LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

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 - 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 2.163 9 13 22 rVB 56727 87913 2.42% 0.410%
2 5.010 493 497 508 rvB 89491 117252 3.23% 0.547%
3 5.416 561 566 569 rBY 3105888 2796168 77.11% 13.044%
4 6.434 734 739 742 rBVY 3018668 2863471 78.96% 13.358%
5 6.628 769 772 785 rBV 232250 226088 6.23% 1.055%
6 6.792 797 800 804 rBV 550754 480203 13.24% 2.240%
7 7.363 891 897 900 rBY 1984144 2044763 56.39% 9.539%
8 8.081 1015 1019 1027 rBV 741278 636180 17.54% 2.968%
9 9.157 1197 1202 1205 rBVY 3894768 3626323 100.00% 16.916%
10 9.551 1265 1269 1272 rBV 678955 560631 15.46% 2.615%

11 9.592 1272 1276 1279 rVV2 145645 160244 4.42% 0.748%
12 9.651 1283 1286 1289 rBV 131144 107533 2.97% 0.502%
13 9.704 1291 1295 1299 rBV5 62720 128553 3.54% 0.600%
14 9.833 1311 1317 1321 rBV2 1012805 1144861 31.57% 5.341%
15 10.627 1448 1452 1455 rBV 1932776 2122864 58.54% 9.903%

16 12.927 1840 1843 1846 rVB 2701905 2563626 70.69% 11.959%
17 13.974 2018 2021 2023 rVB 529270 531745 14.66% 2.481%
18 14.998 2192 2195 2198 rBV 86804 100699 2.78% 0.470%
19 15.351 2252 2255 2261 rVB 87327 111581 3.08% 0.521%
20 15.415 2261 2266 2269 rBV 385363 482204 13.30% 2.249%

21 15.868 2339 2343 2348 rVB 63622 93292 2.57% 0.435%
22 15.933 2349 2354 2361 rBV6 52696 134802 3.72% 0.629%
23 16.839 2503 2508 2514 rVB2 36323 69834 1.93% 0.326%
24 17.268 2576 2581 2589 rVB 39600 81315 2.24% 0.379%

25 18.692 2816 2823 2833 rVB3 59754 164486 4._.54% 0.767%

Sum of corrected areas: 21436631
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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: BF121697.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.16 3.66 ng 87913 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 45
3 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
5 Silane, methylenebis- 76 CH8Si2 001759-88-2 9

Abundance Scan 12 (2.157 min): BF121697.D (-9) (-) m/z 75.10 100.00%
75
5000 45
39‘ 57 o 220 2.30 2.40 250 2.60
b 1 AN MR . SN SN m/z 73.10 76.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 I U IR U U
2.20 2.30 2.40 2.50 2.60
m/z 45.10 46.83%
R 0 | R
“|“'w'“'w'“|“'w'“'w'“|“'w'“'w'“|“'w'“'w'“
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
75
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.00 30.86%
31 45
15 59 105
G s R R RS RS AR RS AR RARAS SRR SERRN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9253: 2-Propanol, 1,1-dimethoxy- R B AL ARARE AR
75 2.20 2.30 2.40 2.50 2.60
m/z 46.95 22.40%
5000
31 47 57 89
0 139 \‘ ‘ 103 119
m/z--> 10 20 3'0 4'0 50 60 7'0 8|0 90 100 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 4

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

5.01 4.88 ng 117252 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 497 (5.010 min): BF121697.D (-493) (-) m/z 43.00 100.00%
43
59
5000
1ot 4.60 4.80 5.00 5.20 5.40
Ot 80 e | Wz 50.10  54.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL SRR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 17.96%
o fmlal o pma®
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 57 m/z 58.00 16.28%
29
101
ol 36 50 78
mﬂwﬁwﬁwﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 1

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

6.63 9.42 ng 226088 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 47
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 37

Abundance Scan 772 (6.628 min): BF121697.D (-769) (-) m/z 45.00 100.00%
45
5000
59
72
6.20 6.40 6.60 6.80 7.00
104
o..,....,....,....,-.'!:.,....l~....,.||.'..,...5.‘,9....,.~.-..,....,....,....,....,... m/z 59.00 33.59%
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
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.10 20.44%
o 2ol I, s 104 156 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
620 640 6.60 6.80 7.00
5000 m/z 73.10 12.86%
55 73
oL 15 21 57 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- A N
45 6.20 6.40 6.60 6.80 7.00

m/z 43.10 12 ._.75%
5000

89

31 59 72
15 L ‘ 1 . ‘ 193 119 148

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 unknown9.70 Concentration Rank 7

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

9.70 2.25 ng 128553 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 38
2 2-Decanol. trifluoroacetate 254 C12H21F302 1000352-32-8 38
3 1-Cvclopentvlethanol. chlorodifl... 226 C9H13CIF202 1000376-25-2 35
4 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 22
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 22

Abundance Scan 1294 (9.698 min): BF121697.D (-1291) (-) m/z 152.10 100.00%
142
5000 7 jz:jf
9.40 9.60 9.80 10.00
o} m/z 69.10 67 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103740: 2-Thiopheneacetic acid, 2-ethylcyclohexyl ester
60
97
5000 55 USRS AR
41 9.40 9.60 9.80 10.00
27 m/z 55.00 62.50%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 69
56 LSRR R R U
9.40 9.60 9.80 10.00
5000 97 m/z 41.10 44 _41%
29 83
111
141
o T [ - <7 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83222: 1-Cyclopentylethanol, chlorodifluoroacetate e AN RREEE TS
69 9.40 9.60 9.80 10.00
m/z 97.10 36.79%
41
5000 55 97 “-J~JVAVJMNHKf}VJN/M/N//VﬁfU
o 2 112 131 158 183
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 15';0 200 22'0 24'10 ' 9. I40 9. 60 9. 80 10'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.87 ng 93292 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2343 (15.868 min): BF121697.D (-2339) (-) m/z 57.05 100.00%
57
85
5000
153 183 221 249 280 15 60 15. 80 16. oo 16 20
o...J',H. m/z 71.10 66.52%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LRI BRI BUGRILN UL B
15 60 15. 80 16. oo 16 20
29 m/z 43.05 62.25%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1éo 260 2éo 360 3éo '
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 55.65%
29
o 113 141 169 197 295 268
m/z--> 55 160 150 260 250 300 3éo '
Abundance #100330: 2-Bromo dodecane AR EEEEE RS
57 15.60 15.80 16.00 16.20
m/z 55.05 20.93%
5000 85
29 ‘ 113 169
ol b b L g0 | aa8
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.59 ng 134802 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 83
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 1-Heneicosanol 312 C21H440 015594-90-8 76
5 1-Octadecanol 270 C18H380 000112-92-5 76
Abundance Scan 2353 (15.927 min): BF121697.D (-2349) (-) m/z 57.05 100.00%

7 83

5000
139 169 105 231 278 355 15.60 15.80 16.00 16.20
0 L "m/z 43.10 96.82%
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 LN L L L L L LB L |
125 15.60 15.80 16.00 16.20
m/z 83.10 90.80%
o 29 4 1158 181 209 236 264 202 320 350 378
- T T T I T T T T I T T T T T T T T I T T T T I T T T T
mz--> 50 100 150 200 250 300 350
Abundance
57 83
e
15.60 15.80 16.00 16.20
5000 1 m/z 55.05 81.84%
29
o 139 168 191210 238 266 205
T T e T e T T
mz--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 R AEmEEEE L
55 88 15.60 15.80 16.00 16.20
m/z 97.10 68.68%
5000 111
29
e } L | 113 168 106 238 266
I N ——
mz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092520\
Data File : BF121697.D

Aca On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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 unknownl18.69 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.69 6.82 ng 164486 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanamine 149 C10H15N 013214-66-9 22
4-T7-Chloro-1.2.3.4.9.10-hexahvd... 383 C20H14CINO5 075618-38-1 16
3 Benzaldehvde. 2-hvdroxv-5-nitro-... 383 C13H10IN303 1000272-27-9 16
4 Purine-2.6-dione. 1.3-dimethvl-8... 383 C19H21N504 1000311-12-3 12
5 Iron, cyclopentadienyl-ethyl-1,2... 412 C21H42FeP2 1000156-34-1 12
Abundance Scan 2823 (18.692 min): BF121697.D (-2816) (-) m/z 383.10 100.00%
383
5000 104 149 }/\\
76 208 ey S N—
41 183 | 235 o9gg 338 468 1840 18,60 18.80
m/z 149.00 45 .06%

(o]

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #23327: Benzenebutanamine
30

5000 B i i T A
1840 18.60 18.80

m/z 104.00 42_.77%

91 149
L2 |7, |
Of ek e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
383
T
18.40 18.60 18.80
5000 m/z 132.00 31.64%
43 69 321
262
. 111 149474 219 ogp | 348
o B e LA e s o B e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #203762: Benzaldehyde, 2-hydroxy-5-nitro-, 2-iodophenylhyd... e
3383 18 40 18 60 18. 80
m/z 384.10 23.92%
5000
91
39 65 218
ol b d 1 127154182 | 245 201318344 |
i o L L S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.40 18 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092520\
Data File : BF121697.D

Acq On : 25 Sep 2020 15:53

Operator : JU/CG

Sample : L4102-08

Misc :

ALS Vial : 6 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]
Propane, 1,l1-dime... 2.16 3.7 ng 87913 1 6.80 480203 20.0
2-Pentanone, 4-hy... 5.01 4.9 ng 117252 1 6.80 480203 20.0
Ethanol, 2-(2-eth... 6.63 9.4 ng 226088 1 6.80 480203 20.0
unknown9.70 9.70 2.3 ng 128553 3 9.83 1144860 20.0
Octacosane 15.87 3.9 ng 93292 6 15.42 482204 20.0
1-Heptacosanol 15.93 5.6 ng 134802 6 15.42 482204 20.0
unknownl18.69 18.69 6.8 ng 164486 6 15.42 482204 20.0
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