LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 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-BF111319.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 2.152 6 11 23 rvVB 333412 480066 11.25% 1.380%
2 5.087 506 510 521 rVB 503031 577009 13.53% 1.659%
3 5.493 575 579 598 rBY 3119295 2938741 68.89% 8.449%
4 6.504 746 751 754 rBVY 3201329 3067688 71.91% 8.819%
5 6.645 771 775 778 rBVY 3759272 3233883 75.80% 9.297%
6 6.875 811 814 818 rBY 1061524 869578 20.38% 2.500%
7 7.034 837 841 844 rBVY 3078643 2589192 60.69% 7.444%
8 7.439 905 910 913 rBVY 2171309 1913124 44.84% 5.500%
9 8.163 1029 1033 1051 rBV 1373427 1233633 28.92% 3.547%
10 9.239 1212 1216 1232 rBV 4093578 3981653 93.33% 11.447%

11 9.633 1280 1283 1293 rVB 278124 278825 6.54% 0.802%
12 9.928 1329 1333 1348 rVB 1603909 1425600 33.42% 4_.099%
13 10.716 1463 1467 1480 rBV 2561927 2570245 60.25% 7.389%
14 11.422 1583 1587 1594 rBV 1535563 1462064 34.27% 4._.203%
15 11.939 1672 1675 1680 rBV 143924 146842 3.44% 0.422%

16 12.733 1807 1810 1815 rBV3 36664 49243 1.15% 0.142%
17 13.010 1853 1857 1860 rBV 4877211 4266135 100.00% 12.265%
18 13.233 1889 1895 1899 rBV2 43463 52456 1.23% 0.151%
19 13.580 1949 1954 1957 rBV 82599 73024 1.71% 0.210%
20 13.833 1985 1997 1998 rBV6 23744 65762 1.54% 0.189%

21 13.910 2006 2010 2020 rVB 317383 445911 10.45% 1.282%
22 14.068 2034 2037 2042 rBV 1242125 1188051 27.85% 3.416%
23 14.227 2060 2064 2067 rBV 112452 105918 2.48% 0.305%
24 14.533 2112 2116 2123 rBV 103104 122760 2.88% 0.353%
25 14.845 2165 2169 2173 rVB 103449 102514 2.40% 0.295%

26 15.192 2221 2228 2237 rBV2 118267 245724 5.76% 0.706%
27 15.568 2286 2292 2300 rVB 731521 1105359 25.91% 3.178%

28 16.033 2367 2371 2378 rVB2 69979 116828 2.74% 0.336%
29 16.557 2455 2460 2467 rBv4 38758 75257 1.76% 0.216%

Sum of corrected areas: 34783085
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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\HPCHEMI\BNA F\DATA\BF120419\

BF118092.D

4 Dec 2019 18:00

Ju

K6119-10

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF118092.D

5.49

5.09

6.65

6.50 7.03

7.44

6.87

O
Time-->

4.50 5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118092.D

9.24

10.72

9.93 11.42

8.16

9.63

| 13.23

Ol
Time-->

11.50

11.00

10.00

9.50 10.50

1
12.50 13.00

Abundance

4000000

3000000

2000000

1000000

13.91
13.58 13,

TIC: BF118092.D

14.07
15.57

15.19 16.03 16.56

14.23 1453 14.84
A

Time-->

13.50

16.50

17.00

16.00

18.50

17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.15 11.04 ng 480066 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 11 (2.152 min): BF118092.D (-6) (-) m/z 73.05 100.00%

3
5000

37 | 67 95 220 230 240 2.50 2.60
0"I""I""Ill"l"l""'l""Il'l"l""l""l""l'"'I""I"" / 43.00 31.78%

m/7z
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 UL L L B BLRN BL LIS B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05  27.45%
29
W35 1] | 671] 80 |
Ot P e R e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 T
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 23.93%
479 .97 112 129
0..,....,....,....,....,.... NN e o e o R REER
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.05 11.12%
5000
45
29 4
o 89 %S e 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1

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

5.09 13.27 ng 577009 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF118092.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101 S | G
51| 7 83 480 500 520 5.40
Obrrr e e m/z 59.00 61.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AN L L LIS UL
59 480 500 520 5.40
m/z 101.00 25.90%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.58%
68
11J._50_ 1| 126 147
R R R SRR AN ARAR ARARA RARRA RAAN LARAN LA RALRS SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e B R
43 480 500 520 5.40
m/z 41.00 8.97%
5000
101
o B 3 | 5 e g A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.07 ng 122760 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2115 (14.527 min): BF118092.D (-2112) (-) m/z 57.10 100.00%
57
5000
113 14190 1440 1460 1480
141 169 197 215 302 324 14.20 14.40 14.60 14.80
I 191 283 m/z 71.05 68.08%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 RN SRR LR RS
1420 14.40 14.60 14.80
140 m/z 43.10 58.79%
29 11 168
0 I| | Lo J T l |l 197 239 267
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
7 14.20 14.40 14.60 14.80
5000 m/z 84.95 57 .06%
‘ J 99 127
oLl )| o 155 183202 225 253 295 337
L L L WL WL IS L LR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A R Raa e
57 1420 14.40 14.60 14.80
m/z 55.00 30.45%
5000 85
. 29| I | J113‘1§1 169 197 225 267 295 365 393 WMMAJ
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.45 ng 245724 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 81
2 Hexacosane 366 C26H54 000630-01-3 81
3 Octacosane 394 C28H58 000630-02-4 81
4 Hentriacontane 437 C31H64 000630-04-6 81
5 Heneicosane 296 C21H44 000629-94-7 81
Abundance Scan 2228 (15.192 min): BF118092.D (-2221) (-) m/z 57.10 100.00%
g7
5000

14.80 15.00 15.20 15.40 15.60

0 m/z 71.05 68.89%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
97
5000 85 LA L L L L L L L L LB
14. 80 15. OO 15 20 15. 40 15. 60
113 m/z 43.00 60.79%
o 29 | ‘ L1 ", 141,169 197 225 267 295 365 393
T I e e BB e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R R o e o N
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.05 51.41%
29 113
oL J J I 1 n [, 141 169 197 225 253 295 323 367
...,.... i B I H e e e L I o o o
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane T e e e
57 14.80 15.00 15.20 15.40 15.60
m/z 302.05 26.57%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
...,... - L e e e B L i B e e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120419\
Data File : BF118092.D

Aca On : 4 Dec 2019 18:00

Operator :© JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.11 ng 116828 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2370 (16.027 min): BF118092.D (-2367) (-) m/z 57.05 100.00%
57
85
5000
U BN SUREURN SN B
127 155 183 ,14231 265 315 15.80 16.00 16.20 16.40
b th m/z 71.05 70.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
5000 LR UL SULBLE BB B
mmmmmmmm
m/z 85.10 58.09%
o 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
"' 15:80 16.00 16.20 1640
5000 85 m/z 43.00 52.76%
113 141
oL 20 iy L | (169 197 225 253 281 309 337 365 303 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane R mEEEE RS S
57 15.80 16.00 16.20 16.40
m/z 55.10 22.63%
5000
85
o ?? ‘ j (113 141 169 197 225 253 281 323 351 380
m/z--> §o 160 1éo 260 250 360 3%0 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120419\
Data File : BF118092.D

Acq On : 4 Dec 2019 18:00

Operator : JU

Sample : K6119-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.15 11.0 ng 480066 1 6.87 869578 20.0
2-Pentanone, 4-hy... 5.09 13.3 ng 577009 1 6.87 869578 20.0
Nonadecane, 9-met... 14.53 2.1 ng 122760 5 14.07 1188050 20.0
2-methyloctacosane 15.19 4.5 ng 245724 6 15.57 1105360 20.0
Pentacosane 16.03 2.1 ng 116828 6 15.57 1105360 20.0
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