LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 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-BF040820 .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 5 9 16 rVB 40143 51258 1.11% 0.116%
2 4.981 485 492 498 rBV 127059 155865 3.37% 0.353%
3 5.387 555 561 564 rBY 3870478 3993220 86.46% 9.040%
4 6.404 728 734 737 rBVY 3773199 4002378 86.66% 9.061%
5 6.592 763 766 777 rBV 240401 233599 5.06% 0.529%
6 6.769 792 796 799 rBVY 1287849 1126933 24.40% 2.551%
7 6.922 818 822 826 rBVY 3507908 3209933 69.50% 7.267%
8 7.334 886 892 895 rBY 2736036 2649406 57 .36% 5.998%
9 8.051 1009 1014 1017 rBV 1649258 1345634 29.13% 3.046%
10 9.133 1192 1198 1201 rBV 5256131 4618697 100.00% 10.456%

11 9.257 1213 1219 1222 rBV 1895154 1892311 40.97% 4.284%
12 9.528 1261 1265 1268 rBV 762536 628223 13.60% 1.422%
13 9.810 1308 1313 1316 rBV 1655718 1400560 30.32% 3.171%
14 10.016 1344 1348 1354 rBV 53868 50623 1.10% 0.115%
15 10.392 1409 1412 1422 rBV 405183 417158 9.03% 0.944%

16 10.598 1442 1447 1450 rBV 3147992 2707400 58.62% 6.129%
17 10.704 1461 1465 1468 rBV 291295 220484 4.77% 0.499%
18 11.292 1561 1565 1569 rBV 1615943 1329823 28.79%% 3.010%
19 11.486 1595 1598 1603 rBV2 49420 61647 1.33% 0.140%
20 11.833 1652 1657 1667 rBV 1962425 2103302 45.54% 4.761%

21 12.357 1742 1746 1750 rBV 97391 140120 3.03% 0.317%
22 12.551 1770 1779 1786 rBV2 259471 455295 9.86% 1.031%
23 12.616 1786 1790 1803 rBV 1301795 1473424 31.90% 3.336%
24 12.710 1803 1806 1808 rVB 142901 109402 2.37% 0.248%
25 12.886 1831 1836 1839 rBV 4168094 3630356 78.60% 8.218%

26 13.121 1870 1876 1879 rBV2 56218 75506 1.63% 0.171%
27 13.274 1899 1902 1906 rVB 86460 72742 1.57% 0.165%
28 13.368 1910 1918 1924 rBV 1575859 1481767 32.08% 3.354%
29 13.792 1986 1990 2004 rVB 409912 623923 13.51% 1.412%
30 13.933 2010 2014 2018 rBV 1003982 910615 19.72% 2.061%

31 14.110 2040 2044 2047 rBV 162396 137796 2.98% 0.312%
32 14.415 2092 2096 2099 rBV 230438 231414 5.01% 0.524%
33 14.715 2143 2147 2150 rVB 298846 288190 6.24% 0.652%
34 14.786 2155 2159 2163 rVB 140469 142204 3.08% 0.322%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.039 2198 2202 2208 rBV 296087 329775 7.14% 0.747%

36 15.374 2253 2259 2262 rBV 669571 839653 18.18% 1.901%
37 15.410 2262 2265 2272 rVB 259992 329324 7.13% 0.746%
38 15.833 2332 2337 2342 rBV 175769 258643 5.60% 0.586%
39 15.904 2345 2349 2351 rBvV4 36467 52392 1.13% 0.119%
40 16.239 2401 2406 2414 rBV10 60247 162634 3.52% 0.368%

41 16.321 2416 2420 2427 rVB3 92127 166366 3.60% 0.377%
42 16.892 2514 2517 2523 rVB4 33172 63730 1.38% 0.144%

Sum of corrected areas: 44173725
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119873.D
5000000

4000000 5.39 6.40
6.92

3000000 733

2000000

6.77
1000000

4.98 6,59

e

T
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: BF119873.D

5000000

12.89
4000000

10.60
3000000

2000000 9.26 11.83

8.05 9.81 11.29
12.62

1000000 953

10.39
10.70 2
10.02 NIt 11.49 12,365 102,71 L13.1Eﬁ

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: BF119873.D

5000000

4000000
3000000

2000000
.37

13.93
1000000 15.37

13.79 1 15.04
N A¥ﬁ_lﬁfl 14.42 31%9 i 4&41 158%0 161882 16.89

Ol e e e e e

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\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.98 2.77 ng 155865 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 492 (4.981 min): BF119873.D (-485) (-) m/z 42.95 100.00%
43
59
5000
o 83 Hl)l 460 480 5.00 5.20 5.40
ot e m/z 59.00 62.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RN RN R
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.01%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 101.00 14 .33%
a1 101
15 31 53 69 83
e S I SIS SULIURS SURILL IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A B Ea )
50 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.33%
5000 41
31
| © g
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

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

6.59 4_.15 ng 233599 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 39
3 Ethanol. 2.2"-oxvbis- 106 C4H1003 000111-46-6 38
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 38
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38

Abundance Scan 766 (6.592 min): BF119873.D (-763) (-) m/z 45.00 100.00%
45
5000
59
2 500 600 650 680 700
104 : : : : :
O el e b 8 A Tm/z 59.00  33.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
AN
5000 NS AN SR L
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.00 16.51%
o1y W |, 8o 104 136 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
SRR AARSERARAE SRR RSN
6.20 6.40 6.60 6.80 7.00
5000 3 m/z 43.00 13.41%
59
31
0 15 38 89 103 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4980: Ethanol, 2,2"-oxybis- .
45 6.20 6.40 6.60 6.80 7.00

m/z 73.00 10.03%

5000

75
L NIl 38 58 | 88

(O e B ML B o o e o B B R s R e a s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5

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

9.26 27.02 ng 1892310 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8H9NO2 000621-42-1 58
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1220 (9.263 min): BF119873.D (-1213) (-) m/z 42.95 100.00%
B 109
151
5000
57 69 85 '9.00 9.20 9.40 9.60
123 169 : : : :
Ot 98 122337 |09 69710 79, 11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 IR SRS AR R I
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.10 57.24%
SR O Y =0 W i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
" '9.00 9.20 9.40 9.60
5000 151 m/z 41.10 17.37%
93 122
32 79 134
G R R L S WL B B SR W WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol b R ERamREs
109 9.00 9.20 9.40 9.60
m/z 85.00 13.59%
5000 151
43
80
ol 15 27 “ 54 65 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl10.39 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.39 5.96 ng 417158 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 53
2 Metacetamol 151 C8H9NO2 000621-42-1 46
3 p-Isopropoxvaniline 151 C9H13NO 007664-66-6 43
4 Acetaminophen 151 C8H9NO2 000103-90-2 43
5 Diacetamate 193 C10H11NO3 002623-33-8 43
Abundance Scan 1412 (10.392 min): BF119873.D (-1409) (-) m/z 42.95 100.00%
43
109
5000
57 - | 43 10100 10130 1940 10163 1030
255 : : : :
o, ..,....',||..-'.|, ik ..I..,I.,.,n A 3T L 189 ..1.9.5...|~. e m/z 109.10  57.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43 109
151

10.00 10.20 10.40 10.60 10.80
m/z 151.10 22 .38%

5000

69 g5
oL 15 2° 1L osb ol e

169

192 211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
R e R N R
10.00 10.20 10.40 10.60 10.80
5000 m/z 41.00 20.78%
151
0 27 65 94 | 122135
T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24948: p-lsopropoxyaniline
109 10.00 10.20 10.40 10.60 10.80

m/z 213.10 19.80%

5000

80 151

26 39 53 6p
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,00 10,20 10.40 1060 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Benzenesulfonamide, N,4-dim... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.32 ng 220484 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 91
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 50
4 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 50
5 Toluene-4-sulfonic acid, 2-benzy... 366 C18H2206S 118653-93-3 43
Abundance Scan 1464 (10.698 min): BF119873.D (-1461) (-) m/z 91.00 100.00%
Ji
5000
65
39 121 155 185 10.40 10.60 10.80 11.00
51 77 108 : : : v
0....,....|,-..-'..,-|:...-,..'I.,.:..;'...1.3,9...|.,....,....,. m/z 65.00 29.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
Ji
5000 --4----4----|----|----
10.40 10.60 10.80 11.00
30 65 155 185 m/z 92.00 18.47%
121
Jas | a8t | 77 | 1087 13
m/z--> 25 4b eb éo 160 150 150 1é0 1éo 260
Abundance
91
10,40 10,60 10.80 11.00
5000 185 m/z 185.00 17.58%
155
65
30
o 41 51 77 108 121 139
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #57502: 4-Toluenesulfonylmethyl isocyanide R
g1 10.40 10.60 10.80 11.00

m/z 155.00 15.96%

5000 65 -

39

131
14 27 | 5 77108 12111 | 195

T T T T T T T T T 4

I I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 31.63 ng 2103300 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1656 (11.827 min): BF119873.D (-1652) (-) m/z 60.00 100.00%
43 60 73
5000
129
97
I *Jl U5 | 43157171185,49213, 0 56 11.60 11.80 12.00 12.20
O e m/z 43.00 99.74Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
11.60 11.80 12.00 12.20
213 m/z 57.00 85.67%
. || L 143157171185 oo
m/z--> "éb“ 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11!60 11fso 12!00 12!20
5000 129 m/z 73.00 84 .52%
29 87 115 171
185 214
olas LM gl B LT ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid  EEam T R REEs
43 6 11.60 11.80 12.00 12.20
m/z 55.00 80.11%
29
5000
m/z--> "éb“ 'Zb"'éo 80 100 120 140 160 180 200 220 240 260 - ii éolii éd ié dd ié éd
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl2.55 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.55 6.85 ng 455295 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 49
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 35
3 2-Ethvlhexvl hvdroaen maleate 228 C12H2004 002370-71-0 27
4 l1sobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 27
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 27
Abundance Scan 1779 (12.551 min): BF119873.D (-1770) (-) m/z 57.00 100.00%
57
5000
117
g3 100
3 239257 12.20 12.40 12.60 12.80
o '! AL.335 167185 213 2 et | m/z 55.95 48.92%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000 100
29 12.20 12.40 12.60 12.80
83 m/z 43.00 41.52%
ol 12 ,L h , J 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance
57
12.20 12.40 12.60 12.80
5000 m/z 55.00 39.89%
39
o 85 107 127
m/z--> 50 100 150 200 250 300 '
Abundance #84046: 2-Ethylhexyl hydrogen maleate
57 12.20 12.40 12.60 12.80
m/z 41.00 37 .60%
5000
117
83100
o H“ “ h J | 141167185 212229
m/z--> 100 150 200 250 300 ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.62 32.36 ng 1473420 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1791 (12.621 min): BF119873.D (-1786) (-) m/z 43.10 100.00%
5000
185 241
143157171 | 199574227 12.40 12.60 12.80 13.00
o} m/z 57.00 91.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
7B
43 §
129
5000/ 28 284
12.40 12.60 12.80 13.00
m/z 59.95 90.14%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 N
12.'40 12.|60 12.|80 13.'00
5000 129 m/z 72.95 84.62%
8 g7 115 213 256
157 1 5!
. 1437 185190 oot at
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid T A
43 o7 T8 12.40 12.60 12.80 13.00
m/z 55.00 77.99%
129
5000 29
0‘
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\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl12.71 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.40 ng 109402 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 38
2 Decanamide- 171 C10H21NO 002319-29-1 38
3 Tetradecanamide 227 C14H29NO 000638-58-4 35
4 Nonanamide 157 C9H19NO 001120-07-6 35
5 Hexadecanamide 255 C16H33NO 000629-54-9 27

Abundance Scan 1806 (12.710 min): BF119873.D (-1803) (-) m/z 59.00 100.00%

59
5000
257

97 115129 239 12.40 12.60 12.80 13.00
143157 171185199213
0! m/z 56.00 80.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60440: Dodecanamide
59
5000

72 12.40 12.60 12.80 13.00
28 43 m/z 43.10 47.48%

|h I | 86 100114128 145156170 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59

12.40 12.60 12.80 13.00

o

5000 m/z 57.00 44.78%
72
43
oL 15 29 86 100114128 142155 171

T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83609: Tetradecanamide

59 12.40 12.60 12.80 13.00

m/z 41.00 43.51%

5000

72
28 43
0 i H\ Ll 8\6 100114128 149 170184198 227 ﬁ“%ﬁ?l\vjrv—v—v—v—rv—v—v—v—rv—v—v—v—y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.37 32.54 ng 1481770 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
3 Decanamide- 171 C10H21NO 002319-29-1 50
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Nonanamide 157 C9H19NO 001120-07-6 49
Abundance Scan 1918 (13.368 min): BF119873.D (-1910) (-) m/z 59.00 100.00%
5000
83 97 112156140 201 13.00 13.20 13.40 13.60
183 - : : :
o 154168 221238 264 281 n/z 55.00 48 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 %
13.00 13.20 13.40 13.60
81 m/z 72.00 48 .55%
) 2 DB 112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.00 13.20 13.40 13.60
5000 m/z 43.05 37.70%
43 114
73
oL15 29 100 | 128142156171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 L
Abundance #38977: Decanamide- i B T e e B
50 13.00 13.20 13.40 13.60
m/z 40.95 36.78%
5000
43
LI 8\6100114128142156 S )L N
TTT |||| |||| TTT T[T T T T[T T T T[T I T T [TroIT |||| LINLINL LI LN N —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF040820.M Fri Apr 10 09:34:45 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.79 13.70 ng 623923 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 1990 (13.792 min): BF119873.D (-1986) (-) m/z 57.00 100.00%
57
5000
111 LN DU SRR S I

=

3.40 13.60 13.80 14.00 14.20

oL L ....,....,2.1?..,..2?1.,....,....,....,...., m/z 43.05 78.32%
m/z--> 50 150 2000 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate

| N

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_v_v—rv_r
13.40 13.60 13.80 14.00 14.20
m/z 55.00 69.07%

125
29
o |\ ]H ?3}81 208 250 278 306 334 364 392 437 488
e B e B LA L A i i o e |
m/z--> 50 100 15 250 300 350 400 450
Abundance
57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.00 44._44%

125
o 29 153181 224250 280308 353 454
T T T T T e e e T e T
m/z--> 50 100 150 200 250 300 350 400 450 ~J
Abundance : i

#236054: Heneicosy! heptafluorobutyrate T T T T

5000

57 13.40 13.60 13.80 14.00 14.20
m/z 41.05 42 .54%
97
5000
s 125
o1l ‘ L 189106000 266294 339 490 )\ \

LANLINLIN [NLENL N L L L L L L L L L L [ L Y L L L L LB L BN L | —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
miz--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.11 3.03 ng 137796 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 86
Abundance Scan 2044 (14.110 min): BF119873.D (-2040) (-) m/z 57.05 100.00%
g7
5000 85
113 13:80 14.00 14.20 14.40
155
oL, I, Ay a3319° 183 211 239 283309 | .77 43.10  59.85%
m/z--> 50 100 150 200 250 300 350

Abundance #209566: Octacosane
57
5000 a5
29
oL T 141 169 197 225 253 281 309 337 365 394
R e L AR Ll e
m/z--> 50 100 150 200 250 300 350
Abundance
57
5000
85
29
0 113 141 169 197 225 253 281 323 351 380
A Y e A e Y
m/z--> 50 100 150 200 250 300 350

13. 80 14. OO 14 20 14.40

m/z 71.00 51.48%

13.80 14.00 14.20 14.40

m/z 85.05 37.73%

Abundance #175557: Tetracosane R e A T
57 13.80 14.00 14.20 14.40
m/z 55.00 24 .58%
5000 85
29 113
0 | ] | | 77° 141 169 197 225 253 281 309 338
— T T T T T e T e o
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40

8270-BF040820.M Fri Apr 10 09:34:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.42 5.08 ng 231414 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Tetracosane 338 C24H50 000646-31-1 81
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80
Abundance Scan 2097 (14.421 min): BF119873.D (-2092) (-) m/z 57.00 100.00%
57
5000 85
113 "' 1420 14.40 1460 14.80
155 221239
- ,J. bl gsp 188 221299 265 3%5 | o TA3.00  59.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R S AL SO B
14.20 14.40 14.60 14.80
- m/z 71.10 53.40%
| | | [ Ill3 141 169 197 225 253 296
o N Y A e O LA N B
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 1420 14.40 1460 14.80
5000 g5 m/z 85.05 41 .92%
29
o 113 141 169 197 226
m/z--> éo 160 1éo 260 250 360 3%0
Abundance #105885: Octadecane e RERaEERER o
57 14.20 14.40 14.60 14.80
m/z 41.00 25.54Y%
5000 85
29
0 \‘ Wl ‘\ | il 1‘ 1:}3 | 1?1 L 169 197 225 254
m/z--> 5'0 1(')0 150 200 251;0 300 3&1,0 14.'20 14.'40 14.I60 14.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.72 6.86 ng 288190 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2148 (14.721 min): BF119873.D (-2143) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
3 141 169
o ,I. gy M 109 205225 283 282 “n7oT43.05  65.54%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 L BN B L B
mmmmmmmm
29 m/z 71.00 51.99%
113
o | I i 70, 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3%0
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 43.70%
29
. 113 141 160 197 225 253 296
m/z--> 55 160 150 260 250 360 3%0
Abundance #185533: Pentacosane T T ey
57 14.40 14.60 14.80 15.00
m/z 41.00 18.73%
5000 85
113
oL 2| L | d | |11 169189 211 239 267 205 3p3 352
m/z--> 50 100 150 200 2%0 360 3%0 1440 1460 1480 1500

8270-BF040820.M Fri Apr 10 09:34:49 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 16 Squalene Concentration Rank 16

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

14.79 3.39 ng 142204 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 83

4 (.+/-.)-Lavandulol. pentafluorop...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

300 C13H17F502

208 C14H240

1000352-63-1 72
125529-10-4 64

Abundance Scan 2160 (14.792 min): BF119873.D (-2155) (-) 69.05 100.00%
69
5000
41
137 1440 14.60 14.80 15.00 15.20
1 175 207 239
o N .'U.?-.Ju 228 m/z 81.00 56.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LA L L L L L L L L LB
14. 40 14. 60 14. 80 15. OO 15. 20
95 m/z 41.05 30.32%
137
0 by ﬂ f1y ] 161 191 217 273 299 341 367 410
T I IR e e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R e  RE R R
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.05 18.01%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
T T T T T [T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- B B E e
69 14.40 14.60 14.80 15.00 15.20
M m/z 68.10 10.47%
5000
95 123 149
LW B ey
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 17 Nonadecane, 9-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.04 7.86 ng 329775 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2202 (15.039 min): BF119873.D (-2198) (-) m/z 57.05 100.00%
57
5000 g5 k l
13 " 14.80 15.00 15.20 15.40
155
ol iy, 20188 225252262 ' "m/z 43.10 59.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57
o .
5000 L S BRI U U
mmmmmmmm
140 m/z 71.05 45 .89%
113 168
oL L 211 238 267
m/z--> §o 160 150 260 250 360 3%0 460 '
Abundance
57
" 14.80 15.00 15.20 15.40
5000 m/z 85.10 36.61%
85
29 113 141 169 197 22
ol b bl gy 2 197 225 263 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R =
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .34Y%
5000 85
. i |13 141 169 107 205 253 295 323 367
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 14|80 15. oo 15. 20 15. 40

8270-BF040820.M Fri Apr 10 09:34:52 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 18 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.83 6.16 ng 258643 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2336 (15.827 min): BF119873.D (-2332) (-) m/z 57.05 100.00%
57
5000
l 85 M\I\J
113 141 15.60 15.80 16.00 16.20
ol ALyt 1e0 208 239 283 385 7o A300  53.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LU AL SO SN B
15.60 15.80 16.00 16.20
m/z 71.10 48.77%
29J 13 14
oL 60 107 225 253 205 323 se7
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
"' 15:60 15.80 16.00 16.20
5000 85 m/z 85.00 33.97%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #94345: Heptadecane LI L L L N N B
57 15.60 15.80 16.00 16.20
m/z 55.00 26.05%
5000 85
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 ! 15.|60 15.|80 16.|00 16.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 19 unknownl6.24 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.24 3.87 ng 162634 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropall6.171prean-4-ene-3.2... 326 C22H3002 002205-92-7 14
2 5.alpha.-Preanan-20-one. 12.beta... 318 C21H3402 005618-22-4 14
3 Cholest-5-en-3-o0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 12
4 21-Acetoxvpreanenolone 374 C23H3404 000566-78-9 12
5 Pregna-4,16-diene-3,20-dione, 16... 326 C22H3002 013485-43-3 10
Abundance Scan 2406 (16.239 min): BF119873.D (-2401) (-) m/z 43.05 100.00%
a3
109
5000 275
301
326353 386 IIlllllllllllllllllllll
| 16.00 16.20 16.40 16.60
oL, m/z 55.00 70.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166284: Cyclopropa[16,17]pregn-4-ene-3,20-dione, 3',16-di...
43
5000 TTTTTTTT T T T T T T T
01 326 16.00 16.20 16.40 16.60
o7 124 g 283 m/z 109.10 58.38%
I | 203 241
oL~ IJ III.I 8
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
" 16,00 16.20 16.40 16.60
5000 m/z 95.05 56.42%
81
242
109 149 300
o 129 190 215 267
mz-> 50 100 150 200 250 300 350 400
Abundance #221766: Cholest-5-en-3-ol (3.beta.)-, acetate b RREmE EE e
43 16.00 16.20 16.40 16.60
m/z 107.00 55.96%
5000 81 368
107 147
213 __ 260
o .“‘- | ..,’L Hﬁ%fﬂml o2 D 2 e | | | 4z B TN N i
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040820\
Data File : BF119873.D

Aca On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 20 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.96 ng 166366 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Nonadecane 268 C19H40 000629-92-5 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2420 (16.321 min): BF119873.D (-2416) (-) m/z 57.05 100.00%
57
4 e
113 16.00 16.20 16.40 16.60
141 169
- Zh 2P, 267283 32 "m/z 43.00 50.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57
S0001 4 85 16.00 16.20 16.40 16,60
m/z 71.00 50.23%
o L oJ 23, 141 169 196 240
m/z-> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
16.00 16.20 16.40 16,60
5000 85 m/z 85.10 38.26%

41
113 141 169 197 295 268

F

O‘WWT"WWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane B e et
57 16.00 16.20 16.40 16.60
m/z 55.00 24 .27%
85
5000

?

‘ h‘ L JJ | Mt 169 107 225 p53 282

LR RSP R A e A S5 S .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040820\
Data File : BF119873.D

Acq On : 9 Apr 2020 16:57

Operator : MA/SJ

Sample : L2172-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
2-Pentanone, 4-hy... 4._.98 2.8 ng 155865 1 6.77 1126930 20.0
Ethanol, 2-(2-eth... 6.59 4.2 ng 233599 1 6.77 1126930 20.0
2,4,7,9-Tetrameth. .. 9.26 27.0 ng 1892310 3 9.81 1400560 20.0
unknown10.39 10.39 6.0 ng 417158 3 9.81 1400560 20.0
Benzenesulfonamid... 10.70 3.3 ng 220484 4 11.29 1329820 20.0
n-Hexadecanoic acid 11.83 31.6 ng 2103300 4 11.29 1329820 20.0
unknownl12 .55 12.55 6.8 ng 455295 4 11.29 1329820 20.0
Octadecanoic acid 12.62 32.4 ng 1473420 5 13.93 910615 20.0
unknownl12.71 12.71 2.4 ng 109402 5 13.93 910615 20.0
9-Octadecenamide, ... 13.37 32.5 ng 1481770 5 13.93 910615 20.0
Octacosyl trifluo... 13.79 13.7 ng 623923 5 13.93 910615 20.0
Octacosane 14.11 3.0 ng 137796 5 13.93 910615 20.0
Heneicosane 14.42 5.1 ng 231414 5 13.93 910615 20.0
Tetracosane 14.72 6.9 ng 288190 6 15.37 839653 20.0
Squalene 14.79 3.4 ng 142204 6 15.37 839653 20.0
Nonadecane, 9-met... 15.04 7.9 ng 329775 6 15.37 839653 20.0
Hexacosane 15.83 6.2 ng 258643 6 15.37 839653 20.0
unknownl16.24 16.24 3.9 ng 162634 6 15.37 839653 20.0
Heptadecane 16.32 4.0 ng 166366 6 15.37 839653 20.0
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