LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\

Data File : BF121063.D

Aca On - 28 Jul 2020 11:48 Instrument :
Operator : JU/CG BNA_F

Sample  : L3378-16 St
Misc i DRUM-WATER
ALS Vial : 6 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-BF071620.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 5.010 493 497 507 rvVvB 391502 382257 6.78% 1.230%
2 5.422 563 567 585 rBV 864666 986970 17.51% 3.175%
3 5.757 620 624 633 rBV 149405 139980 2.48% 0.450%
4 6.304 713 717 725 rBV 996347 1094026 19.41% 3.520%
5 6.439 736 740 743 rBVY 1079740 942663 16.73% 3.033%
6 6.469 743 745 752 rVB 93033 86265 1.53% 0.278%
7 6.810 799 803 806 rBVY 1092757 871920 15.47% 2.805%
8 6.875 811 814 819 rBV 823436 655371 11.63% 2.108%
9 7.375 894 899 902 rBVY 2552592 2660142 47 .20% 8.558%
10 7.998 1001 1005 1008 rBV 1091662 920257 16.33% 2.961%

11 8.092 1017 1021 1025 rBV 1364623 1118704 19.85% 3.599%
12 8.722 1124 1128 1131 rBV 668045 551752 9.79% 1.775%
13 9.169 1199 1204 1208 rBV 3810589 4238542 75.21% 13.636%
14 9.286 1219 1224 1242 rVB2 172340 271081 4.81% 0.872%
15 9.563 1267 1271 1276 rBV 387338 357770 6.35% 1.151%

16 9.845 1315 1319 1328 rBV 1384719 1325344 23.52% 4.264%
17 10.633 1449 1453 1462 rBV 770992 853479 15.14% 2.746%

18 10.904 1493 1499 1502 rVB2 64142 61592 1.09% 0.198%
19 10.939 1502 1505 1510 rBV 112682 109461 1.94% 0.352%
20 11.198 1542 1549 1552 rBV6 39429 69396 1.23% 0.223%

21 11.333 1561 1572 1577 rBV 1431794 1485441 26.36% 4._.779%
22 12.310 1734 1738 1741 rBV 351803 339996 6.03% 1.094%
23 12.563 1775 1781 1783 rBV3 91166 152614 2.71% 0.491%
24 12.592 1783 1786 1790 rVB3 62737 77104 1.37% 0.248%
25 12.668 1795 1799 1802 rBV2 155071 195809 3.47% 0.630%

26 12.715 1805 1807 1811 rVB2 57322 58213 1.03% 0.187%
27 12.927 1837 1843 1846 rBV 4307738 5635571 100.00% 18.130%
28 13.386 1918 1921 1926 rVB 63591 66613 1.18% 0.214%
29 13.439 1926 1930 1933 rBV 62110 62019 1.10% 0.200%

30 13.527 1942 1945 1949 rBV 407825 416280 7.39% 1.339%

31 13.562 1949 1951 1954 rVB 68822 57032 1.01% 0.183%
32 13.809 1990 1993 2000 rBV 772891 1028564 18.25% 3.309%
33 13.968 2014 2020 2026 rBV 1612043 1600761 28.40% 5.150%
34 14.145 2045 2050 2055 rBv4 37318 78414 1.39% 0.252%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.451 2095 2102 2105 rBV5 50495 112753 2.00% 0.363%

36 14.609 2126 2129 2134 rVB 57728 65022 1.15% 0.209%
37 15.415 2260 2266 2281 rBV 1159226 1689629 29.98% 5.436%
38 15.868 2338 2343 2348 rBV 40357 60129 1.07% 0.193%

39 15.927 2348 2353 2361 rBV2 76897 205358 3.64% 0.661%

Sum of corrected areas: 31084294
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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: BF121063.D

4000000

3000000
7.37

2000000

63644 681

1000000 5.42 6.87
5.01 Ag J
5.76
A, A '41A, L
, : e
.00

e I T e O s

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7
Abundance TIC: BF121063.D

1493
4000000 917

3000000

2000000
8.09 9.85 11.33

1000000 10.63

9.56 12.31
52 | R 112 | 1embro

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: BF121063.D

4000000

3000000

2000000
13.97

15.42
1000000

14.14 14.4%4.61 14393

O e e e oy ,
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\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 6

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

5.01 8.77 ng 382257 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 64
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 497 (5.010 min): BF121063.D (-493) (-) m/z 43.00 100.00%
48
59
5000
101 SRR RS AR
50 | 83 o1 | 460 4.80 5.00 5.20 5.40
O e e e e m/z 59.00 56.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 SR UL SRR
460 4.80 5.00 5.20 5.40
59 101 m/z 101.00 19.80%
0 o ) | o @y
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.20%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20 5.40
m/z 41.00 8.11%
5000
101
oL 15 3 ] 50 6o g6
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 150 13'0 14'10 ' 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Ethanol, 2-butoxy- Concentration Rank 10

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

5.76 3.21 ng 139980 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 3.3-Dimethvilbutane-2-ol 102 C6H140 000464-07-3 42
4 n-Butvl ether 130 C8H180 000142-96-1 25
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 23

Abundance Scan 624 (5.757 min): BF121063.D (-620) (-) m/z 57.10 100.00%
57
5000 45
87
3 75 | 100 5.40 5.60 5.80 6.00
o) OIS SRSMEY 0 RSN S ME HMIM m/z 45.00 40.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 '|A RN S IR R
45 540 5.60 5.80 6.00
29 87 m/z 41.00 33.24%
0 18 |J| 34.. 63 1 | 100 118
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
57
45
5.40 5.60 5.80 6.00
5000 m/z 87.10 20.61%
29 75
87
o 18 39 63 100
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance HAA6T: 3,3—Dimethy|butane—2—0| LI L L L LB B L B
a5 57 5.40 5.60 5.80 6.00
m/z 56.00 9.45Y%
5000
29 69 87
3
15 ‘ LLL it 102 N
G R R RS S AR RS AR RN SRR BERRN SRR SRS SR U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Butanamine, N-butyl- Concentration Rank 1

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

6.30 25.09 ng 1094030 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine. N-butvl- 129 C8HI19N 000111-92-2 91
2 4-Ethvlamino-n-butvlamine 116 C6H16N2 064429-16-9 86
3 n-Butvlethvlenediamine 116 C6H16N2 019522-69-1 64
4 1-Propanamine. 2-methvl-N-(2-met... 129 C8H19N 000110-96-3 49
5 1-Butanamine, N,N-diethyl- 129 C8HI19N 004444-68-2 43

Abundance Scan 716 (6.298 min): BF121063.D (-713) (-) m/z 86.05 100.00%
4, 86
5000
i 120 500 620 640 680
0....,....,....,..??‘,!'.'..,..-!|.,....,7:2...,.. i A2 L Tm/z 44.10 92.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13042: 1-Butanamine, N-butyl-
36
44
30
5000
6.00 6.20 6.40 6.60
57 m/z 41.05 25.07%
o 15 | 72 100 112 129
m/z--> 10 20 30 45 50 60 75 80 90 100 110 120 130
Abundance
44
3 8 6.00 6.20 6.40 6.60
5000 m/z 57.10 20.96%
57
o 18 37 73 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8255: n-Butylethylenediamine I AREERES S L e
44 6.00 6.20 6.40 6.60
m/z 129.10 8.38%
30
5000 86
57
o 1118 | | ‘H N 3 99 116
m/z--> 0 20 30 40 50 60 75 80 50 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.87 15.03 ng 655371 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 2-Propvl-1-pentanol 130 C8H180 058175-57-8 53
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47

Abundance Scan 813 (6.869 min): BF121063.D (-811) (-) m/z 57.05 100.00%
57
5000 a1 l
70 83
9B 110 6.60 6.80 7.00 7.20
o} m/z 41.05 36.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
o 6.60 6.80 7.00 7.20
70 83 m/z 43.05 32.13%
o 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
6.60 6.80 7.00 7.20
5000 a1 m/z 55.05 25.36%
- 70
83
o 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether R N LR
P 6.60 6.80 7.00 7.20
m/z 56.05 20.82%
70
5000
83 112
I L3
0"'P%?W"JJP'?ﬂJ'“'Pw'“"“Ht'”Il'”I'”“I'”'I“”'I”"I”'}ﬂ%"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

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

8.00 16.45 ng 920257 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 52
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50

Abundance Scan 1005 (7.998 min): BF121063.D (-1001) (-) m/z 57.05 100.00%
45 97
5000
[ R e REREE L
101 7.60 7.80 8.00 8.20 8.40
o 110119 132 m/z 45.00 95.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 N LS AR R I
29 7.60 7.80 8.00 8.20 8.40
75 m/z 41.10 34 .82%
o 65 8r 100 132 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45 57
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 19.65%
29
® e 100
132
ol 119 144 163
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8872: Ethylene glycol monoisobutyl ether
57 7.60 7.80 8.00 8.20 8.40
45 m/z 56.05 16.05%
5000
29 75
87
0 18 ‘\ \‘\ \‘\ 100
m/z--> 10 % ﬁ 40 50 60 % 80 90 100 110 120 130 140 150 160 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Formamide, N,N-dibutyl- Concentration Rank 5

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

8.72 9.86 ng 551752 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dibutvl- 157 C9H19NO 000761-65-9 90
2 Diisopropvlethvlamine 129 C8HI1OSN 007087-68-5 59
3 1.2-Ethanediamine. N.N-bis(l-met... 144 C8H20N2 000121-05-1 50
4 l1sobutvl-propvl-amine 115 C7H17N 039190-66-4 38
5 Dimethyl(2-octyl)amine 157 C10H23N 007378-97-4 38

Abundance Scan 1128 (8.722 min): BF121063.D (-1124) (-) m/z 72.00 100.00%
Y
114
5000
44

86 100 128 142 157 8.40 8.60 8.80 9.00
..,....,....,....',|!-...,..':|!',....,|...,....,....,....,..'..,...:,....,....,....,.... m/z 114.10 58.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29486: Formamide, N,N-dibutyl-

o

72
114
5000 LA L L L L L L L LB L |
8.40 8.60 8.80 9.00
Mg m/z 44.05 21.73%
L .II L, | 88 100 | 128 145 157
s R T R Eaat AR e SCE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
72
e S e ey
114 8.40 8.60 8.80 9.00
5000 m/z 41.05 17.85%

44
30 129
oh. 15 56 86 og
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21079: 1,2-Ethanediamine, N,N-bis(1-methylethyl)-

30 840 8.60 8.80 9.00
72 114
m/z 73.10 14 .47%
5000
43
56
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9

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

9.29 4.09 ng 271081 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 p-I1sopropoxvaniline 151 C9H13NO 007664-66-6 59
4 1-(1.2.3-Trimethvl-cvclopent-2-e... 152 C10H160 070987-81-4 46
5 Acetaminophen 151 C8H9NO2 000103-90-2 45

Abundance Scan 1225 (9.292 min): BF121063.D (-1219) (-) m/z 43.00 100.00%
43 109
151
5000
69 NN SR
57 85 9.00 9.20 9.40 9.60
7 123 137 169
0 ...,....'i|:-..H.',.'|:|~..~','.|.-.'~?.-,.~'=dl|-.,'....-,..:.,..'..,....,...., m/z 109.00  85.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.05 56.99%
SR O Y =0 W i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
9.00 9.20 9.40 9.60
5000 151 m/z 41.00 17.95%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p—IsopropoxyaniIine LA L L L L N B
109 9.00 9.20 9.40 9.60
m/z 69.00 17.56%
5000
80 151
ol 15 27 39 53 65 | 92 |, 122 136
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF071620.-M Wed Jul 29 12:20:34 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.31 4_.58 ng 339996 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 64
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 38
3 Hexanal. 3.5.5-trimethvl- 142 C9H180 005435-64-3 22
4 Vardenafil 488 C23H32N604S 224785-90-4 22
5 3-Methylpentyl ethylphosphonoflu... 196 C8H18F02P 1000298-39-1 16

Abundance Scan 1738 (12.310 min): BF121063.D (-1734) (-) m/z 57.10 100.00%

g7

97 113

5000

:

12.00 12.20 12.40 12.60

0 m/z 113.10 51.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene

57
5000
12.00 12.20 12.40 12.60
97 113 m/z 97.05 46.72%
69 83

o 126137 153 168

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

Abundance
5 n LJ\»/\_/\’\,J‘\/\
43 A.__A_.\J ULJ
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

12.00 12.20 12.40 12.60

5000 7 113 m/z 55.05 24 _26%
83
oL 15 101 | 129 143
R B B L B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 w
Abundance #20002: Hexanal, 3,5,5-trimethyl- A N R ma
57 12. 00 12.20 12.40 12.60

m/z 83.05 20.37%

5000 83

98 109
‘\ L7 | 127 142

o.”.,”..“..w..”,.”.,”..“..w..” SRR stk A

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl2.56 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.56 2.05 ng 152614 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvl oxide semicarbazone 155 C7H13N30 003780-62-9 18
2 3-Cvclohexen-1-ol. 3-methvl- 112 C7H120 053783-91-8 14
3 Thiophene. 2.3-dimethvl- 112 C6H8S 000632-16-6 14
4 3-Pentenoic acid. 4-methvl- 114 C6H1002 000504-85-8 11
5 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 11

Abundance Scan 1781 (12.563 min): BF121063.D (-1775) (-) m/z 57.10 100.00%
7
97
137
5000 43
69
O AR
0 12 207 m/z 97.05 66.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27948: Mesityl oxide semicarbazone
7
5000
a1 155 12.20 12.40 12.60 12.80
53 67 140 m/z 137.05 52.87%
82 1115,
0 L B WL B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
97
12.20 12.40 12.60 12.80
5000 m/z 43.00 50.20%
41 55 gg 84
27 112
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6440: Thiophene, 2,3—dimethy|— LI L L L B L B
7 112 12.20 12.40 12.60 12.80
m/z 99.00 42 .21%
5000
77
0...1.5“...“. H‘..“lu‘...“l...“.luuuuluuuul....|....|.... R R e E
m/z--> 20 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80

8270-BF071620.-M Wed Jul 29 12:20:36 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl2.67 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.45 ng 195809 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecanol. 3.9-diethvl- 256 C17H360 000123-24-0 35
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 27
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 27
4 Tridecane. l1l-bromo- 262 C13H27Br 000765-09-3 27
5 3-Ethyl-2-hexene 112 C8H16 000620-00-8 25
Abundance Scan 1799 (12.668 min): BF121063.D (-1795) (-) m/z 55.05 100.00%
55
5000 83 137
M il 12.40 12.60 12.80 13.00
o N L m/z 57.10 76.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107669: 6-Tridecanol, 3,9-diethyl-
69
5000 LB BB BUILN AN B
A 111 12140 1260 12.80 13.00
157 m/z 69.05 58.61%
o 209238
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
57
12.40 12.60 12.80 13.00
5000 85 m/z 43.05 49 .00%
29
o 112141 193
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #241176: Tetracontane, 3,5,24-trimethyl- R EEEEE RS
57 12.40 12.60 12.80 13.00
m/z 41.00 46 .39%
5000
85
0 | | 3141169 206238 505 547
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 unknownl3.53 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.53 5.20 ng 416280 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 50
2 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 38
3 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 38
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 35
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 35
Abundance Scan 1945 (13.527 min): BF121063.D (-1942) (-) m/z 57.10 100.00%
57

113
97

5000

g

169 13.20 13.40 13.60 13.80
153
ol 125 139 207 225 m/z 113.05  64.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000

13.20 13.40 13.60 13.80

97 113 m/z 97.10 57.23%
69 83
o Lol | ) 126137 153 168
1 IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
113
_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r
13.20 13.40 13.60 13.80
5000 m/z 55.05 25.81%
40 83
52 66 97
o} SRR R PR S S A LM M.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #124142: Sulfurous acid, cyclohexylmethy! heptyl ester R e e RN
97 13.20 13.40 13.60 13.80
m/z 83.05 23.63%
55
5000
41 83
29
0 I 1 ‘IM Al I ?\? I“ ) Y 111 |127 I I I I
Trrrprrrrprrrrprrrrprrrrrrrr[rrrr[rrrrrrrr[rrrrrrr _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.81 12.85 ng 1028560 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 1993 (13.809 min): BF121063.D (-1990) (-) m/z 57.10 100.00%

5000

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
13.40 13.60 13.80 14.00 14.20

o m/z 83.05 99.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
13.40 13.60 13.80 14.00 14.20
m/z 43.05 95.06%
oL 2 196 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
T T T T T
41 13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.05 94 _.57%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1 R e e AR EERas e
55 13.40 13.60 13.80 14.00 14.20
m/z 97.10 86.29%
4
5000
0 |2¢ \IL \‘ ‘l
TTT T IirTr[rTT T _rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20

8270-BF071620.-M Wed Jul 29 12:20:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121063.D

Aca On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octacosanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.93 2.43 ng 205358 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Heptadecvl trifluoroacetate 352 C19H35F302
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

000400-57-7 94
006385-15-5 94

1000351-87-0 94

Abundance Scan 2354 (15.933 min): BF121063.D (-2348) (-) m/z 57.10 100.00%
57 97
5000
125
e B REmaE T
153 15.60 15.80 16.00 16.20
o aln 7 209 282 m/z 97.05 84.32%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 LA L L L L B LB LB |
15.60 15.80 16.00 16.20
125 m/z 43.05 80.05%
29
0 fl ,l ,|, l3‘ 181 209 236 264 292 322 364 392
- T T T T T T T T T T T T T T T T T I
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
e EREmEmEE T
15.60 15.80 16.00 16.20
5000 m/z 83.05 79.12%
125
o 29 77 193 181 209 236 264 292 320 350 378
—— T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate R AR EE
57 15.60 15.80 16.00 16.20
97 m/z 55.00 72.62%
5000
29 125
0 \l | J J\ l \ A 154 182 210 238 283 334
— A7 e EREmEmEE T
m/z--> 50 100 150 200 250 300 350 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\BF072820\
Data File : BF121063.D

Acq On 28 Jul 2020 11:48

Operator : JU/CG

Sample : L3378-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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... 5.01 8.8 ng 382257 1 6.81 871920 20.0
Ethanol, 2-butoxy- 5.76 3.2 ng 139980 1 6.81 871920 20.0
1-Butanamine, N-b... 6.30 25.1 ng 1094030 1 6.81 871920 20.0
1-Hexanol, 2-ethyl- 6.87 15.0 ng 655371 1 6.81 871920 20.0
Ethanol, 2-(2-but... 8.00 16.4 ng 920257 2 8.09 1118700 20.0
Formamide, N,N-di... 8.72 9.9 ng 551752 2 8.09 1118700 20.0
2,4,7,9-Tetrameth. .. 9.29 4.1 ng 271081 3 9.85 1325340 20.0
2,4,4,6,6,8,8-Hep... 12.31 4.6 ng 339996 4 11.33 1485440 20.0
unknownl12 .56 12.56 2.0 ng 152614 4 11.33 1485440 20.0
unknownl12 .67 12.67 2.5 ng 195809 5 13.97 1600760 20.0
unknown13.53 13.53 5.2 ng 416280 5 13.97 1600760 20.0
5-Eicosene, (E)- 13.81 12.9 ng 1028560 5 13.97 1600760 20.0
Octacosanol 15.93 2.4 ng 205358 6 15.42 1689630 20.0
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