LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 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-BF012020.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 2.193 11 18 24 rBY 1919872 2516043 20.09% 2.185%
2 5.098 504 512 523 rBVY 1534691 1894041 15.12% 1.645%
3 5.498 575 580 583 rBY 8109102 8254525 65.90% 7.168%
4 6.504 744 751 754 rBVY 8535144 8940506 71.38% 7.764%
5 6.645 770 775 779 rBVY 8668171 9207869 73.51% 7.996%
6 6.881 811 815 818 rBY 3180774 2732964 21.82% 2.373%
7 7.039 837 842 845 rVB 7678911 7362134 58.78% 6.393%
8 7.434 904 909 912 rBVY 5622843 5696110 45.48% 4_.947%
9 8.163 1028 1033 1036 rBvY 3811996 3539769 28.26% 3.074%
10 9.239 1210 1216 1219 rBV 12142384 11409321 91.09% 9.908%

11 9.628 1278 1282 1285 rBV 507142 414467 3.31% 0.360%
12 9.916 1325 1331 1335 rBV 5015875 4409317 35.20% 3.829%
13 10.704 1459 1465 1468 rBV 8309726 7687537 61.38% 6.676%
14 11.404 1579 1584 1587 rBV 5000886 4573784 36.52% 3.972%
15 11.927 1668 1673 1677 rBV 125826 149034 1.19% 0.129%

16 12.992 1849 1854 1857 rBV 11855204 12525454 100.00% 10.877%
17 13.880 2002 2005 2017 rBV 1893354 2087143 16.66% 1.812%
18 14.039 2027 2032 2035 rBV 3391941 3337206 26.64% 2.898%
19 14.210 2056 2061 2067 rBV 1067031 1061286 8.47% 0.922%
20 14.515 2107 2113 2126 rBV 2200366 2124453 16.96% 1.845%

21 14.827 2160 2166 2176 rBV 2580725 2959113 23.62% 2.570%
22 15.168 2218 2224 2233 rBV 2576381 3106751 24.80% 2.698%
23 15.504 2276 2281 2285 rBV 2138030 2793364 22.30% 2.426%
24 15.557 2285 2290 2308 rVB 1956692 2864147 22.87% 2.487%
25 15.998 2358 2365 2370 rBV 1210790 1975999 15.78% 1.716%

26 16.039 2370 2372 2382 rVB2 172415 272997 2.18% 0.237%
27 16.509 2446 2452 2467 rVB 511880 1016080 8.11% 0.882%
28 17.115 2550 2555 2562 rVB2 124024 241767 1.93% 0.210%

Sum of corrected areas: 115153181
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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\BF012020\

BF118597.D

20 Jan 2020 18:04

CG/JuU

PB126152BL

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000] 2:19

TIC: BF118597.D

5.50

5.10

6.50.65

7.04

7.43

0
Time-->

4.50 5.00

5.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF118597.D

10.70

9.92 11.40

8.16

9.63

11.93

Time-->

10.00

9.50 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF118597.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 5

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

2.19 18.41 ng 2516040 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF118597.D (-11) (-) m/z 73.10 100.00%
7B
5000 /\
43
55 87 N,
2.20 2.30 2.40 2.50 2.60
o..,....,..??',':.'..,..|..,..‘??,'.:..ﬁ‘l....,..??,....,....,....,.... m/z 43.00 35.13%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 25.41%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U IS UL SRR AR A
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.35%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 11.68%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 7

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

5.10 13.86 ng 1894040 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 512 (5.098 min): BF118597.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101 HRDE A L UL
| 71 83 | 007 480 5.00 5.20 5.40
ol e e e m/z 59.00 52.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LA LN LA R
59 480 500 520 5.40
m/z 101.10 19.88%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540
5000 m/z 58.00 16.51%
101
15 31 %8 60 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R Emma
50 480 5.00 5.20 5.40
m/z 41.05 8.48%
5000 41
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 unknown6.65 Concentration Rank 1

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

6.65 67.38 ng 9207870 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF118597.D (-770) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 : . . :
0 8 lwenr o "h/z 68.10 41.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R L
6.40 6.60 6.80 7.00
31 51 m/z 134.00 35.84%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27 .50%
15 28 39 52 83 77 90 104 .
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R ERA s REmms s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.82%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SR A NN | N —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.88 12.51 ng 2087140 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 2005 (13.880 min): BF118597.D (-2002) (-) m/z 57.05 100.00%
o7
41
5000
139 13.60 13.80 14.00 14.20
N 168 196 224 252 280 308 n/z 43.10 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 DR A R P
13.60 13.80 14.00 14.20
m/z 83.05 96.77%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 92.90%
29 139

167182 210 238 264280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55 13.60 13.80 14.00 14.20

5000

m/z 69.05 86.79%
29

0 “\ \‘ | 182 210 238 266
 BAaasansazany \ /

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.21 6.36 ng 1061290 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2061 (14.210 min): BF118597.D (-2056) (-) m/z 57.10 100.00%
57
85
5000
113 13.80 14.00 14.20 14.40 14.60
141
B - ,|. LI |77, 241 109 107 225 253 205 ss5 o100 73000
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI BN SRR BUMLR B
13.80 14.00 14.20 14.40 14.60
m/z 43.05 65.65%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> éo 160 150 200 2éo 300 3éo
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.05 52.91%
0 39 13 141 182 15 p5p 281 308 337
m/z--> éo 160 1éo 260 250 360 350
Abundance #175559: Tetracosane RERNE Ry
57 13.80 14.00 14.20 14.40 14.60
m/z 41.05 25.14%
85
5000
29
ol “ | L%, 169 197 225 253 338
m/z--> 5'0 1(')0 150 200 25'30 300 3&'30 13.|8O 14.'00 14.'20 14.'40 14.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .52 12.73 ng 2124450 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2114 (14.521 min): BF118597.D (-2107) (-) m/z 57.05 100.00%
57
85
5000
3 d113 141 169 197 225 253 _ 295 323 351 380 14.20 14.40 14,60 1480 _
ol S b Ty T 97 e 293 295 323 351 380 m/z 71.05 75.56%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 U A B BN BN
14.20 14.40 14.60 14.80
m/z 43.05 62.52%
. 201 i m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14:20 14.40 14.60 14.80
5000 m/z 85.10 55.48%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane R e AR
57 14.20 14.40 14.60 14.80
m/z 55.05 24 .40%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1420 14.40 14.60 1J80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .83 21.19 ng 2959110 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2166 (14.827 min): BF118597.D (-2160) (-) m/z 57.10 100.00%

5000

14.60 14.80 15.00 15.20

141 169 197 225

267 295 323 351

394

o m/z 71.10 76.07%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85
14.60 14.80 15.00 15.20
29 m/z 43.05 63.04%
0 [ H h M \‘ 113 141 . 169 197 226
e 7
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 56.08%
29
. 113 141 169 107 205 253 295 323 367
L B o e e e B A B e e e i B B B e
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43 14.60 14.80 15.00 15.20
m/z 55.05 23.01%
71
5000
281
ol | ) H (127 155 183 211 238 | 300 336 365 392
e I A e e e L E T L RERE N R s e
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\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 22.24 ng 3106750 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2224 (15.168 min): BF118597.D (-2218) (-) m/z 57.05 100.00%
57
85
5000

14.80 15.00 15.20 15.40

d | 4141 169 197 225 253

oLl e o2 203 295 323 361 408\ Tnyz  71.10  76.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.05 62.91%
0 \‘ A ‘\ H H u‘ 3 141 169 197 225 268
] T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 56.13%
113
oL, 37 141 169 197 232 267 204 323 352
e I aa i mat
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 23.37%
5000 85
29
L7 J | 1 (M3 141 169 197 225 253 295 323 367
— T T T T EEE e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15. OO 15.20 15.40

8270-BF012020.M Tue Jan 21 12:04:06 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.
16.00 14.15 ng 1976000 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2365 (15.998 min): BF118597.D (-2358) (-) m/z 57.10 100.00%
57
85
5000

15.60 15.80 16.00 16.20 16.40

ﬂ L l141 160 107 225 253 295 323 351 393

ob—24.k L S22 23 295 323 301 3% m/z 71.05 75.28%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.60 15.80 16.00 16.20 16.40
13 m/z 43.05 60.88%
o2 ‘ H 141 169 197 225 267 205 365 393
S— e e T e o
m/z--> 50 100 150 200 250 300 350
Abundance
57
_r|_|_|_|—|_|_|_|_l—|_|_|_|_l—|_'_|_|_l—|—|_|'
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 55.19%
29
. 13 141 169 107 205 253 295 303 367
I e H e e T o e e LA S L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 22 .86%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
R e T e e T B
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012020\
Data File : BF118597.D

Aca On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.51 7.27 ng 1016080 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2452 (16.509 min): BF118597.D (-2446) (-) m/z 57.10 100.00%
5000 \\“____,\,‘wj\\____ﬁ\vy*__
¥ 16.20 16.40 16.60 16.80
41 : : : -
o 183 225 281 355 n/z 71.10 78 .37%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
16.20 16.40 16.60 16.80
99 m/z 43.05 62 .04%
m/z--> 6 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 85.10 56.40%
o 141 183 239 261 323
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane — TR T T
57 16.20 16.40 16.60 16.80
m/z 55.10 22 .22%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF012020\
Data File : BF118597.D

Acq On : 20 Jan 2020 18:04

Operator : CG/JU

Sample : PB126152BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.19 18.4 ng 2516040 1 6.88 2732960 20.0
2-Pentanone, 4-hy... 5.10 13.9 ng 1894040 1 6.88 2732960 20.0
unknown6 .65 6.65 67.4 ng 9207870 1 6.88 2732960 20.0
1-Heneicosanol 13.88 12.5 ng 2087140 5 14.04 3337210 20.0
Heneicosane 14.21 6.4 ng 1061290 5 14.04 3337210 20.0
Hexacosane 14 .52 12.7 ng 2124450 5 14.04 3337210 20.0
Hexadecane 14.83 21.2 ng 2959110 6 15.51 2793360 20.0
Nonadecane 15.17 22.2 ng 3106750 6 15.51 2793360 20.0
2-methyloctacosane 16.00 14.2 ng 1976000 6 15.51 2793360 20.0
Heptadecane, 9-oc... 16.51 7.3 ng 1016080 6 15.51 2793360 20.0
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