LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On - 27 Mar 2020 8:15 Instrument :
Operator : CG/JU BNA_F

Sample - L2037-01 ClientSampleld :

Misc - FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 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-BF031820.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 2.140 3 9 18 rVB 378318 497499 4_.53% 0.562%
2 2.246 22 27 32 rvB 129949 160502 1.46% 0.181%
3 5.057 497 505 515 rBV 582865 873355 7.96% 0.987%
4 5.451 566 572 575 rBVY 7543206 8888745 81.02% 10.043%
5 6.463 737 744 747 rBV 7022537 8823569 80.43% 9.970%
6 6.833 803 807 810 rBVY 1961763 1555855 14.18% 1.758%
7 6.992 829 834 837 rBVY 7585555 6989266 63.71% 7.897%
8 7.398 897 903 906 rBY 5596416 5880954 53.60% 6.645%
9 8.116 1020 1025 1028 rBvY 2357393 2028223 18.49% 2.292%
10 9.198 1203 1209 1212 rBVY 9610204 10593997 96.56% 11.970%

11 9.586 1271 1275 1279 rBV 615948 493864 4 _50% 0.558%
12 9.874 1319 1324 1328 rBV 2821620 2419485 22.05% 2.734%
13 10.669 1452 1459 1462 rBV 7021223 7096986 64.69% 8.019%
14 11.363 1572 1577 1580 rBV 3112365 2606011 23.75% 2.944%
15 11.898 1663 1668 1681 rBV 2117622 2217939 20.22% 2.506%

16 12.686 1798 1802 1815 rBV 1026128 1234964 11.26% 1.395%
17 12.962 1843 1849 1852 rBV 10164846 10971087 100.00% 12.396%
18 13.433 1926 1929 1934 rVB 147777 130468 1.19% 0.147%
19 13.857 1997 2001 2022 rBV 1280912 2179927 19.87% 2.463%
20 14.004 2022 2026 2030 rVB 2582310 2264522 20.64% 2.559%

21 14.180 2052 2056 2059 rBV 750423 663847 6.05% 0.750%
22 14.486 2104 2108 2111 rBV 1258953 1142172 10.41% 1.291%
23 14.792 2156 2160 2169 rVB 1578912 1493076 13.61% 1.687%
24 15.133 2213 2218 2224 rBV 1435384 1599704 14.58% 1.807%
25 15.468 2270 2275 2279 rBV 1616664 1927170 17.57% 2.177%

26 15.515 2279 2283 2293 rVB 1153504 1492307 13.60% 1.686%
27 15.956 2352 2358 2364 rBV 744548 1100205 10.03% 1.243%
28 16.033 2365 2371 2390 rVV5 96013 396211 3.61% 0.448%
29 16.462 2438 2444 2451 rBV 335788 583460 5.32% 0.659%
30 17.062 2539 2546 2553 rBV2 96884 200188 1.82% 0.226%

Sum of corrected areas: 88505558
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119554.D
1e+07

8000000 5.45 6.99
6.46

6000000 7.40

4000000

2000000 6.83

5.06

O e e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF119554.D
1e+07 9.20 12.96

8000000
10.67

6000000

4000000

987 11.36

8.12 11.90

2000000
12.69

9.59

T 1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF119554.D
1e+07

8000000
6000000
4000000

2000000 1479 1513 1547

13.86 14.49 't
14.18 15.96
13.43 603 1646 17.06
l'\ I T I I T I T I T I T T T T I T T T I T T T T I T T T T

1 I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10

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

2.14 6.40 ng 497499 1,4-Dichlorobenzene-d4 6.83
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 9 (2.140 min): BF119554.D (-3) (-) m/z 73.10 100.00%
73
5000 43
o5 87 AN
2.20 2.30 2.40 2.50 2.60
Obrr e 28l 80 LTl e | TmsZ 43.00  45.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 34.02%
0 ‘%9 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
P R 87 220 2.30 2.40 250 2.60
5000 m/z 87.00 26 .56%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R EAmmE EaT
7B 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 ._.70%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 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\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Propane, 1,1-dimethoxy- Concentration Rank 15

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

2.25 2.06 ng 160502 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 9
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 9
4 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

Abundance Scan 28 (2.251 min): BF119554.D (-22) (-) m/z 75.00 100.00%
75
45
5000
39 57 2.20 2.30 2.40 2.50 2.60 2.70
Ob etk S L L] 88 108 TR T00 T 72, 26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
29
5000 45

2.20 2.30 2.40 2.50 2.60 2.70
L=
0 | ‘ ! | \‘

m/z 45.00 59.25%

L 69 ||, 87 103
L O o IS I o e o o e B AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 41.05 38.01%
15 29
58 76
Ot T T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8191: 1,3-Dioxolane, 2-(1-methylethyl)-
73 2.20 2.30 2.40 2.50 2.60 2.70
m/z 46.95 29.53%
5000
15 45
0 27 39 56 85 101 115
L B o N ELALALI I b e o o o e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.06 11.23 ng 873355 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 505 (5.057 min): BF119554.D (-497) (-) m/z 43.00 100.00%
43
59
5000
. s o 1‘|’1 480 500 520 540
ot el e e e m/z 59.00 59.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 16.67%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 14 _.95%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e Mmams o
59 4.80 500 520 5.40
m/z 41.00 8.30%
5000
a1 101
15 81 53 69 83
0"'I”"I”'m””'“lmh'I”wui'”'\'”'lﬂ”'I'”'I'”'I' U L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

Sample : L2037-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3

FK-BPM-01-C4-D4-C4A-D4A

R.T. EstConc Area Relative to ISTD R.T.
11.90 17.02 ng 2217940 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1668 (11.898 min): BF119554.D (-1663) (-) m/z 60.00 100.00%
5000
11'60 11.80 12.00 12.20
0! m/z 43.00 97 .78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43 3
5000 T |--kTT----|---
11.60 11.80 12.00 12.20
213 m/z 73.00 91.10%
‘ 157 185
0 ||||2||||‘i ‘”MIH .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 13
11!60 11)80 12!00 12)20
5000 129 m/z 57.00 86.94Y%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid N R BRI
4 73 11.60 11.80 12.00 12.20
m/z 55.00 77 .59%
5000 129
o) -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 ﬁmﬂmﬁmﬁm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.69 10.91 ng 1234960 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1803 (12.692 min): BF119554.D (-1798) (-) m/z 60.00 100.00%

4B 6o
5000 129

199513227 12.40 12.60 12.80 13.00

m/z 43.00 99.39%

iyl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73

5000 129
12.40 12.60 12.80 13.00

m/z 57.00 91.84%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000{ 29 256 m/z 55.00 84 .99%

129

97 115 213
143157171185,99 | 227,,,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
m/z 72.95 81.23%
43 5
5000 129
185 228
115
1 143157171 ‘
d T Bl et s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

Sample : L2037-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentafluoropropionic acid, ... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.86 19.25 ng 2179930 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid.

octad... 416 C21H37F502

2 Pentafluoropropionic acid. hexad...
3 Tricosvl trifluoroacetate

4 Octadecvyl trifluoroacetate

5 Heptadecyl heptafluorobutyrate

388 C19H33F502
436 C25H47F302
366 C20H37F302
452 C21H35F702

959261-25-7 91
006222-07-7 91
1000351-75-1 91
079392-43-1 91
959085-66-6 91

Abundance Scan 2002 (13.862 min): BF119554.D (-1997) (-) m/z 57.00 100.00%
57
5000 83
\ 1 111
l 13.60 13.80 14.00 14.20
139
ol dl AL g 4" 108 196 224248 280 | 'm/z 43.00 71.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
5000
) 13.60 13.80 14.00 14.20
” 125 m/z 55.00 63.40%
— i T T
m/z--> 50 250 300 350 400
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 71.05 45 _.90%
125
29
0 154 196 224  2g9 370
L e e o L e e o e LA e o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate
5[7 13.60 13.80 14.00 14.20
m/z 83.05 43 .20%
97
5000
125
29
oI, I \ “153 181 210 238 264 294 322 367 418
e L L e o e o o e e o o B
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF031820.M Fri Mar 27 16:36:59 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.18 5.86 ng 663847 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2056 (14.180 min): BF119554.D (-2052) (-) m/z 57.00 100.00%
57
5000 85
113 141 13.80 14.00 14.20 14.40
o] ,I. Ll 7 7 109 211 239 267 295 366 sz 43.05 57.67%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85
13.80 14.00 14.20 14.40
13 m/z 71.05 51.76%
0 2\9 ‘H h ‘Hw “M ‘\‘ H‘ u‘ 1?1 \16\9 \197 y 225 253 295 366
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
13.80 14.00 14.20 14.40
5000 g5 m/z 85.05 40.59%
29
ol L (1 141 169 197 225 253 281 300 337 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #194505: Heneicosane, 11-pentyl- N EREEammEmE L]
43 13.80 14.00 14.20 14.40
m/z 55.00 20.34%
71
5000
ol | || 127 155 183 253 7| 323 364
NI L UL SRR UL UL LR SRR
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF031820.M

Fri Mar 27 16:37:00 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 10.09 ng 1142170 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2109 (14.492 min): BF119554.D (-2104) (-) m/z 57.00 100.00%
57
5000 85
113 141 169 14.20 14.40 14.60 14.80
o..J,.!.‘.I',:l. a9 225 267 309 m/z 43.10 52.05%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.20 14.40 14.60 14.80
m/z 71.10 51.07%
0 %9‘ Ly 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14,20 14.40 14.60 14.80
5000 g5 m/z 85.05 40.54%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #194494; Hexacosane
57 14.20 14.40 14.60 14.8

m/z 55.00 20. 09%

5000 85
113
29 | | LT 141 169 197 225 253 295 366 L

0-‘--|-'--‘-|--”--|----|--‘--|----|----|----| B B B B
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\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 15.50 ng 1493080 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2160 (14.792 min): BF119554.D (-2156) (-) m/z 57.05 100.00%
57
5000 85
113 141 14.40 14.60 14.80 15.00 15.20
ol 38kl 7 169 197 225 253 295 387 m/z 43.10 55.11%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
113 m/z 71.05 50.28%
oL 2Ly j | 11 169189211 239 267 295 323 352
m/z--> éo 100 150 200 250 360 3éo
Abundance
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 39.13%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 21.26%
5000 85
29 i 13 14
ol | l‘JL [, 141 169 197 225 253 29? 323 367
T T 1 T 1T T T T | T T T T T 7T LI B T T T 7T T T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 16.60 ng 1599700 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
Abundance Scan 2218 (15.133 min): BF119554.D (-2213) (-) m/z 57.00 100.00%
57
5000 J
113 141 14.80 15.00 15.20 15.40
o — ,I. | Jll, L 9107 239267295 887 | m/z 43.05 57.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000
85 14.80 15.00 15.20 15.40
s m/z 71.05 51.39%
0 29 | h | | 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 160 1%0 260 250 360 3%0 460 '
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 39.87%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 55.00 21.61%
5000 85
o L } | ﬂlﬁ3llﬂl‘169 197 2 267 204 323 352
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 14%0 15.00 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 11.42 ng 1100210 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2359 (15.962 min): BF119554.D (-2352) (-) m/z 57.00 100.00%
g7
5000 85
113 15.60 15.80 16.00 16.20
141
ol .3.~,I. bl 2T 169 197 225 258 206 365 | 771 05 53.81%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
15.60 15.80 16.00 16.20
113 m/z 43.05 52.10%
oL 2Ll j | Mt 169189211 239 267 205 323 352
m/z--> 56 100 150 260 2éo 360 3%0
Abundance
43
71 15.60 15.80 16.00 16.20
5000 m/z 85.10 41.02%
o 127 155 18300 225 253 295 337
LN L UL S UL IR B S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 19.86%
85
5000
29 113
oL DL e 167 a5 gss o
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%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\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 13 Behenic alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.03 4_.11 ng 396211 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 86
3 1-Docosene 308 C22H44 001599-67-3 86
4 1-Heneicosanol 312 C21H440 015594-90-8 86
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 64
Abundance Scan 2371 (16.033 min): BF119554.D (-2365) (-) m/z 57.05 100.00%
5|7 97
5000 4
15.80 16.00 16.20 16.40
0 m/z 97.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
5000 L BRI UL B B
15. 80 16. 00 16 20 16. 40
m/z 83.10 79.50%
o “‘\ ‘ 167182 210 238 264280 308
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69
¥ 97 U SUNR SRR DR IR
15.80 16.00 16.20 16.40
5000 m/z 43.10 71.36%
125
154
ol 2l 182 509 227 278
Wmmmwwwmwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
15.80 16.00 16.20 16.40
m/z 55.05 61.04%
5000
125
o 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40

8270-BF031820.M Fri Mar 27 16:37:09 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 14 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.46 6.06 ng 583460 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2444 (16.462 min): BF119554.D (-2438) (-) m/z 57.00 100.00%

5000

16.20 16.40 16.60 16.80

141169
0 197225 267295 m/z 43.05 55.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85
16.20 16.40 16.60 16.80
m/z 71.05 46 .86%
29
ok m\‘w hMl§11169197225253 295323 367
EE R e e S e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 40.98%
29 113141
o 169197 225253281 309337 380
e et B e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R e AR REREN Em ey
16.20 16.40 16.60 16.80

m/z 55.00 20.30%

5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 1620 16.40 16,60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\

Data File : BF119554.D

Aca On : 27 Mar 2020 8:15

Operator : CG/JU

ﬁ?ggle : L2037-01 FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 15 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.06 2.08 ng 200188 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octacosane 394 C28H58 000630-02-4 74
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2546 (17.062 min): BF119554.D (-2539) (-) m/z 57.00 100.00%
57
2% i —\/\A/j\d\/\,
4 I
|hm|}an'm9mﬂm m%z 1680 17.00 17.20 17.40

o

bl L g 1 109 103210 267282 m/z 71.05 53.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85

5000 e
16.80 17.00 17.20 17.40

4 m/z 43.00 51.78%

s | a0 19 o s oo
o2l i 4 T 220 197 225 253268 296
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

16.80 17. 00 17. 20 17.40

o

5000 m/z 85.10 47.00%
41 85
ol 26 113 141 169 197 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane . R B s S B S
57 16. 80 17. 00 17. 20 17. 40

m/z 55.05 21.41%

Sl T WM
113

HETR 141 169 106211 240

e NN A RA A s o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. 00 17. 20 17. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032620\

Data File : BF119554.D

Acq On : 27 Mar 2020 8:15

Operator : CG/JU

Sample : L2037-01 :

Misc : FK-BPM-01-C4-D4-C4A-D4A
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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... 2.14 6.4 ng 497499 1 6.83 1555860 20.0
Propane, 1,1-dime... 2.25 2.1 ng 160502 1 6.83 1555860 20.0
2-Pentanone, 4-hy... 5.06 11.2 ng 873355 1 6.83 1555860 20.0
n-Hexadecanoic acid 11.90 17.0 ng 2217940 4 11.36 2606010 20.0
Octadecanoic acid 12.69 10.9 ng 1234960 5 14.00 2264520 20.0
Pentafluoropropio... 13.86 19.3 ng 2179930 5 14.00 2264520 20.0
Hexacosane 14.18 5.9 ng 663847 5 14.00 2264520 20.0
Heptacosane 14.49 10.1 ng 1142170 5 14.00 2264520 20.0
Pentacosane 14.79 15.5 ng 1493080 6 15.47 1927170 20.0
Hentriacontane 15.13 16.6 ng 1599700 6 15.47 1927170 20.0
Heneicosane, 11-(... 15.96 11.4 ng 1100210 6 15.47 1927170 20.0
Behenic alcohol 16.03 4.1 ng 396211 6 15.47 1927170 20.0
2-methyloctacosane 16.46 6.1 ng 583460 6 15.47 1927170 20.0
Heneicosane 17.06 2.1 ng 200188 6 15.47 1927170 20.0
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