LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample : K6090-03

Misc :

ALS Vial : 13 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 2.157 5 12 25 rvB 889368 1181797 21.45% 2.706%
2 5.093 507 511 524 rVB 552326 768074 13.94% 1.759%
3 5.498 574 580 583 rBY 3892635 3764479 68.34% 8.621%
4 6.510 746 752 755 rBVY 3552123 4002991 72.67% 9.167%
5 6.645 770 775 779 rBV 4167942 4221259 76.63% 9.667%
6 6.875 811 814 818 rBVY 1090095 832373 15.11% 1.906%
7 7.034 837 841 844 rBVY 4014122 3331650 60.48% 7.630%
8 7.439 905 910 913 rBVY 2610329 2543024 46.17% 5.824%
9 8.163 1029 1033 1041 rBV 1255699 1063012 19.30% 2.434%
10 9.245 1212 1217 1220 rBvV 5508552 4910913 89.15% 11.247%

11 9.633 1279 1283 1287 rBV 702468 555464 10.08% 1.272%
12 9.928 1328 1333 1336 rBV 1340060 1249408 22.68% 2.861%
13 10.722 1463 1468 1471 rBV 3659511 3479617 63.17% 7.969%
14 11.416 1582 1586 1589 rBV 1474126 1320136 23.97% 3.023%
15 11.939 1667 1675 1688 rBV 451976 478410 8.69% 1.096%

16 12.633 1790 1793 1799 rBvV 104553 104611 1.90% 0.240%
17 12.727 1806 1809 1818 rBV 139960 147219 2.67% 0.337%
18 12.863 1828 1832 1834 rBV 94976 103938 1.89% 0.238%
19 12.886 1834 1836 1846 rVB2 91975 124512 2.26% 0.285%
20 13.010 1852 1857 1861 rBV 5216170 5508299 100.00% 12.615%

21 13.580 1948 1954 1956 rBV2 69320 68828 1.25% 0.158%
22 13.904 2005 2009 2020 rVB2 289910 383544 6.96% 0.878%
23 14.068 2030 2037 2040 rBV 1275589 1152538 20.92% 2.639%
24 14.227 2059 2064 2069 rBV 125331 118391 2.15% 0.271%
25 14.533 2112 2116 2122 rBV2 164187 199753 3.63% 0.457%

26 14.845 2165 2169 2174 rBV 161581 168826 3.06% 0.387%
27 15.121 2211 2216 2220 rBV 36536 61395 1.11% 0.141%
28 15.192 2224 2228 2232 rBV 171310 197544 3.59% 0.452%
29 15.562 2285 2291 2305 rBV 784477 1239489 22.50% 2.839%
30 16.039 2366 2372 2377 rBV 108552 168185 3.05% 0.385%

31 16.557 2455 2460 2466 rBV3 56667 98931 1.80% 0.227%
32 17.427 2603 2608 2616 rVBS8 30419 61198 1.11% 0.140%
33 17.680 2644 2651 2656 rBV10 21738 55844 1.01% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample : K6090-03

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 43665652
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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\BF120319\

BF118070.D
3 Dec 2019 18:57
Ju
K6090-03
13 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

5000000

4000000

3000000

2000000

1000000{2.16

TIC: BF118070.D

5.50

5.09

6.65

6.51

7.03

6.87

0
Time-->

I
4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF118070.D

10.72

8.16 9.93 11.42

11.94

0
Time-->

11.00 11.50

10.00

9.50 10.50

12.00

12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

13.58

TIC: BF118070.D

14.07
15.56
13.90

N

16.56

14.53 14.84 9
14.23 i N 151j»é 16.04

17.43 17.

68

Time-->

13.50

17.50

16.50

17.00

14.00 14.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 3

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

2.16 28.40 ng 1181800 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF118070.D (-5) (-) m/z 73.10 100.00%

73
5000
43
55 87

| 63 220 230 240 2.50 2.60
0"'I""I'"'I""Illl'l"l""'l'"'Il""'l""l""I""I""|""|"-- m/z 43.05 35.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L LB LB B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.85%
29
o L1l 1|, 80
N o b L o e N e BRRREREEESEans
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R RREREREEE
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.10 24 .57%
29
o 1L, \‘\ Noeslll s | o7 12 1
T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- R EAma A RARAs R
30 220 230 2.40 2.50 2.60

m/z 41.10 12._.70%

5000 43 87
15 72 /\
0 ‘ 1| ‘ J 52 59 ‘

m/z--> 10 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\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 4

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

5.09 18.46 ng 768074 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 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
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 511 (5.093 min): BF118070.D (-507) (-) m/z 43.00 100.00%
a3
59
5000
101 I W
480 500 520 5.40
83
o Y A - <N N m/z 59.00 64.34%
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 59 480 500 520 540
m/z 101.00 26 .07%
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 15.38%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- A ma e R
59 480 500 520 5.40
31 m/z 41.00 9.50%
5000 41
73
0'"P%?W'"W"”I"”?}”'I'”'I”"I”g?P"ﬁg?”l"'W"“I"”I"”I U A AN S UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 unknown6.65 Concentration Rank 1

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

6.65 101.43 ng 4221260 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF118070.D (-770) (-) m/z 132.00 100.00%
5000
68
40 % " 640 6.60 6.80 7.00
54 - - - -
o [ 8T L Weus . m/z 68.10 34.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.42%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 22.86%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! T AT
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .52%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S Y
m/z--> 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\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 7.25 ng 478410 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1675 (11.939 min): BF118070.D (-1667) (-) m/z 73.00 100.00%

5000 129

143187171185 oo 11.60 11.80 12.00 12.20
o m/z 43.05 82.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 81.09%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 R e B AR
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.05 66.18%
‘ 143157 214
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 L

Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20

m/z 55.05 66.11%

5000 129

15 ‘
0...,.‘;..“:‘..

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

143 99 242

1
157171185

N
L LA B L B BN |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 6 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.73 2.23 ng 147219 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1809 (12.727 min): BF118070.D (-1806) (-) m/z 72.95 100.00%

73
5

5000

s

12.40 12.60 12.80 13.00
m/z 43.05  97.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73

435 W

12.I40 12.I60 12.I80 13.00
m/z 60.00 83.83%

.

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51
12.40 12.60 12.80 13.00
5000 129 m/z 57.05 75.60%
i
0 ...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid L o
73 12.40 12.60 12.80 13.00
43 m/z 55.05 64.74%
5000
2 MW
0 ey
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\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 7 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.89 2.16 ng 124512 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 91
2 2-TrimethvilsilvIl-3-trimethvilsilv.._.. 228 C8H20N4Si2 1000373-05-5 64
3 2-Bromo-7-(methvlamino)tropone 213 C8H8BrNO 103539-25-9 50
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 50
5 2-Trifluoromethyl-5-hydroxyquino... 213 C10OH6F3NO 041958-06-9 50
Abundance Scan 1837 (12.892 min): BF118070.D (-1834) (-) m/z 213.10 100.00%
213
5000
65 91 1 165 228 12.60 12.80 13.00 13.20
77 107 151 181 1905 . . .
o 2 83 P I S T L as st e L L wiz 21410 17.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 "'I""I'[x'l""l""
228 12.60 12.80 13.00 13.20
119 m/z 119.00 16.74%
15 27 39 51 65 77 9L 107 | 135 152165 183 197 ,
m/z--> 20 45 éo éo 160 120 150 160 180 200 220
Abundance #84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazole
213
12.60 12.80 13.00 13.20
5000 m/z 228.10 15.12%
73 228
99 171
0 28 45 59 | 85 99 114126 141 157 ) 183 197 ﬂ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72101: 2-Bromo-7-(methylamino)tropone e e
2] 12.60 12.80 13.00 13.20

m/z 91.00 6.78%

5000 105
7 186

39 51 64 ‘ 91 | 147 134
15 27 0 A | 157172

| Il ‘ 198 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 8 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 6.66 ng 383544 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 2008 (13.898 min): BF118070.D (-2005) (-) m/z 57.10 100.00%
a7
5000 111 vNNﬁAN*“~vA-A\_/N/VkJ\WW-N
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
139 13.60 13.80 14.00 14.20
168
ol .‘.1.*.,'.-'. s m/z 55.05 95.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 RN BN U
11 13.60 13.80 14.00 14.20
29 m/z 43.10 94 .33%
1 139 182 210
0 ""W'IJ“EI"J'I!"' U VAR D O
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
87 83
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 94.09%
29 139
NI I L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester
57 13.60 13.80 14.00 14.20
97 m/z 69.05 82.15%
5000
125
29 252
ol Ly [L 4193 182202224 252 297 398
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 9 Triacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.05 ng 118391 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2064 (14.227 min): BF118070.D (-2059) (-) m/z 57.10 100.00%
57
5000
J 15 161 160 207 240 200 " 14050 1420 14,40 1460
O A L o R I m/z 71.10 73.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85

14.00 14.20 14.40 14.60
m/z 43.05 63.09%

oL 20 4l d | 11?11169 197 225 253 281 309 337 365 393 422
i e i B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
T e
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 54_.17%
29 113
oL I | /777,241 160 197 205 253 296
....,....,.”.,....,.... L B o e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane R A BAEEmar s Ea
57 14.00 14.20 14.40 14.60
m/z 55.10 28.77%
5000 85
13 141
0 |, 169 197 225 253 281 309 337 365 437
T T e e Lt e aeec
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 10 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .53 3.47 ng 199753 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
3 1-Octadecene 252 C18H36 000112-88-9 92
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tritetracontane 605 C43H88 007098-21-7 91
Abundance Scan 2115 (14.527 min): BF118070.D (-2112) (-) m/z 57.05 100.00%
g7
5000
4
113 14190 1440 1460 1480
141 169 242 324 14.20 14.40 14.60 14.80
0 ...,....,"... y 19321 267283 m/z 71.05 74.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57
5000 85 R U B B IR
al mmmmmmmm
m/z 43.10 71.29%
ol 28 |13 141 169 107 o5 254
m/z--> %mm%mmmmmmmmmmmﬁ
Abundance #104157: E-15-Heptadecenal
43
83 14.20 14.40 14.60 14.80 |
5000 m/z 85.05 54_.71%
o ‘ 139 168 196 224 252
m/z--> i&mmmmmmmmmmmmmm
Abundance #104182: 1-Octadecene e BB R s Eae e
43 14.20 14.40 14.60 14.80
83 m/z 41.05 31.76%
5000
2
o 168 196 224 252
m/z--> 2'0 ';16' 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14 20 14 4'0' 14 éd I1;1|8IOI -
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 11 Eicosane Concentration Rank 9

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

14.84 2.72 ng 168826 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2168 (14.839 min): BF118070.D (-2165) (-) m/z 57.05 100.00%

57
85
5000
141 169 197 281 14.60 14.80 15.00 15.20
0..:\, l|l|' e VN AN m/z 71.05 74.11%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B B I B

14.60 14.80 15.00 15.20
\ m/z 43.10 66.42%

29 141
LUl T o e o 22
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 54.55%
29 113
oL, L“ ﬂ 14t 169 197 225 253 281 309 337 365 394
Al T e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R Emmas i
57 14.60 14.80 15.00 15.20
m/z 55.00 25.82%
5000 85
29
oL w J‘L n1}311§1 169 197 225 253 295 323 367
...,.... T e ot = e e P e e e e ey B o
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\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 12 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.19 ng 197544 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2228 (15.192 min): BF118070.D (-2224) (-) m/z 57.05 100.00%
g7
85
5000

| 141 169 197 225 267 14.80 15.00 15.20 15.40 15.60
o...,.-nﬂil Pt L N— m/z 71.10 71.77%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 | BN L L L LB L

14.80 15.00 15.20 15.40 15.60
m/z 43.10 63.99%

113
PR ]1?11169 197 225 253 281 309 337 365 393 422

29
L e e R i
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
R e e R R
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.05 56.54%
113
N L4 169 197 225 267 295 365 393
e T o e i o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R e B B e
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 25.77%
5000 85
29 113
0 ‘J | | ;141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400 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\BF120319\
Data File : BF118070.D

Aca On : 3 Dec 2019 18:57

Operator :© JU

Sample = K6090-03

Misc :

ALS Vial : 13 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 13 Nonadecane, 9-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.71 ng 168185 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 2,3-dimethyl- 268 C19H40 061868-03-9 91

Abundance Scan 2372 (16.039 min): BF118070.D (-2366) (-) m/z 57.10 100.00%

7
85
5000

15.80 16.00 16.20 16.40
m/z 71.10 78.41%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-

5

15.80 16.00 16.20 16.40
140 m/z 85.10 63.96%

168
197 239 267

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
AR maamsae e
15.80 16.00 16.20 16.40
5000 85 m/z 43.05 63.92%
13 14
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane A R RaE A
57 15.80 16.00 16.20 16.40
m/z 41.05 25.98%
” ] M\MM\/
113
oL 2| Ly L Mt ae0 211 239 267 205 323 352
B B R B e S R St R B
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120319\
Data File : BF118070.D

Acq On : 3 Dec 2019 18:57

Operator : JU

Sample - K6090-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.16 28.4 ng 1181800 1 6.87 832373 20.0
2-Pentanone, 4-hy... 5.09 18.5 ng 768074 1 6.87 832373 20.0
unknown6 .65 6.65 101.4 ng 4221260 1 6.87 832373 20.0
n-Hexadecanoic acid 11.94 7.3 ng 478410 4 11.42 1320140 20.0
Octadecanoic acid 12.73 2.2 ng 147219 4 11.42 1320140 20.0
Phenol, 4,4"-(1-m... 12.89 2.2 ng 124512 5 14.07 1152540 20.0
Cyclopentadecane 13.90 6.7 ng 383544 5 14.07 1152540 20.0
Triacontane 14.23 2.0 ng 118391 5 14.07 1152540 20.0
Octadecane 14.53 3.5 ng 199753 5 14.07 1152540 20.0
Eicosane 14.84 2.7 ng 168826 6 15.56 1239490 20.0
2-methyloctacosane 15.19 3.2 ng 197544 6 15.56 1239490 20.0
Nonadecane, 9-met... 16.04 2.7 ng 168185 6 15.56 1239490 20.0
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