LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 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-BF120619 .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 2.122 3 6 13 rVB 228562 275464 11.65% 1.191%
2 5.075 503 508 518 rVB 335025 379085 16.04% 1.640%
3 5.487 573 578 581 rBY 1847069 1833698 77.57% 7.931%
4 6.498 745 750 763 rBVY 2125656 1964551 83.10% 8.497%
5 6.639 769 774 777 rBV 2440272 2153178 91.08% 9.313%
6 6.869 809 813 816 rBV 735449 586937 24.83% 2.539%
7 7.022 836 839 843 rBVY 1941582 1702606 72.02% 7.364%
8 7.428 904 908 918 rBVY 1258318 1259807 53.29% 5.449%
9 8.151 1028 1031 1046 rBV 788694 750197 31.73% 3.245%
10 9.233 1211 1215 1218 rBV 2641413 2364013 100.00% 10.225%

11 9.627 1278 1282 1291 rVB 156701 145205 6.14% 0.628%
12 9.916 1327 1331 1343 rVB 982744 848710 35.90% 3.671%
13 10.704 1461 1465 1481 rBV 1657362 1528478 64.66% 6.611%
14 11.404 1581 1584 1587 rBV 855934 781774 33.07% 3.381%
15 11.427 1587 1588 1593 rVV 143252 111864 4.73% 0.484%

16 11.480 1593 1597 1601 rVB3 26379 29813 1.26% 0.129%
17 11.927 1666 1673 1681 rBV3 199691 244331 10.34% 1.057%
18 12.021 1686 1689 1692 rBV2 24793 28019 1.19% 0.121%
19 12.621 1788 1791 1797 rBV 251495 244162 10.33% 1.056%
20 12.716 1805 1807 1815 rBVZ2 58457 71559 3.03% 0.310%

21 12.857 1825 1831 1836 rBV 231314 246084 10.41% 1.064%
22 12.998 1850 1855 1858 rBV 2139152 1894035 80.12% 8.192%

23 13.286 1900 1904 1907 rBV2 25731 27423 1.16% 0.119%
24 13.568 1947 1952 1955 rBV6 20547 28639 1.21% 0.124%
25 13.698 1966 1974 1977 rBV 25120 38352 1.62% 0.166%
26 13.810 1989 1993 1995 rBV2 21597 26598 1.13% 0.115%

27 13.892 2003 2007 2015 rVB3 204173 273113 11.55% 1.181%
28 14.057 2027 2035 2038 rBV2 759894 817726 34.59% 3.537%
29 14.080 2038 2039 2048 rVB 133769 126573 5.35% 0.547%
30 14.215 2058 2062 2066 rBV2 48064 56588 2.39% 0.245%

31 14.521 2110 2114 2119 rBV3 79312 105629 4_.47% 0.457%
32 14.827 2163 2166 2170 rBV 83190 87537 3.70% 0.379%
33 15.110 2210 2214 2222 rBV2 114418 231814 9.81% 1.003%
34 15.174 2222 2225 2229 rVV 101417 116501 4._.93% 0.504%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 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\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.221 2230 2233 2235 rVB 24130 27370 1.16% 0.118%
36 15.415 2263 2266 2273 rVB 66487 88085 3.73% 0.381%

37 15.480 2273 2277 2283 rVB 110356 138592 5.86% 0.599%
38 15.551 2283 2289 2303 rBV 578726 913173 38.63% 3.950%
39 16.015 2362 2368 2372 rBV 83749 135449 5.73% 0.586%
40 16.074 2374 2378 2385 rVB7 29598 64048 2.71% 0.277%

41 16.527 2450 2455 2469 rBV4 52068 124103 5.25% 0.537%
42 17.051 2538 2544 2551 rBV3 50860 101282 4.28% 0.438%

43 17.139 2557 2559 2566 rVB4 29511 42930 1.82% 0.186%

44 17.245 2571 2577 2579 rvv7 14753 27531 1.16% 0.119%

45 17.503 2616 2621 2629 rVB 38171 77812 3.29% 0.337%
Sum of corrected areas: 23120438
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
: BF118152.D

: 9 Dec 2019 18:53

- Ju

: K6162-02

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120619._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF118152.D
6.64

6.50

7.02
5.49

6.87

5.07

7.43

0
Time-->

4.50 5.00

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BF118152.D

10.70

9.92

8.15 11.40

11.93
2.02 2.72

9.63 11.43

.48

-

12.6212.86

13.00

13.2

Time-->

10.00

10.50

11.00 11.50

9.50 12.00 12.50

13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF118152.D

14.06
15.55

13.89

13.82.18. 98 5, 1452 14.83 13317445

16.53 171651224 17.50

Time-->

T T
17.50 18.00

15.50 16.00 16.50

17.00

R
13.50 14.00

14.50 15.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

2.12 9.39 ng 275464 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 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 6 (2.122 min): BF118152.D (-3) (-) m/z 73.10 100.00%
7B

5000
43

—

| 220 2.30 2.40 2.50
"I""I'"'I""Illl'l"l"""I'"'Il""'l""I'"'I""I""I""I""I""I"' m/z 43.05 34.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000 LI L L L L L L LB L B}
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 27.82%
29
R B e B RIR N LR B s o L e s R e ns e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8B
87 R REERE L as s AR
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.05 23.89%
29 H
L esll | o7 w2 190
T T T T R T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether R R
3 2.20 2.30 2.40 2.50

m/z 41.00 12 _.40%

5000

—

45 59
29
15 Ll \ 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

5.07 12.92 ng 379085 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF118152.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101 RN LR S IR L
51 6o 83 4.80 500 5.20 5.40
SNSTA ] M} S S .« — m/z 59.10 60.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI UL I
59 480 500 520 540
m/z 101.00 23.17%
"'I'”'I'””?ﬁ'”ﬁ”'”I"“I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
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 14 .64%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R L maa
43 4.80 500 5.20 5.40
m/z 41.00 10.17%
5000 101
28 59
‘ ‘ 70 84
'“lﬁﬁl”mw“'WJ'E%MH'“w”“w“kw'”'ﬁ“'v'“v'“l““l“'w RN LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.64 Concentration Rank 1

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

6.64 73.37 ng 2153180 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 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.639 min): BF118152.D (-769) (-) m/z 132.00 100.00%
5000
68
40 % 640 6.60 6.80 7.00
54 : : : :
[T | Weus .~ m/z 68.10 35.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U IR R R I
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.59%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 23.49%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine A E B T L S R
132 6.40 6.60 6.80 7.00
m/z 96.00 14 .46%
5000
33 44 o 105
""'I"'“'ﬁq"h' P" 'JI'M'%%S D DN DA AL URRBE RS S LR
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\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 6.25 ng 244331 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 1673 (11.927 min): BF118152.D (-1666) (-) m/z 73.00 100.00%
43 s
60
5000 129
97 115 213 SR N SRR UL UGS
143107171185, o | 5y 296 11.60 11.80 12.00 12.20
m/z 43.05 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 ‘“4*ﬁq*ﬁFF?%*l*1ﬂﬂﬂﬂFﬁrﬁ+ff
11.60 11.80 12.00 12.20
m/z 41.05 74 .45Y%
L|TJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 60.00 73.00%
29
LN .‘, [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R mam e A RAREY
43 60 78 11.60 11.80 12.00 12.20
m/z 55.00 65.28%
5000 - e
‘ T? 01115 ‘ 171185 214 KMNWNAMMNMA$W
---|-‘---U-‘--”-”‘-”‘H ‘|U--:h---‘-|----]]4:3-:-'--57----|-‘--1-98---- T T %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.68 ng 273113 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94

Abundance Scan 2007 (13.892 min): BF118152.D (-2003) (-) m/z 57.05 100.00%

g7 83

33

5000 111
3 L139 168 189 o0g 234 281 303 13.60 13.80 14.00 14.20
S VRSl e 1 A m/z 43.05 96.05%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 LA L L L L L B LB
1l 13.60 13.80 14.00 14.20
29 m/z 55.05 91.10%
| h |k139 163182 210 37255 356
—— ,. . T
m/z--> 50 lOO 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 R R
13.60 13.80 14.00 14.20
5000 m/z 83.10 86.88%
29 125
g L e 196 24 20209 a0
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R BRE L Rt
57 13.60 13.80 14.00 14.20
83 m/z 97.10 84.11%
5000 111
29 ‘ 140
L O 192 20 09295 w5 | e e
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.58 ng 105629 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane 240 C17H36 000629-78-7 96
3 Hentriacontane 437 C31H64 000630-04-6 76
4 Tetracosane 338 C24H50 000646-31-1 76
5 2-methyloctacosane 408 C29H60 1000376-72-8 68
Abundance Scan 2114 (14.521 min): BF118152.D (-2110) (-) m/z 57.10 100.00%
57
85
5000
242 1490 1440 1460 1480
141 169191 217 302 397 14.20 14.40 14.60 14.80
| e m/z 71.10 70.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 UL BN BRI SN B
mmmmmmmm
29 m/z 43.05 64 .32%
40|14 169 107 95 254
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #94346: Heptadecane
57
g5 14.20 14.40 14.60 14.80
5000 m/z 85.05 61.70%
29
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane e
57 14.20 14.40 14.60 14.80
m/z 41.05 32.44%
5000 85
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 14 20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.55 ng 116501 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
Abundance Scan 2224 (15.168 min): BF118152.D (-2222) (-) m/z 57.05 100.00%
57
5000 85
J 1113 141 169 2}1 239 267 3(32 14.80 15.00 15.20 15.40 '
A R ST ST A R m/z 71.05 66.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 L SRR BRI BRI BSUL R
mmmmmmmm
m/z 43.05 57.21%
29 113 149
14 ﬂ L 169 197 225 253 295 323 367
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #219831: Triacontane
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.10 46.36%
118 141
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #202661: Heptacosane T e T
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .03%
5000 85
29 113 141
LTy 141 169 197 225 253 281 309 337 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 14. 80 15. oo 15 20 15'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.97 ng 135449 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2369 (16.021 min): BF118152.D (-2362) (-) m/z 57.10 100.00%
57
85
5000

239 15.80 16.00 16.20 16.40
e i m/z 71.05 62.52%

155 183 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57
5000 85 lllllllllllllllllll

15.80 16.00 16.20 16.40
4 m/z 43.05 60.00%

13 141 169 107 25 268

4 | i
LARE REREN RRRS ||||||||||||||||||| TTTT |||| LRRRE RN RN ERR |||| TITT T ToTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57
 EREE e e
85 15.80 16.00 16.20 16.40
5000 m/z 85.05 53.89%
4
113
15 | ‘ h | i \ (141 169 197 225 253 296
R AA IR A E L L B R AR RARRIRRE!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane T e e
57 15.80 16.00 16.20 16.40
m/z 55.00 24 .14%
85
5000 4
uqunpuq”upu.”upu.””.”.””.”.””.”.u”.u.unpu.  EREE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118152.D

Aca On : 9 Dec 2019 18:53

Operator :© JU

Sample : K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.53 2.72 ng 124103 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2456 (16.533 min): BF118152.D (-2450) (-) m/z 57.00 100.00%

85

5000

113 S
141 169 211 267 355 16.20 16.40 16.60 16.80

m/z 71.05 76.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 TT [T T I T [T T T T[T T T T[T TTT]
85 16.20 16.40 16.60 16.80
m/z 85.00 67 .38%
29
f | | 113 141 169 197 225 253 281 323 351 380
A e S S e T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
e
16.20 16.40 16.60 16.80
5000 85 m/z 43.00 65.03%
13 14
I L |77, 241 169 197 225 253 281 309 337 365 437
s S B am o e L L e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane R R mEEE
57 16.20 16.40 16.60 16.80
m/z 55.00 22 .52%
5000 85
29 113
[ 1] f 777,242 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120919\
Data File : BF118152.D

Acq On : 9 Dec 2019 18:53

Operator : JU

Sample - K6162-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
Quant Title : 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 9.4 ng 275464 1 6.87 586937 20.0
2-Pentanone, 4-hy... 5.07 12.9 ng 379085 1 6.87 586937 20.0
unknown6 .64 6.64 73.4 ng 2153180 1 6.87 586937 20.0
n-Hexadecanoic acid 11.93 6.3 ng 244331 4 11.40 781774 20.0
Pentafluoropropio... 13.89 6.7 ng 273113 5 14.06 817726 20.0
Octadecane 14 .52 2.6 ng 105629 5 14.06 817726 20.0
Hexacosane 15.17 2.5 ng 116501 6 15.55 913173 20.0
Nonadecane 16.02 3.0 ng 135449 6 15.55 913173 20.0
Hentriacontane 16.53 2.7 ng 124103 6 15.55 913173 20.0
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