LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 3.857 294 301 310 rVB 488189 697638 1.74% 0.694%
2 5.269 537 541 552 rBY 2786214 2749600 6.86% 2.734%
3 6.304 713 717 726 rBVY 1916941 1855984 4.63% 1.845%
4 6.663 774 778 781 rBVY 1015579 870472 2.17% 0.865%
5 6.822 800 805 807 rBVY 4113399 3713541 9.27% 3.692%
6 7.234 868 875 878 rVVv2 2880803 3553019 8.87% 3.533%
7 7.698 912 954 955 rBVY 2725547 16558455 41.32% 16.464%
8 7.716 955 957 962 rVB 1038214 864426 2.16% 0.859%
9 7.945 990 996 999 rBY 1339674 1292349 3.22% 1.285%
10 8.110 1015 1024 1033 rBvV 1290831 1713178 4.27% 1.703%

11 8.463 1081 1084 1087 rVB 625739 493630 1.23% 0.491%
12 9.033 1176 1181 1184 rVB 5929449 5887555 14.69% 5.854%
13 9.422 1234 1247 1249 rBV 12860501 40078410 100.00% 39.849%
14 9.439 1249 1250 1253 rVV2 1242408 1216912 3.04% 1.210%
15 9.475 1253 1256 1261 rVB 2877027 2656955 6.63% 2.642%

16 9.716 1293 1297 1300 rVB 1428811 1337282 3.34% 1.330%
17 9.975 1338 1341 1350 rBV 565020 571941 1.43% 0.569%
18 10.216 1380 1382 1395 rVB 443412 515067 1.29% 0.512%
19 10.498 1424 1430 1435 rBV 3638955 3780603 9.43% 3.759%
20 11.186 1543 1547 1550 rVB 1505450 1349914 3.37% 1.342%

21 12.104 1699 1703 1706 rBV 542191 509144 1.27% 0.506%
22 12.780 1812 1818 1821 rBV 5676434 5959330 14.87% 5.925%
23 12.874 1831 1834 1842 rVB 551896 519347 1.30% 0.516%
24 13.815 1991 1994 1998 rBV 1055591 990572 2.47% 0.985%
25 15.221 2228 2233 2236 rBV 668429 840978 2.10% 0.836%

Sum of corrected areas: 100576302
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF042420\

BF120190.D

24 Apr 2020 9:45

MA/ZSJ

L2330-18

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 2-Pentanone, 4,4-dimethyl- Concentration Rank 4

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

3.86 16.03 ng 697638 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 86
3 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 59
4 2-Heptanone 114 C7H140 000110-43-0 45
5 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 40

Abundance Scan 301 (3.857 min): BF120190.D (-294) (-) m/z 43.00 100.00%
43.0
5000 57.0
3.60 3.80 4.00 4.20
114.1
o...,....,....,....',L:..,..-:.',....7,1'.1...,.556.'9,...9.9',9...,.:..,.. m/z 57.00 48.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7575: 2-Pentanone, 4,4-dimethyl-
43.0
5000 57.0 AN AR AR A
3.60 3.80 4.00 4.20
0.0 m/z 58.00 38.00%
o180 ]I 710 g0 990 1140
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7495: 2-Hexanone, 5-methyl-
43.0
360 3.80 400 420
5000 m/z 41.05 20.47%
58.0
150 27.0
0 ‘ 1| LIl m‘\ 71\.0 8170 99.0 114.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7509: 2-Hexanone, 4-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 59.00 9.66%
58.0
5000
27.0 71.0 850
N A W " N | SN | GOV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 1

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

7.70 256.25 ng 16558500 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 83
3 Propanoic acid. 2.2-dimethvl-. m... 116 C6H1202 000598-98-1 35
4 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 25
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 22

Abundance Scan 954 (7.698 min): BF120190.D (-912) (-) m/z 57.00 100.00%
51.0
5000 o 83.1
103.0
1251 7.40 7.60 7.80 8.00
71.1 143.1 159.1
0'WH“P“W“JHMWJJL“W““P“W“*thH“P“W““P“W““v“' m/z 83.10 37.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000
i 83.0 7.40 7.60 7.80 8.00
m/z 41.05 33.38%
| 150 290 || 1o 1030 ., 143.0
m/z--> 'iBIIQBIIéBIIZBIISBIIGO 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.00 22.28%
41.0
20.0 103.0
oL 150 “\‘ Il 720 | 120 1430 459
mz-> 10 20 30 40 50 60 7'0 B 9 100 110 130 130 140 120 160
Abundance #8220: Propanoic acid, 2,2-dimethyl-, methyl ester
57.0 7.40 7.60 7.80 8.00
m/z 60.00 17 .66%
5000
41.0
29.0 _J////
o 150 \ A “'@0%01m01m0 L
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 80 90 1(')0 ﬁo 150 13'0 14'10 1éo 1('30 7.'40 7.%0 7.130 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 unknown7.72 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

" 7.72 13.38ng 864426  Naphthalene-ds8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Borane. diethvl(decvloxv)- 226 C14H31B0 1000152-34-3 35
2 6a-Ethvl-2.5-dioxohexahvdrofurol... 170 C8H1004 083663-22-3 32

3 2.2-Dimethvl-3-pentanol. chlorod... 228 C9H15CIF202 1000376-26-4 25
4 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 25

5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 14
Abundance Scan 958 (7.722 min): BF120190.D (-955) (-) m/z 57.00 100.00%
57.0
5000
831 141.1
39 ‘ 7.40 7.60 7.80 8.00
117.0
Ol et g by 10001270 | A59  m/z 141.10 36.64%
m'z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82843: Borane, diethyl(decyloxy)-
57.0
85.0
5000 LA L L L L L LB L |
7.40 7.60 7.80 8.00
141.0 m/z 83.10 30.91%
o 0] | , 124.0 1690 197.0 2260
e L A L
mz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38660: 6a-Ethyl-2,5-dioxohexahydrofuro[2,3-b]furan
57.0
98.0 7.40 7.60 7.80 8.00
m/z 41.00 24 .81%
5000 141.0
“ 1 79.0 “ 122.,0 168.0

L NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ”
Abundance #84849: 2,2-Dimethyl-3-pentanol, chlorodifluoroacetate

57.0 7.40 7.60 7.80 8.00

m/z 43.05 15.43%

5000

83.0
29.0

‘\ L | ‘mpo 1200 1570 1840 2130

B N L L s .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 unknown8.11 Concentration Rank 3

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

8.11 26.51 ng 1713180 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. bis(l-methvleth... 166 C6H1503P 001809-20-7 33
2 di-t-Butvl phosphite 194 C8H1903P 013086-84-5 17
3 N-Cvclopropvl-p-fluorobenzvlamine 165 C10H12FN 1000250-88-9 9
4 3.4-Pvyridinediamine 109 C5H7N3 000054-96-6 9
5 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 9

Abundance Scan 1024 (8.110 min): BF120190.D (-1015) (-) m/z 108.95 100.00%

109.0
83.0
5000
41.0 5.0 123.0

780 800 820 8.40
o ) .'..-.,....,..'..,|...1?8,'9...1,6.“3'.1.1.75,‘-?. m/z 83.00 79.58%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35379: Phosphonic acid, bis(1-methylethyl) ester
83.0 109.0

5000 R R R
45.0 7.80 8.00 8.20 8.40

m/z 57.00 29.71%

. 21.0 59|'O| 1230 1510
A I.I T I T T T T I LB I L I I L I T I T I L I T
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 22.48%
410 °70
o 270 |, “ | 97.0 139.0 179.0
L L B o LML B e e o O B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34294: N-Cyclopropy!l-p-fluorobenzylamine
109.0 780 8.00 8.20 8.40

m/z 122.95 21.94%

5000
83.0
43.0
57.0 1240~ 1500
o 1l \ VTR NP N | R Y 165.0

m/z--> 20 40 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 : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 unknown8.46 Concentration Rank 9

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

8.46 7.64 ng 493630 Naphthalene-d8 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-1-pentvl methvlphosphon... 182 C7H16F02P 1000216-68-2 40
2 Phosphonofluoridic acid. methvl-... 224 C10H22F02P 211192-74-4 36
3 n-Decvl methvilphosphonofluoridate 238 C11H24F02P 193090-25-4 36
4 n-Butvl methvlphosphonofluoridate 154 C5H12F02P 000352-63-6 33
5 Phosphonofluoridic acid, methyl-._.. 182 C7H16FO02P 000660-21-9 25

Abundance Scan 1084 (8.463 min): BF120190.D (-1081) (-) m/z 98.90 100.00%
98.9
5000 570
0 ST I Bl ages s sy o
. -9137.0 . . . :
o.“”w.”qh.wudw””,””,ﬁl?nipuf}%Q,J”“.mb.”“”.“” m/z 57.00 34.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #47514: 4-Methyl-1-pentyl methylphosphonofluoridate
9d.0
5000 NS RS SR

8.20 8.40 8.60 8.80
56.0 690 m/z 154_.95  26.85%

41.0

27.0 .
0 Ip | || I 81? 111.0 1250 139.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #80494: Phosphonofluoridic acid, methyl-, nonyl ester
99.0
b N Ramaa
8.20 8.40 8.60 8.80
5000 m/z 41.05 21.20%
29 0 4.0 580 69.0
\m H\ L 530 1o 1260
o.Pn.in.”wm..”Mp”.l.”“”h“”w.”w”.w””“.”“”.“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #91845: n-Decyl methylphosphonofluoridate N R B
99.0 8.20 8.40 8.60 8.80
m/z 56.00 19.81%
5000
41.0 550
290 ‘ ‘ 69.0 ga
) 111.0
0.,.”.“..w..” il bl M0 a0 100 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 unknown9.97 Concentration Rank 7

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

9.97 8.55 ng 571941 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. tert-butvildimethvilsil... 188 C10H240Si 1000333-04-7 7
2 1-Butvl(dimethvD)silvloxv-2-meth... 188 C10H240Si 1000282-45-2 5
3 1.2.4-Triazine-3.5(2H.4H)-dione.... 131 C3H2FN302 082736-95-6 5
4 Pvridol2.3-dlpvrimidine 131 C7H5N3 000254-61-5 4
5 2-Oxazolidinethione, 4,4-dimethyl- 131 C5HINOS 054013-55-7 4

Abundance Scan 1340 (9.969 min): BF120190.D (-1338) (-) m/z 130.90 100.00%
130.9
5000
43.0
10 969 186.9 9.60 9.80 10.00 10.20
o...,....,H...|!,....,....',....,..~.'.,.1??.1,.... 21202298 | o743 05 32.99Y%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #51392 1-Butanol, tert-butyldimethylsily| ether
131.0
75.0
5000 RS A AR AR B

960 980 1000 10.20
m/z 57.05 32.47%

|1010 , 173.0

27|O 4Iﬁl0 Ay ||| !
R S S RSOV VMBS |/ Y SAVIMEM| MNEMMRM: b S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51393: 1-Butyl(dimethyl)silyloxy-2-methylpropane
131.0
9.60 9.80 10.00 10.20
5000 75.0 m/z 41.00 28.06%
173.0
o 39,0 580 1010 | | \
R i L o T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13786: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-fluoro- R EEEEEEE S A AARERE
131.0 9.60 9.80 10.00 10.20
m/z 71.05 13.60%
5000
43.0
“ 70.0 88.0
ol A e e e MRS i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 unknownl0.22 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.22 7.70 ng 515067 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cadmiumliil bis(dibutvldithiopho... 596 C16H36Cd04P2S4 043159-11-1 39
2 1.2.4-Triazine-3.5(2H.4H)-dione.... 131 C3H2FN302 082736-95-6 7
3 Pvridol2.3-dlpvrimidine 131 C7H5N3 000254-61-5 4
4 1.2.4-Triazolidin-3-one. 4-methv... 131 C3H5N30S 022244-61-7 4
5 2-Oxazolidinethione, 4,4-dimethyl- 131 C5HINOS 054013-55-7 4
Abundance Scan 1383 (10.222 min): BF120190.D (-1380) (-) m/z 130.90 100.00%
130.9
5000
57.0 201.0 I L e B B
96.9 10.00 10.20 10.40 10.60
oJ, bl 2800 48— | m/Z 201.00 22.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #240933: Cadmium(ii] bis(dibutyldithiophosphate)
131.0 187.0
5000

10.00 10.20 10.40 10.60
m/z 57.00 18.50%

242.0
| | 298.0 3720  429.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #13786: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-fluoro-
131.0
RS mEEs L
10.00 10.20 10.40 10.60
5000 m/z 41.00 17.91%
43.0
’ 88.0
0 M W] ‘ 1
ettt
m/z--> 50 100 150 200 250 300 350 400
Abundance #13950: Pyrido[2,3-d]pyrimidine BEEmEEEs
131.0 10.00 10.20 10.40 10.60
m/z 43.00 16.49%
77.0
5000
) — SR
m/z--> 50 100 150 200 250 300 350 400 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 Palmitic acid vinyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.10 7.54 ng 509144 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 83
2 l16-Hexadecanovl hvdrazide 270 C16H34N20 002619-88-7 59
3 Hexadecane. 1-chloro- 260 C16H33CI 004860-03-1 43
4 Heptadecane 240 C17H36 000629-78-7 38
5 Hexadecane 226 C16H34 000544-76-3 27

Abundance Scan 1702 (12.098 min): BF120190.D (-1699) (-) m/z 57.00 100.00%

57.0

5000

:

11.80 12.00 12.20 12.40
m/z 43.05 72.01%

109.0 137.0

o 169.0  204.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129350: Palmitic acid vinyl ester
57.0

239.0

3

11:80 12,00 12.20 12.40
m/z 55.00 51.91%

5000

29.0

137.0 165.0 211.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119244: 16-Hexadecanoy! hydrazide
32.0
R N ELmEE
11.80 12.00 12.20 12.40
5000 m/z 41.05 48_.38%
57.0
o Ll L 41850 109.0 137.0157.0  194.0 233.0 70,0
RRRES ,,,, P T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110907: Hexadecane, 1-chloro- R R B
57.0 11.80 12.00 12.20 12.40
m/z 71.10 44 _72%
5000
29.0 91.0
o 1190 147.0 1750 203.02240 2990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042420\
Data File : BF120190.D

Aca On : 24 Apr 2020 9:45

Operator : MA/SJ

Sample : L2330-18

Misc :

ALS Vial : 27 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 Stearic acid hydrazide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.87 10.49 ng 519347 Chrysene-di12 13.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stearic acid hvdrazide 298 C18H38N20 004130-54-5 64
2 Octadecanoic acid. ethenvl ester 310 C20H3802 000111-63-7 53
3 Hexadecane 226 C16H34 000544-76-3 35
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 35
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 27

Abundance Scan 1833 (12.868 min): BF120190.D (-1831) (-) m/z 57.00 100.00%

5000

E

] I I e
267.2 12.60 12.80 13.00 13.20

137.1 166.9 208.0 234.2

0 m/z 43.00 70.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143051: Stearic acid hydrazide
32.0
5000 LA L L L L L LB

12 60 12. 80 13. 00 13 20
57.0 m/z 55.00 51.70%

ol4.0 l I 11850 .109.0 137.0 1840 2130 240.0 2670 2980
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153147: Octadecanoic acid, ethenyl ester
57.0

2390 LA L L L L L LB
12.60 12.80 13.00 13.20

m/z 41.00 44 _59%

5000

iy

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

o
N
—— O
o
[e0]
a1
o

Abundance #83025: Hexadecane AR EEEEEEEEE

57.0 12.60 12.80 13.00 13.20
m/z 71.00 41.61%

5000
85.0
29.0
o L ‘ 1130 141.0 1690 197.0 2260
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042420\
Data File : BF120190.D

Acq On 24 Apr 2020 9:45

Operator : MA/SJ

Sample - L2330-18

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Quant Title : 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, 4,4-_.. 3.86 16.0 ng 697638 1 6.66 870472 20.0
Hexanoic acid, 3,... 7.70 256.3 ng 16558500 2 7.95 1292350 20.0
unknown7 .72 7.72 13.4 ng 864426 2 7.95 1292350 20.0
unknown8.11 8.11 26.5 ng 1713180 2 7.95 1292350 20.0
unknown8 .46 8.46 7.6 ng 493630 2 7.95 1292350 20.0
unknown9 .97 9.97 8.6 ng 571941 3 9.72 1337280 20.0
unknownl10.22 10.22 7.7 ng 515067 3 9.72 1337280 20.0
Palmitic acid vin... 12.10 7.5 ng 509144 4 11.19 1349910 20.0
Stearic acid hydr... 12.87 10.5 ng 519347 5 13.82 990572 20.0
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