LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\

Data File : BF121658.D

Aca On : 23 Sep 2020 00:29 Instrument :

Operator : JU/CG E?Afs el
- _ lentosampleld :

3?22'6 : L4093-01 KTS-GW-01-30

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 F\METHODS\8270-BF091020.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 2.151 4 11 20 rvB 658706 873245 19.58% 2.880%
2 5.016 495 498 509 rBV 161822 178179 4 _.00% 0.588%
3 5.434 565 569 583 rBV 918779 829450 18.60% 2.735%
4 6.439 737 740 748 rBV2 714521 758700 17.01% 2.502%
5 6.575 760 763 767 rBV 174968 152680 3.42% 0.504%
6 6.639 771 774 787 rBV 267484 288538 6.47% 0.952%
7 6.810 799 803 806 rBY 1020489 904958 20.29% 2.984%
8 6.869 810 813 825 rBV 610589 712041 15.97% 2.348%
9 7.222 866 873 881 rBV2 124077 190493 4.27% 0.628%
10 7.375 893 899 902 rBVY 2095981 2391637 53.63% 7.887%
11 7.481 913 917 925 rVB 30681 48237 1.08% 0.159%
12 8.010 1002 1007 1012 rBV 44733 84619 1.90% 0.279%
13 8.092 1016 1021 1024 rBV 1283585 1222692 27.42% 4.032%
14 8.269 1046 1051 1053 rBvV2 36681 64140 1.44% 0.212%

15 8.316 1056 1059 1061 rvVv 123180 137067 3.07% 0.452%

16 8.339 1061 1063 1066 rvVv 162227 193549 4_.34% 0.638%
17 8.369 1066 1068 1074 rVB 75106 75910 1.70% 0.250%
18 8.869 1148 1153 1162 rVB2 129175 163951 3.68% 0.541%
19 9.169 1198 1204 1207 rBV 3863227 3836890 86.04% 12.653%
20 9.286 1219 1224 1228 rBV3 96725 93755 2.10% 0.309%

21 9.504 1257 1261 1264 rBV 157183 143597 3.22% 0.474%
22 9.563 1266 1271 1275 rVV 1075949 982070 22.02% 3.239%
23 9.616 1275 1280 1286 rVv2 39018 53269 1.19% 0.176%
24 9.669 1286 1289 1306 rVB3 188555 492812 11.05% 1.625%
25 9.845 1313 1319 1323 rBV 1490354 1506013 33.77% 4._.967%

26 9.916 1328 1331 1334 rBV2 49556 46804 1.05% 0.154%
27 10.227 1375 1384 1387 rBV 466142 482541 10.82% 1.591%
28 10.263 1387 1390 1396 rVB3 66677 101795 2.28% 0.336%
29 10.633 1448 1453 1460 rBV 1408417 1496422 33.56% 4_.935%
30 10.692 1460 1463 1470 rVvVv 97999 179062 4.02% 0.591%

31 10.757 1470 1474 1478 rVB4 46707 74174 1.66% 0.245%
32 10.874 1491 1494 1497 rBV 62038 61254 1.37% 0.202%
33 11.210 1548 1551 1558 rVB5 49605 69806 1.57% 0.230%

34 11.333 1567 1572 1575 rBV 1722185 1519455 34.07% 5.011%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\

Data File : BF121658.D

Aca On : 23 Sep 2020 00:29 Instrument :

Operator : JU/CG E?Afs el
- _ lentosampleld :

3?22'6 : L4093-01 KTS-GW-01-30

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\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.504 1598 1601 1606 rBV2 55845 83179 1.87% 0.274%
36 11.868 1659 1663 1669 rBV 217321 226924 5.09% 0.748%
37 12.380 1747 1750 1754 rVB2 55899 50279 1.13% 0.166%
38 12.498 1767 1770 1773 rVB 66037 64972 1.46% 0.214%
39 12.598 1783 1787 1790 rVB2 71786 88111 1.98% 0.291%
40 12.739 1808 1811 1815 rBVY 100189 94432 2.12% 0.311%
41 12.815 1822 1824 1833 rVB4 31739 51247 1.15% 0.169%

42 12.921 1836 1842 1845 rBV 4302336 4459544 100.00% 14.707%
43 13.151 1878 1881 1897 rVB6 41936 105137 2.36% 0.347%
44 13.445 1928 1931 1935 rVB2 71201 60396 1.35% 0.199%
45 13.827 1992 1996 2010 rBV 573893 1031139 23.12% 3.401%

46 13.968 2016 2020 2024 rBV 1324474 1269317 28.46% 4.186%

47 14.133 2046 2048 2051 rBV 51568 45796 1.03% 0.151%
48 14.439 2097 2100 2103 rVB 65941 63587 1.43% 0.210%
49 14.480 2103 2107 2114 rVB6 36003 67647 1.52% 0.223%

50 14.745 2149 2152 2161 rVB 103427 107848 2.42% 0.356%

51 15.080 2205 2209 2215 rVB 101479 116553 2.61% 0.384%
52 15.421 2262 2267 2271 rBV 774907 969066 21.73% 3.196%
53 15.451 2271 2272 2282 rVB 100193 102906 2.31% 0.339%
54 15.880 2340 2345 2352 rVB 66771 101137 2.27% 0.334%
55 15.962 2355 2359 2363 rBV5 30223 62491 1.40% 0.206%

56 16.139 2385 2389 2396 rVB9 24040 50936 1.14% 0.168%
57 16.380 2424 2430 2447 rVB5 54290 169520 3.80% 0.559%
58 17.227 2569 2574 2589 rVB10 39206 144889 3.25% 0.478%
59 17.468 2608 2615 2625 rBv4 78184 204079 4._.58% 0.673%
60 17.574 2626 2633 2640 rBv4 35176 122000 2.74% 0.402%

Sum of corrected areas: 30322937
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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: BF121658.D

4000000

3000000

7.37
2000000

1000000 5.43

2.15 644 87
l&» 5.02 ﬁ §ﬁ4

o v 7.22]\ 7.48

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6. 50 7 7.50
Abundance TIC: BF121658.D

1292
4000000 9.17

3000000

2000000 11.33

1000000

11.2 . ( . . 13.15
ol UL 8- i} _ : ; ~ " 2 SOV oA 512
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: BF121658.D

4000000

3000000

2000000

1000000 15.42

14.13 14448 14.74 15.08 .45 1518%066.14 16.38 17.23 17117757
S e I  E EaE

Time--> 13 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17. 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1

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

2.15 19.30 ng 873245 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF121658.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
36, o5 220 2.30 2.40 2.50 2.60
Obrrrrrrrr et et oo b e e e | Mz 43.05 0 39.77%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HAA R AR AR AR R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 28.15%
29
0'”I””I”“I”Mh”“ﬂL”IJ”I””JJ”I”lI””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RN R R U UL U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.05 25.02%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- AR e A Raaas man
73 220 2.30 2.40 2.50 2.60
m/z 41.05 12.93%
5000 J\
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.02 3.94 ng 178179 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF121658.D (-495) (-) m/z 43.00 100.00%
a3
59
5000
101 NSRBI SARRERRARE SRRRE R
51 | 83 | 4.60 4.80 5.00 520 5.40
Obrrr ey e m/z 59.10 55.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 SR S UL SR
59 4.60 4.80 5.00 520 5.40
m/z 101.10 19.01%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 41 m/z 58.00 16.28%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 520 5.40
m/z 41.05 9.43%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 3 unknown6.57 Concentration Rank 10

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

6.57 3.37 ng 152680 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF121658.D (-760) (-) m/z 132.00 100.00%
132
5000 68
0 5 ‘ K % o4 ‘ 620 640 6.60 6.80 7.00
o N | O NIV P M i | S m/z 68.10  50.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er N |""|""|'A"|'
a1 97 6.20 6.40 6.60 6.80 7.00
2 17 m/z 66.00 36.97%
o...,....,....,?ﬁ‘..|‘.|...il....‘i‘-’.l.h:|,..I.I.I,n...E.‘-?..h.,.lﬁ'ﬁ,...|.n,1.?f‘. W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.00 29.32%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl- L L L e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 19.34%
5000 36 43 76
15 89
103
OIIIII\I‘III “ MM‘ HM\\”\H‘M 68||||||||||||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

6.64 6.38 ng 288538 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 72
3 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 43
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 36
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 36

Abundance Scan 774 (6.639 min): BF121658.D (-771) (-) m/z 45.05 100.00%
45
5000
59
72 UERBE RS SR LR

6.40 6.60 6.80 7.00
104
..,....,....,....,-.|!:.,....l~....,.||.'..,...??....,.-.-..,..1.1.7,....,....,....,... m/z 59.00 34.55%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 W
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 20.44%
o 2ol | so 104 16 a3
B R L e L R RS R NERRRN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.40 6.60 6.80 7.00
5000 m/z 43.00 13.86%
31 59 72 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2115: 2-Butanol, 3-methyl-
45 6.40 6.60 6.80 7.00
m/z 73.10 13.66%
5000
55 73
15 27 a7 87
OFrr e e P T T A TR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.87 15.74 ng 712041 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 50
4 Heptane. 2.3.6-trimethvl- 142 C10H22 004032-93-3 50
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 45

Abundance Scan 813 (6.869 min): BF121658.D (-810) (-) m/z 57.05 100.00%
7
5000 a1
70 83 RS R U UL A
| L% 1 6.60 6.80 7.00 7.20
(R M m/z 41.05 37.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
7
5000
29 41 6.60 6.80 7.00 7.20
70 83 m/z 43.05 33.08%
ol 1 L % e
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
42 6.60 6.80 7.00 7.20
5000 m/z 55.05 25.63%
29
71
o 8 98 112 5 143
miz--> 20 40 60 80 100 120 140 160
Abundance #36797: 1-Decene, 2,4-dimethyl-
43 57 6.60 6.80 7.00 7.20
m/z 56.10 20.74%
83
5000
29 71
112
0 H‘ Ll m‘ i 9\7 i 125 153 168
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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-Propanol, 2-(2-hydroxypro... Concentration Rank 18

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

8.32 2.24 ng 137067 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
2 2-Propanol. 1-(2-butoxv-1-methvl._.. 190 C10H2203 029911-28-2 74
3 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 74
4 Methane. diethoxv- 104 C5H1202 000462-95-3 64
5 2-Propanol, 1,1"-[(1-methyl-1,2-___. 192 C9H2004 001638-16-0 64

Abundance Scan 1060 (8.322 min): BF121658.D (-1056) (-) m/z 59.05 100.00%
59 n
5000
103
4 8.00 8.20 8.40 8.60
obr il i 69 85 | MS w6 003,10 26.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59
5000 P
31 103 : : : :
45 m/z 41.00 16.65%
] T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
800 820 840 8.60
5000 m/z 57.10 12.90%
5 103
ol 15 29 73 86 115 131 146 172
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]- R Rl R Ema e
59 8.00 8.20 8.40 8.60
m/z 45.05 12 .30%
5000 41
103
31
o 15 M\ Lol 7 ss 117 129 143 159 174
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Propanol, 2,2"-oxybis- Concentration Rank 11

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

8.34 3.17 ng 193549 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2.2"-oxvbhis- 134 C6H1403 000108-61-2 72
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
4 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 72
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 56

Abundance Scan 1063 (8.339 min): BF121658.D (-1061) (-) m/z 59.05 100.00%
59
5000
45 103
83 8.00 8.20 8.40 8.60
o..,....,....,....',!'...,....',..‘?.7,....,-.'...,.9.?.,':|...,.1.1.“?,.1%“?,..1?17,.1.‘.‘?,....,. m/z 57.05 26.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15091: 1-Propanol, 2,2'-oxybis-
50
5000 800 820 8.40 8.60
345 103 m/z 45.05  25.50%
15 ,|‘ L 75 8o
Orrrprrrrprrrr e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
8.00 8.20 8.40 8.60
5000 m/z 41.05 22 .45%
31 45 103
ol 15 75 89
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32646: 2-Butanol, 3,3'-0Xybi5- LI L L L L L L BB |
50 800 8.20 8.40 8.60
m/z 103.10 21.27%
5000 31
45 103 P«K
oL 15 | | 6775 8 o 116 134 145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 800 8.20 8.40 8.60 F

8270-BF091020-M Wed Sep 23 12:01:44 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2(3H)-Furanone, 5-butyldihy... Concentration Rank 14

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

8.87 2.68 ng 163951 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 055013-32-6 90
2 trans-3-Methvl-4-octanolide 156 C9H1602 039638-67-0 72
3 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 039212-23-2 56
4 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 50
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 49

Abundance Scan 1153 (8.869 min): BF121658.D (-1148) (-) m/z 99.00 100.00%
do
5000 42
71
56 o 8.60 8.80 9.00 9.20
114 : : : :
o 72 bttt e || M7z 42.05  43.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29113: 2(3H)-Furanone, 5-butyldihydro-4-methyl-, cis-
99
5000 43 AR AN RSN AR
27 - 8.60 8.80 9.00 9.20
55 87 m/z 41.10 37.60%
o 63 || 79 114 128133 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 99
" 860 880 9.00 9.20
5000 27 71 m/z 43.05 34.62%
56 87
o 79 114 128138 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29089: 2(3H)-Furanone, 5-butyldihydro-4-methyl- R R ma
99 8.60 8.80 9.00 9.20
m/z 71.05 31.38%
5000 42 71
56 87
0 ud Ll 79 ‘ 114 128 138 156
m/z--> 10 20 30 4'0 50 60 7'0 8IO 90 1(')0 ﬁo 120 130 140 150 160 8.60 8.80 9.00 9.20

8270-BF091020-M Wed Sep 23 12:01:45 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Cyclododecane Concentration Rank 4

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

9.67 6.54 ng 492812 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 91
2 2-Butenedioic acid (2)-. monodod... 284 C16H2804 002424-61-5 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 1-Undecanol 172 C11H240 000112-42-5 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91

Abundance Scan 1289 (9.669 min): BF121658.D (-1286) (-) m/z 55.05 100.00%

5000

9.40 9.60 9.80 10.00
m/z 43.10 87 .14%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36738: Cyclododecane
56

69

83

5000 LA L L L L L LB
9.40 9.60 9.80 10.00
m/z 41.10 77.53%
125140
o 15 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
AL B
9.40 9.60 9.80 10.00
5000 98 m/z 69.05 69.77%
29 112 140
168
0 13 154 185 223237 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50304: 1-Dodecanol N S L
55 69 9.40 9.60 9.80 10.00
83 m/z 56.10 68.80%
5000
29 3
112 140
AN 168
”.q”.q”. R AR E s S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00

8270-BF091020-M Wed Sep 23 12:01:46 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Diethyltoluamide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.23 6.41 ng 482541 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 87
2 Benzonitrile. 4-ethoxv- 147 C9HONO 025117-74-2 58
3 m-Toluic acid. 2-butvl ester 192 C12H1602 005448-57-7 58
4 N-Methvl-o-toluamide 149 C9H11NO 002170-09-4 53
5 Benzonitrile, 2-ethoxy- 147 C9HONO 006609-57-0 53

Abundance Scan 1384 (10.227 min): BF121658.D (-1375) (-) m/z 119.05 100.00%
119
5000 91 190
S T " 1000 1020 10140 1060
0 e m/z 91.00 38.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53783: Diethyltoluamide
119
2000 a 190 10.00 10.20 10.40 10.60
65 m/z 190.10 37.01%
oL 156 2% 51 | 77 | 105 | 133 148 162 176
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119 L
10,00 10.20 10.40 10.60
5000 m/z 65.00 13.97%
147
o 39 51 64 75 o1 102 132
mz-> 20 40 60 80 100 120 140 160 180
Abundance #54408: m-Toluic acid, 2-butyl ester
119 10.00 10.20 10.40 10.60
m/z 191.10 12 .45%
5000 o1
137
0 \‘ m ?-TL\H \‘ \\7\9\ ully 105 L L 163 177 192
m/z--> 20 40 i 80 100 120 140 160 180 ' 10.00 10.20 10.40 10.60

8270-BF091020-M Wed Sep 23 12:01:47 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Benzenesulfonamide, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.36 ng 179062 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 96
2 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 87
3 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 86
4 Tolbutamide 270 C12H18N203S 000064-77-7 53
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 43
Abundance Scan 1463 (10.692 min): BF121658.D (-1460) (-) m/z 91.00 100.00%
q1
5000
65 155171
39 ‘ ot 0.40 10.60 10.80 11.00
10.40 10.60 10.80 11.
B T .,.'l..i..l?’.‘}...r,...-. e e | M7z 171.10 34 46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
91
A n "
5000 SRR SR SN B
o 155171 10.40 10.60 10.80 11.00
107 m/z 65.00 29 .56%
0 N i122139.
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91
171 10.40 10.60 10.80 11.00
5000 65 155 m/z 155.00 29 .35%
107
50
ol 122139 187 211228245 274 296 319
mmwwmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156887: O-p-toluenesulfonyll-N-acetylserine, methy! ester
91 10.40 10.60 10.80 11.00
m/z 107.10 21.28%
5000 155171
65 107
0 ‘ m ﬂ ! I ‘ 122139 | 196 226243258 316
[TTTTrTrr T IIIII""IIIII A SR SR SR S B B B B rrryrTTTTTTTT T T T T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10.60 10.80 11.00

8270-BF091020-M Wed Sep 23 12:01:49 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.99 ng 226924 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1663 (11.868 min): BF121658.D (-1659) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 213
15 | 157170185 00 1 07 256 11.60 11.80 12.00 12.20
0 m/z 43.10 90.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
T T WL&M\‘W\J
5000 129 LRI DU BUILN BRI B

11. 60 11. 80 12. OO 12 20

m/z 60.00 90.86%
213
‘J‘“ 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 TR T T
11.60 11.80 12.00 12.20
5000 129 m/z 41.05 76.34%
29 87 185
115 143 __171 228
oL1s 101 157 199515
R R B o e e R RARAERRmms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR EEEEEEEEE
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 75.45%
5000 129
29
199
143 157171185 242
ol15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF091020-M Wed Sep 23 12:01:50 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecyl trifluoroacetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.83 16.25 ng 1031140 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 1-Docosene 308 C22H44 001599-67-3 94

Abundance Scan 1996 (13.827 min): BF121658.D (-1992) (-) m/z 57.10 100.00%
o ‘ | JW,L*
111
RN BRI SO B B
139 13.60 13.80 14.00 14.20
- . 1.1..,.16.8.1.9?2.1.6.?4,8. ® " | m/zZ 55.05 92.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 RN BRI SUBLLS IS B
anmmmmm
29 125 m/z 43.10 91.35%
ol L 154 182 224 252 297 328348
m/z--> 50 100 1éo 200 250 360 3%0 460
Abundance
57
o1 R BRI SO SN B
13.60 13.80 14.00 14.20
5000 m/z 83.10 80.44%
125
29
o 77 153 182902224 252 297 398
m/z--> §0 160 1éo 260 250 360 3%0 460
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R R EEEEE RS
57 13.60 13.80 14.00 14.20
97 m/z 97.05 73.14%
5000
125
29
m/z--> §0 160 1éo 260 250 360 3%0 460 1360 1380 1400 1420

8270-BF091020-M Wed Sep 23 12:01:51 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hexacosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.74 2.23 ng 107848 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2151 (14.739 min): BF121658.D (-2149) (-) m/z 57.10 100.00%
57
85
5000
167 195 239 283 14.40 14.60 14.80 15.00
ol | ,I:J | *"07 1 147~. M e m/z 71.10 71.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L UL L B UL
14.40 14.60 14.80 15.00
m/z 43.05 70.76%
29 113 141
oL I b A iy M 100 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 m/z 85.10 54 .04%
85
0 29 113 141 169 197 225 253 281 323 351 380
NI N UL SRR LY UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R o R EE
57 14.40 14.60 14.80 15.00
m/z 41.05 22 .44%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF091020-M Wed Sep 23 12:01:52 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 15 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.41 ng 116553 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2209 (15.080 min): BF121658.D (-2205) (-) m/z 57.10 100.00%
57
5000 85
UL s s o 1480 15,00 15,20 1540
bbb A e | m/z 71.05  66.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 LR BB B BRI B
85 mmmmﬁmmm
J s m/z 43.10 65.09%
0 201411y 11$1‘169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1éo 260 250 360 350 460 '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.10 51.01%
29
o 13 141 169 197 225 253 296
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance #153222: Docosane AN manE s SR
57 14.80 15.00 15.20 15.40
m/z 41.05 23.31%
5000 85
. 2 1113 141 169 197 225 253 281 310
m/z--> 55 160 1éo 260 250 360 3%0 460 ! 14%0 1500 1520 1540

8270-BF091020-M Wed Sep 23 12:01:54 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2-methyloctacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.09 ng 101137 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2345 (15.880 min): BF121658.D (-2340) (-) m/z 57.10 100.00%
g7
5000 85
1 183 15.60 15.80 16.00 16.20
Y ‘|"'--".-..%0.7...,?‘?.7..,....,...., m/z 43.05 59.48%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LI BN UL BN B
15,60 15.80 16.00 16.20
113 m/z 71.05 58.99%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance
57
15,60 15.80 16.00 16.20
5000 g5 m/z 85.10 46.00%
29
O . 141 160 197 225 253 261 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B
57 15.60 15.80 16.00 16.20
m/z 55.05 20.26%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF091020-M Wed Sep 23 12:01:55 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.38 3.50 ng 169520 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 76
2 Octacosane 394 C28H58 000630-02-4 74
3 Triacontane 422 C30H62 000638-68-6 64
4 Octadecane 254 C18H38 000593-45-3 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 2430 (16.380 min): BF121658.D (-2424) (-) m/z 57.05 100.00%
57
e g . 1600 1620 1640 1660
0! m/z 71.05 60.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 NN BN SUNRE I
16.00 16.20 16.40 16.60
13 m/z 43.10 60.17%
o Il | 777,142 169 197 225 253 281 309 337 365 437
m/z--> éo 160 150 260 250 360 3%0 460 !
Abundance
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.05 39.99%
29 113 14
0 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #219831: Triacontane R S ST
57 16.00 16.20 16.40 16.60
m/z 55.05 32.89Y%
= T \V/\MW/MNMN/Mf\MMUHuhw*MW%”
113 141
NIRRT || 141 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 ! 16.IOO 16.|20 16.|40 16.I60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.23 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.23  2.99ng 144889  perylene-di2 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 5-(2-Methvloctan-2-vI)-3-(1R.3R-... 332 C22H3602 070434-92-3 38

2 Cyclopentlel-1.3-oxazine. octahy... 216 C13H16N20 1000138-92-2 30
3 N-I5-(2-MethviphenvD)-1.3.4-thia... 233 C11H11N30S 1000260-89-8 11
4 Pvrazole-3-carboxamide. N-phenvl... 216 C11H12N40 1000260-82-3 10
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 10
Abundance Scan 2575 (17.233 min): BF121658.D (-2569) (-) m/z 215.15 100.00%
43 215
5000
401
283
17.00 17.20 17.40 17.60
0 m/z 43.05 88.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171130: 5-(2-Methyloctan-2-yl)-3-(1R,3R-3-hydroxycyclohex...
215
5000 R SO BN B B
3 g 17.00 17.20 17.40 17.60
107 133 161 m/z 57.05 67.58%
“ ‘ J I l 187 260 332
oL——4 Inl..lllnlllll.l.lhll '.ll.‘“| 4 .‘l.l. il |5| —— .299.1. .l. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
215
"' 17.00 17.20 17.40 17.60
m/z 95.10 66 .85%
5000 135 0
41 93
65
G L L L L WL L UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #88057: N-[5-(2-Methylphenyl)-1,3,4-thiadiazol-2-yllacetamide B REEREESEET
43 17.00 17.20 17.40 17.60
149 m/z 108.00 66.18%
116
5000
6a 91 233
OII‘JH\#J'MIHI‘IIHLJ\I ...1?]-'.... —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 _.beta.-Sitosterol Concentration Rank 7

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

17 .47 4.21 ng 204079 Perylene-di12 15.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 62

2 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 60

3 17-(1.5-Dimethvlhexv)-10.13-dim... 414 C29H500 1000210-86-9 40
4 5_.beta.-Cholan-24-oic acid. 3-oxo- 374 C24H3803 001553-56-6 27

5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 25

Abundance Scan 2615 (17.468 min): BF121658.D (-2608) (-) m/z 43.10 100.00%

81 231

5000

17.20 17.40 17.60 17.80
m/z 55.05 76.40%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43

5000

17.20 17.40 17.60 17.80
m/z 231.20 65.62%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
414
6o 95 17.20 17.40 17.60 17.80
5000 m/z 81.10 61.54%
123
147
191 259 557
217 328 389
Ol R Yl o L L e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . AR EEEEE RS
43 17.20 17.40 17.60 17.80

m/z 57.05 61.31%

5000

T T T
17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121658.D

Aca On : 23 Sep 2020 00:29

Operator : JU/CG

Sample : L4093-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.57 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.57 2.52 ng 122000 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-5.6-dichloro-1-methvlben... 215 C8H7CI2N3 030486-79-4 22
2 2-Chloro-7-phenvltropone 216 C13H9OCIO 090128-01-1 16
3 Hex-1-en-3-ol. 1.2-dibromo- 256 C6H10Br20 1000268-15-3 12
4 N-cvclopropvl-9-phenanthrenamine 233 C17H15N 348579-19-1 12
5 Carbanilic acid, p-chloro-, 2-ch... 233 C9H9CI2NO2 025217-18-9 11

Abundance Scan 2632 (17.568 min): BF121658.D (-2626) (-) m/z 215.15 100.00%

55 2

5000
282 401

| 17.20 17.40 17.60 17.80
e s E e o m/z 233.20 91.14%

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #73661: 2-Amino-5,6-dichloro-1-methylbenzimidazole m

5000 ik ... A REamE T
17.20 17.40 17.60 17.80

m/z 55.05 89.47%

o .
m/z--> 50 100 150 200 250 300 350 400
Abundance
215
B e R
17.20 17.40 17.60 17.80
5000 m/z 43.10 88.05%
152
76 188
og 51 108127
m/z--> 50 100 150 200 250 300 350 400
Abundance #107762: Hex-1-en-3-ol, 1,2-dibromo- L B o e
43 215 17.20 17.40 17.60 17.80
m/z 81.05 69.30%
5000
105 135 179
H | i
ol JHM, = P S S R —
m/z--> 0 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092220\

Data File : BF121658.D

Acqg On : 23 Sep 2020 00:29 Instrument :

Operator : JU/CG gﬁA{s el
- _ lentosampleld :

3?22'6 : L4093-01 KTS-GW-01-30

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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... 2.15 19.3 ng 873245 1 6.81 904958 20.0
2-Pentanone, 4-hy... 5.02 3.9 ng 178179 1 6.81 904958 20.0
unknown6 .57 6.57 3.4 ng 152680 1 6.81 904958 20.0
Ethanol, 2-(2-eth... 6.64 6.4 ng 288538 1 6.81 904958 20.0
1-Hexanol, 2-ethyl- 6.87 15.7 ng 712041 1 6.81 904958 20.0
1-Propanol, 2-(2-... 8.32 2.2 ng 137067 2 8.09 1222690 20.0
1-Propanol, 2,2"-__. 8.34 3.2 ng 193549 2 8.09 1222690 20.0
2(3H)-Furanone, 5... 8.87 2.7 ng 163951 2 8.09 1222690 20.0
Cyclododecane 9.67 6.5 ng 492812 3 9.85 1506010 20.0
Diethyltoluamide 10.23 6.4 ng 482541 3 9.85 1506010 20.0
Benzenesulfonamid... 10.69 2.4 ng 179062 4 11.33 1519460 20.0
n-Hexadecanoic acid 11.87 3.0 ng 226924 4 11.33 1519460 20.0
Octadecyl trifluo... 13.83 16.3 ng 1031140 5 13.97 1269320 20.0
Hexacosane 14.74 2.2 ng 107848 6 15.42 969066 20.0
Hentriacontane 15.08 2.4 ng 116553 6 15.42 969066 20.0
2-methyloctacosane 15.88 2.1 ng 101137 6 15.42 969066 20.0
Octacosane 16.38 3.5 ng 169520 6 15.42 969066 20.0
unknownl17.23 17.23 3.0 ng 144889 6 15.42 969066 20.0
-beta.-Sitosterol 17 .47 4.2 ng 204079 6 15.42 969066 20.0
unknownl17 .57 17 .57 2.5 ng 122000 6 15.42 969066 20.0

8270-BF091020.M Wed Sep 23 12:02:03 2020 Page: 24



