-5-[(1E)-2-phenylethenyl]-
240
165
5000 LR SRS BN UL B
200 17.80 18.00 18.20 18.40
m/z 240.10 57 .45%
76 115 l
. , 1 leln ; L I hALI | .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
23
e " 17.80 18.00 18.20 18.40
5000 m/z 45.00 38.22%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80279: 1,4,6-Trimethyl-2-azafluorenone T T T
223 17.80 18.00 18.20 18.40
m/z 165.05 35.67%
5000
152
76 115 194
mz> 8 100 150 200 250 300 380 4o 450 =00 5o ' 17.80 18.00 18.20 18.40

8270-BP121919.M Tue Dec 24 16:53:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 17 Phosphoric acid, isodecyl d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.86 9.27 ng 215283 Chrysene-d12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid. isodecvl diphen... 390 C22H3104P 029761-21-5 80
2 trans-4-(Dimethvlamino)chalcone 251 C17H17NO 022965-98-6 47
3 2-Benzol1l.31dioxol-5-vI-7-methvl... 251 C16H13NO2 1000274-75-9 47
4 2H-1.3.4-Benzotriazepin-2-one. 1... 251 C15H13N30 002855-57-4 47
5 7H-Pyrazolo[4,3-E][1,2,4]triazol... 251 C12H9N7 1000310-01-6 47
Abundance Scan 2852 (18.863 min): BP001374.D (-2848) (-) m/z 251.00 100.00%
251
5000
4 94 A s
170 18.60 18.80 19.00 19.20
141
ob il 5L 215 | 287317 362305423453483511539 | .75 7550.00  24.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207552: Phosphoric acid, isodecy! diphenyl ester
251
5000 L SN B SULLLN IR
18.60 18.80 19.00 19.20
43 94 m/z 94.00 23.53%
170
Ll l 1417 215 291 333 390
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance #103225: trans-4-(Dimethylamino)chalcone
251
18.60 18.80 19.00 19.20
5000 m/z 249.00 20.41%
174
121 222
|"A%'77w'l'ﬂ"5whﬁﬁ'"""'w""""w"'w"'w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103177: 2-Benzo[1,3]dioxol-5-yl-7-methyl-indolizine R E R A Rama
251 18.60 18.80 19.00 19.20
m/z 41.05 14.07%
5000
192
125
3663 95 | 154 | 222
s O 10 1% 200 3% 0 o o e o o 18.60 18.80 19.00 19,20

8270-BP121919.M Tue Dec 24 16:53:53 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 18 Trifluoroacetic acid, penta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.12 11.19 ng 259885 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 94
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance ~ Scan 2896 (19.122 min): BP001374.D (-2891) (-) m/z 55.10 100.00%
5b 83
5000
11

39 18.80 19.00 19.20 19.40
AN 30160 208 22281 spsass asoatr sea s16519 ol o5 o5, 8gH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57

97

5000 e
18.80 19.00 19.20 19.40

29 125 m/z 43.05  89.45%
154182210 255 3qp
' Il i L

O —

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
97 IIIIIIIIIIIIIIIIIIIIIII
18.80 19.00 19.20 19.40
5000 m/z 83.05 79.39%
29 125 160 510
L 0 s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191698: Bromoacetic acid, hexadecy! ester
43 18.80 19.00 19.20 19.40
83 m/z 41.10 66.83%
5000
11
L aseisozze zos
s w2 L B e 2 B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP121919.M Tue Dec 24 16:53:54 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 19 trans-1,2-Bis(methyldichlor... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.93 6.66 ng 154682 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1.2-Bis(methvldichlorosilv... 252 C4H8CI14Si2 065899-10-7 91
2 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 53
3 Fumaric acid. 4-cvanophenvl decv... 357 C21H27NO4 1000344-81-8 45
4 2-Methvl-3-phenvilsulfanvl-1H-indole 239 C15H13NS 1000322-52-7 43
5 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 37
Abundance Scan 3033 (19.927 min): BP001374.D (-3030) (-) m/z 239.15 100.00%
239
57
5000
185 149 UMV AR UGS
113 197 19.60 19.80 20.00 20.20
S 1 F ¥ Wiy LL Mook |, 283316344 401430450 498 543 | ns77 57 05 57.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104 239
5000 RUNBSUBARABSUVAREE
19.60 19.80 20.00 20.20
m/z 43.05 51.29%
63 139
|"'w"'w"'H""'4' LI LA SIS WAL UL BN B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129350: Palmitic acid vinyl ester
57
239 19.60 19.80 20.00 20.20
5000 g5 m/z 71.05 32.04%
29
1L 123151 183211
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #188726: Fumaric acid, 4-cyanopheny! decyl ester R L RARES
83 239 19.60 19.80 20.00 20.20
m/z 41.05 26.01%
55
5000
119
200
,..2.7.,....“,‘.1‘..4,.1.7?.1.\.. CICHNN . A e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20

8270-BP121919.M Tue Dec 24 16:53:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122319\
Data File : BP001374.D

Aca On : 23 Dec 2019 18:38

Operator :© JU

Sample : K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 20 Docosane, 11-butyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

21.64 5.68 ng 115105 Perylene-di12 21.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 78
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 76
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 70

Abundance Scan 3324 (21.639 min): BP001374.D (-3319) (-) m/z 57.10 100.00%

g7
5000 ]ﬁ

133 175 207 237 267 369 21.40 21.60 21.80 22.00
AL 7 (5 291201295323 TF 411 463 497529 m/z 43.05  66.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 TT T T[T T T T [T T T T[T T T T[T TT

21.I40 21!60 21.I80 22.IOO
m/z 71.05 62.47%

13
| 13141169 210939267 309336366
A e 38830

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-

:

21.40 21.60 21.80 22.00

5000 85 m/z 85.00 46.36%
13 154
L] B B ass211230 281
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- N e e
57 21.40 21.60 21.80 22.00
m/z 55.05 31.90%
5000 85

-

13
‘ 3141160197 239967294323 350

| T T I T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122319\
Data File : BP001374.D

Acq On : 23 Dec 2019 18:38

Operator : JU

Sample . K6401-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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]
2-Pentanone, 4-hy... 5.62 14.0 ng 262742 1 8.30 374807 20.0
Benzene, 1,3-dime... 6.55 39.4 ng 737385 1 8.30 374807 20.0
unknown? .95 7.95 77.0 ng 1442760 1 8.30 374807 20.0
1-Hexanol, 2-ethyl- 8.45 26.4 ng 494918 1 8.30 374807 20.0
Phenol, 3,5-dimet... 10.07 16.6 ng 5841670 2 10.34 7050910 20.0
Phenol, 4-(1-meth... 10.66 7.9 ng 2782130 2 10.34 7050910 20.0
Phenol, 3-ethyl-5... 10.83 6.1 ng 2156080 2 10.34 7050910 20.0
Phenol, 2-ethyl-4_.. 11.00 24.5 ng 8650820 2 10.34 7050910 20.0
Benzenamine, N-pr... 13.45 34.5 ng 957144 3 13.20 554087 20.0
n-Hexadecanoic acid 16.49 7.2 ng 203292 4 15.60 566676 20.0
9,12-Octadecadien... 17.46 13.0 ng 302046 5 19.25 464395 20.0
trans-13-Octadece... 17.49 28.1 ng 651552 5 19.25 464395 20.0
Benzene, 1,3-dime... 18.05 6.5 ng 149803 5 19.25 464395 20.0
Phosphoric acid, ... 18.86 9.3 ng 215283 5 19.25 464395 20.0
Trifluoroacetic a... 19.12 11.2 ng 259885 5 19.25 464395 20.0
trans-1,2-Bis(met... 19.93 6.7 ng 154682 5 19.25 464395 20.0
Docosane, 11-butyl- 21.64 5.7 ng 115105 6 21.03 405491 20.0
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