LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 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-BF020320.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

2.116 3 5 16 rVvB 536954 930217 12.90% 1.992%
2.663 86 98 107 rBvV 277430 421965 5.85% 0.904%
389 395 rVvB 65832 82759 1.15% 0.177%
4._.575 419 423 432 rBvV 122319 138552 1.92% 0.297%
5.004 485 496 499 rBvV 630064 850495 11.79%% 1.822%

abrwNPE
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w
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w
o
I

5.028 499 500 508 rvB 173357 124036 1.72% 0.266%
5.422 563 567 583 rBV 3391441 3246002 45.02% 6.953%
739 742 rBV 3145963 2947136 40.87% 6.313%
6.792 796 800 804 rBV 1060622 856666 11.88% 1.835%
6.951 823 827 830 rBV 3908321 3467137 48.08% 7.426%

(@R {cNec R NNe))
(0}
I
w
N
\l
w
N

11 7.357 890 896 899 rBV 2593496 2644920 36.68% 5.665%
12 8.075 1014 1018 1033 rBV 1670405 1480404 20.53% 3.171%
13 9.151 1196 1201 1204 rBV 7501841 7210844 100.00% 15.445%
14 9.828 1312 1316 1326 rVB 1916964 1674439 23.22% 3.587%
15 10.616 1445 1450 1468 rBV 3818415 3931793 54.53% 8.422%

16 11.310 1564 1568 1576 rBV 1744820 1557763 21.60% 3.337%
17 11.839 1652 1658 1672 rBV2 77739 139658 1.94% 0.299%
18 12.898 1833 1838 1842 rBV 6612183 7104532 98.53% 15.217%
19 13.798 1985 1991 1996 rBV3 65191 91072 1.26% 0.195%
20 13.951 2010 2017 2026 rBV 1787584 1821692 25.26% 3.902%

21 14.115 2041 2045 2050 rVB 192492 174868 2.43% 0.375%
22 14.415 2092 2096 2101 rBV 333513 350005 4._.85% 0.750%
23 14.715 2142 2147 2156 rBV 495666 562394 7.80% 1.205%
24 15.045 2197 2203 2210 rVB 572774 673055 9.33% 1.442%
25 15.392 2256 2262 2276 rBV2 1409606 2468291 34.23% 5.287%

26 15.833 2331 2337 2348 rBV 467175 754529 10.46% 1.616%
27 16.162 2385 2393 2405 rVB6 56869 164824 2.29% 0.353%

28 16.321 2411 2420 2429 rBV 304298 637089 8.84% 1.365%
29 16.892 2511 2517 2527 rBV2 83314 180093 2.50% 0.386%

Sum of corrected areas: 46687230
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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\BF021320\

BF118919.D

13 Feb 2020 14:43

CG/JuU

PB126794BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118919.D

5.00

2.66 03

4.37 4’.\57

6.95

6.79

7.36

0
Time-->

4.00

5.50

T I
4.50 5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118919.D

10.62

9.83

8.07 11.31

11.84

12.90

Time-->

11.50

12.00

T
9.50 10.00 10.50 11.00

12.50

13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118919.D

13.95
15.39

, la72 1504

14.4
14.12
13.80)| 14 I

0
Time-->

13.50

14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 1

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

2.12 21.72 ng 930217 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 mln) BF118919.D (-3) (-) m/z 73.10 100.00%

73.1
5000
43.0 55.0 87.1

220 230 240 2.50
BN N P A N —— Y - T 3o - D= T 1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000
43.0 220 2.30 2.40 2.50
55.0 87.0 m/z 87.10 28.73%
29.0
'I""I""Il"l"l""I""I""I'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R UL UL AU I
2.20 2.30 2.40 2.50
5000 410 55.0 m/z 55.00 23.29%
29.0
b WL L L o seo samo
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- S RAREEEEE L L pa e n e
73.0 220 230 2.40 2.50

m/z 71.10 10.99%

5000 59.0
87.0
43.0
29.0 [y I 102.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 n-Propyl acetate Concentration Rank 3

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

2.66 9.85 ng 421965 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 lIsopropvl acetate 102 C5H1002 000108-21-4 36
3 1-Pentanol. 5-chloro-. acetate 164 C7H13CI02 020395-28-2 9
4 Di-n-propvl ether 102 C6H140 000111-43-3 9
5 Isobutyl acetate 116 C6H1202 000110-19-0 9

Abundance Scan 97 (2.657 min): BF118919.D (-86) (-) m/z 43.00 100.00%
43.0
5000
61.0
73.0
240 2.60 2.80 3.00
..,....,....,....','!...,....',....,.|...,.??-.9,....,....,.1.1.6.-,9....,. m/z 61.00 27.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4251: n-Propyl| acetate
43.0
5000 U R R R
240 2.60 2.80 3.00
61.0 30 m/z 73.00 15.61%
210 , ' 103.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4255: Isopropy! acetate
43.0
240 2.60 2.80 3.00
5000 m/z 42.00 10.84%
61.0
87.0
15.0 27.0
”I““W"MI”'MH“'I”'WL”'P'“I'”MP'&O%Q'P"W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #34020: 1-Pentanol, 5-chloro-, acetate TR T T
43.0 240 2.60 2.80 3.00
m/z 40.95 9.19%
5000
sso 680
10 200 || ‘ | gr0 1090 1519
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Propanoic acid, propyl ester Concentration Rank 9

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

4_.57 3.23 ng 138552 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 39
3 Azetidine 57 C3H7N 000503-29-7 9
4 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
5 Sulfone, 2-hydroxypropyl t-butyl 180 C7H1603S 154619-05-3 9

Abundance Scan 422 (4.569 min): BF118919.D (-419) (-) m/z 57.00 100.00%
51.0
5000 75.0
43.0
87.0 420 4.40 4.60 4.80 5.00
L = o L S s m/z 75.00 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8164: Propanoic acid, propyl ester
51.0
5000 AL I R AL
720 420 440 460 4.80 5.00
29.0 43.0 m/z 43.05 20.86%
87.0
"|}ﬁql'”L|'”'W!“'|'“‘H'“'l'“'l'”'l'”'l'“'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13459: Propanoic acid, butyl ester
57.0
420 440 460 4.80 5.00
5000 29.0 m/z 41.05 12.86%
75.0
41.0
50 |l .l Al » 87.0 1010
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #196: Azetidine
28.0 420 4.40 4.60 4.80 5.00
m/z 42.00 9.98%
57.0
5000
1 4%0
m/z--> 10 20 30 40 50 60 70 8 9 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.00 19.86 ng 850495 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 495 (4.998 min): BF118919.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S ) U
| 83.0 460 4.80 5.00 5.20 5.40
'”I””P”W'”W””w”'PAW””P'”H”W”dl””P“W””I””P”W m/z 59.00 61.23%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL L I
59.0 460 480 500 520 540
m/z 101.00 23.92%
S g30 1019
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
460 480 500 520 5.40
5000 41.0 m/z 58.00 15.77%
"'P"'I”"I'”'I'“'H"”I"'“"'W""""P"'P"'P"'&?§ﬁz'}??'9
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone /\|||ll|llll|llll|llll|ll
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.69%
5000
15.0
58.0
27.0
“EPHVLWHWV“HL“V“WH“V“W““V“W““V“W““V“W““
m/z--> 0 10 20 30 40 50 60 70 80 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\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Butanoic acid, propyl ester Concentration Rank 10

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

5.03 2.90 ng 124036 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 78
2 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 72
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
4 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 56
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 28

Abundance Scan 500 (5.028 min): BF118919.D (-499) (-) m/z 71.00 100.00%
71.0
5000 89.0
41.0 A
60.0 SR S I
” | | 102.0 115.1 460 4.80 5.00 5.20 5.40
DA 1 OSMESNS (S EAB | Es ae m/z 89.00 38.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13469: Butanoic acid, propy! ester
43.0 71.0
5000 27.0 89.0 SR S R
4.60 4.80 5.00 5.20 5.40
60.0 m/z 41.05 25.17%
'“|“'w'“'ﬂ'“l“'w'“”h'“lm'w'“‘w'}g%ﬂ'w'“l“'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20962: Butanoic acid, 1-methylpropyl ester
71.0
4.60 4.80 5.00 5.20 5.40
5000 430 m/z 88.00 17.74%
57.0
29.0 ‘ 89.0
| ‘\‘ AL I | 1010 30 1290
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #20897: Butanoic acid, butyl ester e
71.0 460 4.80 5.00 5.20 5.40
m/z 60.00 15.56%
43.0 89.0
5000 56.0
27.0
150 H 1 T N | 1010 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .42 3.84 ng 350005 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2097 (14.421 min): BF118919.D (-2092) (-) m/z 57.05 100.00%
57.0
85.0
5000

| ]1 141 1169.1107.1225.2  267.2295 3 14.20 14.40 14.60 14.80
o L Ao 052 26720053 m/z 71.10  79.10%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0
14.20 14.40 14.60 14.80
m/z 85.05 60.18%
29.0 1
° lﬂ.l 141.0160.0197.0225.02530  206,0323.0 _ 367.0
T — ¢ L B i e e e e e SR
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 43.05 59.97%
13.
‘ J ﬂ }41016901970 239026702960 352.0
i — — T
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14. 20 14.40 14.60 14.80

m/z 55.05 22 .83%

85.0
5000
29.0 13.0
Cllo | [141:0169.0107.0225.0253.0 296.0

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.72 4.56 ng 562394 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2148 (14.721 min): BF118919.D (-2142) (-) m/z 57.05 100.00%
571.0
5000
99.0
141 1 183 2 14.40 14.60 14.80 15.00
— l ,I.- ; l| L (2252 2612 32343551 | nsz 71.10  75.07%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
5000
85.0 14.40 14.60 14.80 15.00

m/z 85.10 57.74%

|| 1127 0 169.0 225.0254 0

—v—v—m|'-'|--l-|-'--|----|--‘--|'----|----|----|
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 43.00 57.42%
99.0
27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14.40 14.60 14.80 15.00
m/z 55.05 22.00%
5000
99.0
28.0 ],I‘{ | | 1410 1830 2250 267.0 309.0 365.0304.0
m/z--> 50 100 150 200 250 300 350 14. 40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.04 5.45 ng 673055 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2202 (15.039 min): BF118919.D (-2197) (-) m/z 57.10 100.00%
57.1
5000
99.1
141.2 14.80 15.00 15.20 15.40
_— ,J. L) 1|, L 4831 239228023233 M58 | 75 71.10  73.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94344: Heptadecane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.05 63.25%
150 ) | 4|, 14101830 240.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 56.98%
99.0
N || | | 1410 183.0 225.0 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 23.21%
5000
99.0
150 | | | )| ) 14101830 2250 2960
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.83 6.11 ng 754529 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2336 (15.827 min): BF118919.D (-2331) (-) m/z 57.10 100.00%
57.1
85.1
5000
14]_ 1169 2 15.60 15.80 16.00 16.20
S Ll I 1 A P02 28922662 3092 3551 nzuT 71 10 76.64%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
85.0
5000
15.60 15.80 16.00 16.20
20.0 m/z 43.05 56.94%
1 | P13014101690197022502530 338.0
m/z--> éo 100 150 260 250 300 3%0
Abundance #105885: Octadecane
57.0
"' 15:60 15.80 16.00 16.20
5000 85.0 m/z 85.10 56.11%
29.0
| Ly ) [9141.0169.0107.0205 0 254.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0 15.60 15.80 16.00 16.20
m/z 55.05 22 .26%
85.0
5000
29.0 113.0
[ L4 ] 2410160.0107.0225.0253.0 2960
m/z--> 50 100 150 2(')0 250 300 3&1,0 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021320\
Data File : BF118919.D

Aca On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF020320.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.32 5.16 ng 637089 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2420 (16.321 min): BF118919.D (-2411) (-) m/z 57.05 100.00%
571.0
5000
99.0

411 1971 16.00 16.20 16.40 16.60
d “ Ll 1070 2893 2953 3860 0 nzz; 71.10  76.87%

m/z--> 50 OO 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 85.10 58.79%
2m|jj“d“m1%02m2mom% 365.0
el T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.05 57.76%
99.0
200] | | | | J 110 183.0 225026602960
B e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e AR
57.0 16.00 16.20 16.40 16.60

m/z 55.00 23.62%

5000

‘ 9.0 39.0
LAy M40 1830 "' 2600 3080 3520

T T
m/z--> 50 100 150 200 250 300 350 16 00 16 20 16. 40 16 60

?
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021320\
Data File : BF118919.D

Acq On : 13 Feb 2020 14:43

Operator : CG/JU

Sample : PB126794BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF020320.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]
Butane, 2-methoxy... 2.12 21.7 ng 930217 1 6.79 856666 20.0
n-Propyl acetate 2.66 9.8 ng 421965 1 6.79 856666 20.0
Propanoic acid, p.--. 4_57 3.2 ng 138552 1 6.79 856666 20.0
2-Pentanone, 4-hy... 5.00 19.9 ng 850495 1 6.79 856666 20.0
Butanoic acid, pr... 5.03 2.9 ng 124036 1 6.79 856666 20.0
Hexacosane 14.42 3.8 ng 350005 5 13.95 1821690 20.0
Octadecane, 2-met... 14.72 4.6 ng 562394 6 15.39 2468290 20.0
Heptadecane 15.04 5.5 ng 673055 6 15.39 2468290 20.0
Tetracosane 15.83 6.1 ng 754529 6 15.39 2468290 20.0
2-methyloctacosane 16.32 5.2 ng 637089 6 15.39 2468290 20.0
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