LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 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-BF040820 .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 5.263 536 540 552 rBVY 2502740 2323849 39.10% 4 .853%
2 6.304 714 717 727 rBV 1554899 1497446 25.19% 3.127%
3 6.498 747 750 755 rBV 196233 158390 2.66% 0.331%
4 6.663 774 778 781 rBVY 1017914 888644 14.95% 1.856%
5 6.822 800 805 808 rBVY 3799416 3572294 60.10% 7.460%
6 7.234 868 875 878 rBY 3119639 3495761 58.81% 7 .300%
7 7.381 891 900 905 rBV 68940 167924 2.83% 0.351%
8 7.504 912 921 922 rBV 269007 557255 9.37% 1.164%
9 7.575 923 933 939 rVB 854197 2090377 35.17% 4 .365%
10 7.945 992 996 1000 rBY 1434019 1195254 20.11% 2.496%

11 8.063 1008 1016 1024 rBV 2009280 2374817 39.95% 4_.959%
12 8.269 1046 1051 1057 rBv2 153762 209564 3.53% 0.438%
13 8.328 1057 1061 1065 rVvVv 63429 75850 1.28% 0.158%
14 8.463 1080 1084 1087 rBV 218493 179613 3.02% 0.375%
15 9.033 1175 1181 1183 rBV 5804907 5944069 100.00% 12.412%

16 9.122 1191 1196 1199 rBV3 89243 104906 1.76% 0.219%
17 9.375 1236 1239 1245 rBV 4152543 4424130 74.43% 9.238%
18 9.422 1245 1247 1252 rVV 430407 434214 7.30% 0.907%
19 9.463 1252 1254 1267 rVB 345915 501884 8.44% 1.048%

20 9.669 1287 1289 1291 rBV 78567 67432 1.13% 0.141%
21 9.698 1291 1294 1298 rVB 1437442 1337523 22.50% 2.793%
22 9.810 1310 1313 1317 rVB 96107 82457 1.39% 0.172%
23 10.139 1365 1369 1374 rVB2 87530 96742 1.63% 0.202%

24 10.492 1423 1429 1432 rBV 3829108 3928104 66.08% 8.203%
25 10.610 1446 1449 1456 rVB2 88683 103214 1.74% 0.216%

26 11.180 1542 1546 1550 rBV 1555476 1324161 22.28% 2.765%
27 11.727 1635 1639 1647 rBV 894680 904956 15.22% 1.890%
28 12.280 1730 1733 1737 rVB 103699 99359 1.67% 0.207%
29 12.510 1768 1772 1784 rBV 664735 688560 11.58% 1.438%
30 12.774 1812 1817 1820 rBV 5182083 5802889 97.62% 12.118%

31 13.251 1896 1898 1903 rVB 80283 74744 1.26% 0.156%
32 13.680 1968 1971 1979 rBV2 94809 135235 2.28% 0.282%
33 13.816 1990 1994 1999 rVB 1040600 893261 15.03% 1.865%
34 13.992 2021 2024 2027 rVB 95580 85654 1.44% 0.179%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.298 2073 2076 2080 rBV 177700 161886 2.72% 0.338%
36 14.592 2122 2126 2131 rVB 281522 272144 4._.58% 0.568%
37 14.904 2175 2179 2185 rVB 286497 298959 5.03% 0.624%
38 15.215 2227 2232 2236 rBV 643244 742036 12.48% 1.550%
39 15.251 2236 2238 2245 rVB 217459 261571 4._.40% 0.546%
40 15.651 2301 2306 2312 rBVY 157994 215758 3.63% 0.451%

41 16.110 2379 2384 2389 rBVY 75658 115195 1.94% 0.241%

Sum of corrected areas: 47888081
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF120191.D
5000000
4000000 6.82

7.23
3000000

2000000

1000000 7.57

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

Abundance TIC: BF120191.D

5000000

9.37
4000000 10.49

3000000

2000000 8,06

7.9 9.70
1000000 1173 12,51
126
833846 9.12 96B.81 10.14 10.61 12.28 13.95
0 2

A
LI R S B B B N S B B LI B T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

T
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: BF120191.D

5000000
4000000
3000000

2000000

13.82
1000000 15.2

14.59 14.90 Jﬁ\
14.30 .25 15.65
13.68]| 13.99 \ A s 16.11

e T e e e e e L L e e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

6.50 3.56 ng 158390 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 39
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 37
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36

Abundance Scan 750 (6.498 min): BF120191.D (-747) (-) m/z 45.00 100.00%
43.0
5000 50.0
740 620 6.40 6.60 6.80
104.0 : : : :
o...,....,....,....,-.|!..,....l-....,I'.'..,..5.‘.9',‘.’...,.~:..,....,....,....,.. m/z 59.00 36.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
48.0
2000 31.0 59.0 6.20 6.40 6.60 6.80
72.0 m/z 72.00 17.52%
o190 Ul L ||I 89.0 10401160 1350
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)-
48.0
6.20 6.40 6.60 6.80
5000 59.0 m/z 43.00 13.64%
31.0
15.0 ‘ 750 90.0
0'”I”MW'”MP'”IM*W'“'L'”I”MW'“JL'}?%Q'“'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
48.0 6.20 6.40 6.60 6.80
m/z 73.00 11.11%
5000 590
31.0
73.0
e R LA AR RS ARRRA RRRL AR ??;ql"'}ﬁglpﬁ""l""l""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknown7.38 Concentration Rank 16

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

7.38 2.81 ng 167924 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-2.3.3-tri... 158 C9H1802 038541-67-2 25
2 Butane. 2.2"-Imethvlenebis(oxv)1... 160 C9H2002 002568-92-5 23
3 Ethanol. 2-(2-butoxvethoxv)-. ac... 204 C10H2004 000124-17-4 17
4 Hexanoic acid. 2-ethvl-3-hvdroxv... 174 C9H1803 1000153-26-1 17
5 Hexanoic acid, 2-ethyl-, methyl ... 158 C9H1802 000816-19-3 12

Abundance Scan 900 (7.381 min): BF120191.D (-891) (-) m/z 57.00 100.00%
57.0
87.0
5000 41.0 101.0
73.0 7.00 7.20 7.40 7.60 7.80
ol S | W/Z  87.00  65.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30311: Butanoic acid, 2-ethyl-2,3,3-trimethyl-
57.0 g7.0 1020
41.0
5000
7.00 7.20 7.40 7.60 7.80
27 m/z 100.95 46.32%
. it 1150 1430 1580
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #31430: Butane, 2,2'-[methylenebis(oxy)]bis-
57.0
70 7.00 7.20 7.40 7.60 7.80
5000 29.0 ' m/z 41.05 41.79%
43.0 131.0
| o || \ﬁ 720 | PFuse P uso1se0
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 150 160
Abundance #63716: Ethanol, 2-(2-butoxyethoxy)-, acetate
43.0 57.0 7.00 7.20 7.40 7.60 7.80
m/z 101.95 29.79%
87.0
5000
29.0
72.0
0 15\0 H‘ ‘ i \‘H Al 0\:\L0 1170 132 0145.0 161.0
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 6

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

7.50 9.32 ng 557255 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 83
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 50
3 Formic acid. 4.4-dimethvlpent-2-... 144 C8H1602 1000368-69-9 38
4 Propanoic acid. 2.2-dimethvl-. m... 116 C6H1202 000598-98-1 25
5 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 17

Abundance Scan 920 (7.498 min): BF120191.D (-912) (-) m/z 57.00 100.00%
57.0
5000 410 83.0
103.1
o..,....,....,....',:|.'..,.~.|l.-'!....-,....,.:..,...-.,-:'...,....,..'..,...?,4.:?'.‘?,....,.... m/z 83.05 37.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
41.0
5000

7.20 7.40 7.60 7.80
m/z 41.00 33.82%

29.0 103.0

04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid

57.0

7.20 7.40 7.60 7.80
5000 83.0 m/z 56.00 23.31%
41.0
20.0 103.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21001: Formic acid, 4,4-dimethylpent-2-yl ester

57.0 83.0 7.20 7.40 7.60 7.80

m/z 59.95 17.89%

5000
41.0
290 ‘ 700
o 1, ‘ 1030 1290
IS IRMN SR [ L A oM 2 E—

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3,3-Dimethylheptanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
757 34.98ng 2000380  Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3.3-Dimethvlheptanoic acid 158 COH1802 067061-30-7 83
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 83

036727-29-4 40
000598-98-1 35

3 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO
4 Propanoic acid. 2.2-dimethvl-. m... 116 C6H1202

5 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 25
Abundance Scan 932 (7.569 min): BF120191.D (-923) (-) m/z 57.00 100.00%
57.0
5000 410 831
103.0
125.1 7.20 7.40 7.60 7.80 8.00
0 79.0 1431 m/z 83.10  36.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0
5000 83.0 LI LA L B

7.20 7.40 7.60 7.80 8.00
m/z 41.00 33.82%

1250 1430 155

ol
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
410 7.20 7.40 7.60 7.80 8.00
5000 ' 83.0 m/z 56.00 21.42%
27.F 103.0
125.0
bbb 700 L 320 1430 1590
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43024: Hexanoyl chloride, 3,5,5-trimethyl-
57.0 7.20 7.40 7.60 7.80 8.00
m/z 60.00 18.54%
83.0
5000
41.0
14.0 200 \‘m | 7$0 or.0 112,0125.0 1410 4619
Ot e P P e T e e o o e e

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Phosphonic acid, bis(l-meth... Concentration Rank 2

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

8.06 39.74 ng 2374820 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. bis(l-methvleth... 166 C6H1503P 001809-20-7 56
2 di-t-Butvl phosphite 194 C8H1903P 013086-84-5 35
3 N-Cvclopropvl-p-fluorobenzvlamine 165 C10H12FN 1000250-88-9 9
4 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 9

Abundance Scan 1015 (8.057 min): BF120191.D (-1008) (-) m/z 109.00 100.00%
83.0 0
5000
41.0 57.0 123.0 S I U
7.80 8.00 8.20 8.40
o e 0016511790 1 Thz783.00  79.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35380: Phosphonic acid, bis(1-methylethyl) ester
83.0 109.0
5000 1 B NARANRARNS RARRE pARs
45.0 7.80 8.00 8.20 8.40
m/z 57.05 27 .17%
o 27.0 ||| 590 123.0137,0151.0 167.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56820: di-t-Butyl phosphite
83.0
123.0 7.80 8.00 8.20 8.40
5000 m/z 41.00 23.83%
410 °70
o 270 |, “ 97.0 139.0 179.0
miz--> % 40 60 8 10 1o 1o 10 180
Abundance #34294: N-Cyclopropy!l-p-fluorobenzylamine
109.0 7.80 8.00 8.20 8.40
m/z 44.95 23.68%
5000
83.0
43.0
57.0 124.0
I JL.”.J,‘..u‘.,‘un.‘.,.‘... . }éof?}ﬁ?f{ o
m/z--> 20 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknown8.27 Concentration Rank 12

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

8.27 3.51 ng 209564 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-t-Butvl phosphite 194 C8H1903P 013086-84-5 40
2 Phosphorous acid. dibutvl ester 194 C8H1903P 000109-47-7 28
3 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 9
4 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9
5 N,N"-Bis(2,6-dimethyl-6-nitrosoh... 338 C18H30N204 066737-12-0 9

Abundance Scan 1051 (8.269 min): BF120191.D (-1046) (-) m/z 83.00 100.00%
83.0
5000 57.0
41.0
1230 Tiho 620 G0 ok
Ol et b L RO 1380 | w/z 57.00 46.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56820: di-t-Butyl phosphite
83.0
123.0
5000
8.00 8.20 8.40 8.60
410 270 m/z 96.00 44 _94%
oL 150 . il 1300 179.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56823: Phosphorous acid, dibutyl ester
83.0
800 820 840 860
5000 m/z 41.05 30.32%
41.0 57.0
0 260 | | . 109.0924 01390 1850  195.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1284: 1H-1,2,4-Triazole, 3-methyl-
83.0 8.00 8.20 8.40 8.60
420 m/z 123.00 11.60%
5000
27.0
0'%%9IN“'I"?V?"”Il"'I"'W""I""P"'I""I' UREEE AR SRS IR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknown8.46 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.46 3.01 ng 179613 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 36

2 n-Decvl methvlphosphonofluoridate 238 C11H24FO02P 193090-25-4 33
3 Phosphonofluoridic acid. methvl-._.. 224 C10H22F02P 211192-74-4 33
4 Phosphonofluoridic acid. methvl-_... 182 C7H16FO02P 000660-21-9 32
5 2-Thioxo-dihydropyrimidine-4,6-d... 359 C17H21N502S 1000304-28-6 28
Abundance Scan 1084 (8.463 min): BF120191.D (-1080) (-) m/z 98.90 100.00%
94.9
5000
57.1 155.0 .
124.9 8.20 8.40 8.60 8.80
Ol ol e Ay m/z 57.10 30.73%
miz--> 50 100 150 200 250 300 350
Abundance #184772: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-tet...
94.0
5000
8.20 8.40 8.60 8.80
41.0 155.0 m/z 155.00 28.41%
0 | 730 | 1250 225.0251.0 297.0 337.0
miz--> 50 100 150 200 250 300 350
Abundance #91845: n-Decyl methylphosphonofluoridate
94.0
820 8.40 860 8.80
5000 m/z 41.00 21.58%
55.0
29.0
Iy 4 1400
0 A
miz--> 50 100 150 200 250 300 350
Abundance #80494: Phosphonofluoridic acid, methyl-, nonyl ester
94.0 8.20 8.40 8.60 8.80
m/z 56.05 19.16%
5000
55.0
29.0
iy 1260
o’ T e B o B B e
miz--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 13.67 ng 904956 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1639 (11.727 min): BF120191.D (-1635) (-) m/z 60.00 100.00%
6d.0
5000
650 129.1
213.2 R e N L e
390 4“ . 49 1711 34,1 256.2 1140 11,60 11.80 12.00
Ol : : m/z 43.00 96.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730

N S

5000 256.0 R LN I e

11.40 11.60 11.80 12.00
‘ 97.0
L
T

m/z 72.95 92 .49%

157.0 185.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

43.0 73.0
11I40 11. 60 11. 80 12.I00 I
5000 129.0 m/z 57.00 85.61%

olzs0 \,‘, 1 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid e e

430 | 730 11,40 11.60 11.80 12.00
m/z 55.00 78.83%

5000 129.0
15.0 “ ‘ h ni e .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.51 15.42 ng 688560 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1772 (12.510 min): BF120191.D (-1768) (-) m/z 43.00 100.00%

430 730

5000
12.20 12.40 12.60 12.80
b i m/z 57.00 89.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73.0

5000

12!20 12.I4O 12!60 12!80
m/z 59.95 86.95k

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
R A BEAsEmmsmy
12.20 12.40 12.60 12.80
5000 129.0 m/z 73.00 83.85%
83.0
157.0 185.0 213.0 256.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid P T T
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.00 78.58%
5000 129.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF040820.M Fri Apr 24 22:44:16 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.03 ng 135235 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 5-Methvl-2-thiophenecarboxaldehv... 199 C7H9N3S2 006286-85-7 90
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
4 1-Bromodocosane 388 C22H45Br 006938-66-5 80
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 72
Abundance Scan 1971 (13.680 min): BF120191.D (-1968) (-) m/z 57.00 100.00%
57.0
5000
154.1 183.1 207.0 13.40 13.60 13.80 14.00
o 33, 2001 210 7o 43.05  66.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57.0
85.0
5000 L L BB BRI UL
anmnmmm
20.0 m/z 71.00 45 .04%
ool A A |30, 1410 1600 2120
m/z--> ﬁo 40 60 éo 160 150 140 160 180 200 220 240 2éo 2§o
Abundance #60651: 5-Methyl-2-thiophenecarboxaldehyde thiosemicarbazone
43.0
. 1990 15040 12160 1380 1400
5000 76.0 ' m/z 55.00 43 .45%
97.0
o) e I‘ I ‘I“IwI\\‘I\HI“\I‘\‘;HILiHl\ i '}I Inl 5.0166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester N B EE
43.0 13.40 13.60 13.80 14.00
m/z 85.00 29.83%
71.0
5000
0 L ?>9 1550 1830 2040 2530
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.62 ng 161886 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 95
3 Hexadecane 226 C16H34 000544-76-3 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2076 (14.298 min): BF120191.D (-2073) (-) m/z 57.00 100.00%
5%.0
5000 ‘ 5.0 ”
113. 1 155.2 14. 00 14. 20 14. 40 14. 60
ol l ,| WM, o2 19712300 26702960 350 nzo 43 05 57.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 L SR B B SUR
85.0 14100 14,20 14.40 14.60
29.0 m/z 71.05 52.56%
. | | | ,,ﬁ{?9}4101690197022502530 296.0
m/z--> éo 100 1%0 260 2éo 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.05 37.75%
0 \l}inwmw mwmmB%%mmm
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #83023: Hexadecane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 21.94%
5000 85.0
29.0
0 JWJMW‘PMMNm%mmﬂm
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&1,0 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1450 7.3ng 272144  perylene-di2 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 91

2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2126 (14.592 min): BF120191.D (-2122) (-) m/z 57.00 100.00%
57.0
5000
99.0  RRREESEE SRS
14.20 14.40 14.60 14.80 15.00
I 1411 183.1 . :
ol A Qi 24 sea1 2391 am11 e e e A
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 h
5000 LA L L L L L L L L LB
14.20 14.40 14.60 14.80 15.00
99.0 m/z 71.05 51.41%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
e man e B T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 38.54%
99.0
oL L. I | 110 1830 2250 2670 309.0 367.0
=l e e e A oo SR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 22.27%
5000
99.0
0280 ] I | U | 0‘ 1830 2250 267.0 300.0 _ 365.0304.0
e manan — T e s e A e S
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80 15.00

8270-BF040820.M Fri Apr 24 22:44:17 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.90 8.06 ng 298959 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2178 (14.898 min): BF120191.D (-2175) (-) m/z 57.00 100.00%
57.0
5000
85.0
13.1 14.60 14.80 15.00 15.20
141.1
ol L b 11:'.1. PLOBIALL 2650 341 n/z 43.05  60.99%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L DL I B SUL
85.0 14.60 14.80 15.00 15.20

m/z 71.05 51.92%
ﬂ130141016901970225025302810 323.0351.0380.0

29.0l
oL b T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.00 34.32%
290 13.0
oL ﬁ 141.0169.0197.0225.0253.0281.0309.0338.0
...,. AL A R B e L A A B R o e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.43%
5000 85.0
29.0
o ‘ 'y ‘]11? 0141 0169.0197.0225.0 268.0
T L B e e o e e e L B e e B LN A e s o e R A
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120191.D

Aca On : 24 Apr 2020 10:12

Operator : MA/SJ

Sample : L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.10 ng 115195 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2384 (16.110 min): BF120191.D (-2379) (-) m/z 57.05 100.00%
57.0
99.0 RN BN BN
| 141.1 210.1 266.9 15.80 16.00 16.20 16.40
ol b WA e B s . m/z 43.05 58.76%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 R AR U SRR DR
15. 80 16. oo 16. 20 16.40
m/z 71.05 57 .55%
oLzl || L1 3490 1830 _gas 02510
m/z--> o '55 100 ' '150 260" "250" ' 560" ' ééo" -
Abundance #202661: Heptacosane
57.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
15.80 16.00 16.20 16.40
5000 m/z 85.00 33.84Y%
99.0
REZUBEY Ay 141.0 1830 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #194493: Hexacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.12%
5000
99.0
0 ‘ j | t\ 1410 1830 2250 267.0 309.0  367.0
m/z--> 5'0 100 150 200 250 300 3éo 15. 80 16. oo 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042420\
Data File : BF120191.D

Acq On 24 Apr 2020 10:12

Operator : MA/SJ

Sample - L2330-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
Ethanol, 2-(2-eth... 6.50 3.6 ng 158390 1 6.66 888644 20.0
unknown7 .38 7.38 2.8 ng 167924 2 7.95 1195250 20.0
Hexanoic acid, 3,... 7.50 9.3 ng 557255 2 7.95 1195250 20.0
3,3-Dimethylhepta. .. 7.57 35.0 ng 2090380 2 7.95 1195250 20.0
Phosphonic acid, ... 8.06 39.7 ng 2374820 2 7.95 1195250 20.0
unknown8.27 8.27 3.5 ng 209564 2 7.95 1195250 20.0
unknown8 .46 8.46 3.0 ng 179613 2 7.95 1195250 20.0
n-Hexadecanoic acid 11.73 13.7 ng 904956 4 11.18 1324160 20.0
Octadecanoic acid 12.51 15.4 ng 688560 5 13.82 893261 20.0
Pentadecane 13.68 3.0 ng 135235 5 13.82 893261 20.0
Heneicosane 14 .30 3.6 ng 161886 5 13.82 893261 20.0
Octacosane 14.59 7.3 ng 272144 6 15.22 742036 20.0
Heptacosane 14 .90 8.1 ng 298959 6 15.22 742036 20.0
Octadecane 16.11 3.1 ng 115195 6 15.22 742036 20.0
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