LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF022719_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 height area % max. total
1 2.269 21 31 40 rvB2 49315 185863 3.25% 0.393%
2 5.340 547 553 556 rBV 3492229 3816301 66.78% 8.079%
3 6.369 722 728 744 rVB 3678118 4418106 77.31% 9.353%
4 6.492 744 749 752 rBV 4130028 4117801 72.05% 8.717%
5 6.716 783 787 790 rBV 1145434 985365 17.24% 2.086%
6 6.875 809 814 817 rBV 3336081 3259073 57.03% 6.899%
7 7.281 877 883 894 rBV 2349261 2757099 48.24% 5.837%
8 7.998 1000 1005 1011 rBV 1283408 1238104 21.66% 2.621%
9 9.075 1183 1188 1191 rBV 5241980 4971624 86.99% 10.525%
10 9.198 1206 1209 1213 rVB 200262 185317 3.24% 0.392%

11 9.463 1251 1254 1270 rVB 453138 438368 7.67% 0.928%
12 9.745 1298 1302 1313 rVB 1532446 1509567 26.41% 3.196%
13 10.339 1400 1403 1409 rBvV 48393 58178 1.02% 0.123%
14 10.539 1432 1437 1440 rBV 3489709 3483571 60.95% 7.375%
15 11.227 1550 1554 1561 rBV 1917861 1706248 29.86% 3.612%

16 11.474 1592 1596 1603 rBV4 44483 76502 1.34% 0.162%
17 11.769 1641 1646 1654 rBV 888859 939884 16.45% 1.990%
18 12.280 1730 1733 1739 rBvV 630842 943234 16.50% 1.997%
19 12.439 1754 1760 1761 rBV2 54657 62816 1.10% 0.133%
20 12.474 1762 1766 1774 rVB 202014 268890 4._.70% 0.569%

21 12.551 1775 1779 1790 rBV 302647 431563 7.55% 0.914%
22 12.816 1819 1824 1827 rBV 5183379 5715053 100.00% 12.098%
23 13.051 1858 1864 1867 rBV2 162608 261171 4._.57% 0.553%
24 13.498 1937 1940 1949 rVB4 48801 88819 1.55% 0.188%
25 13.721 1971 1978 1992 rBV2 413347 763395 13.36% 1.616%

26 13.857 1996 2001 2005 rBV 1600779 1728126 30.24% 3.658%
27 14.033 2028 2031 2038 rVB 88178 93206 1.63% 0.197%
28 14.339 2080 2083 2085 rBvV 108208 100486 1.76% 0.213%
29 14.492 2105 2109 2112 rBV 100751 113201 1.98% 0.240%
30 14.633 2130 2133 2137 rVB 163038 151456 2.65% 0.321%

31 14.698 2141 2144 2148 rBV2 143609 149973 2.62% 0.317%
32 14.945 2183 2186 2193 rVB 223501 245012 4._.29% 0.519%
33 15.268 2236 2241 2245 rBV 961947 1273796 22.29% 2.697%
34 15.298 2245 2246 2255 rVB 222044 225572 3.95% 0.478%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.704 2310 2315 2320 rBV 199141 278683 4._.88% 0.590%

36 16.168 2390 2394 2406 rVB4 106127 196338 3.44% 0.416%

Sum of corrected areas: 47237761
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JUu/SJ

Sample - K2040-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF022719 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113232.D
5000000

6.49

4000000 6.37

5.34 6.87

3000000
7.28

2000000

6.72
1000000

2.27 J{

T T

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: BF113232.D

5000000

4000000
10.54

3000000

2000000 11.23

9.75

8.00
11.77
1000000 12.28

9.46
J LQ/'E)J 10.34 || 11.47 }\ 11221@55 13.05
I

Oty A e N e e e e

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: BF113232.D

5000000

4000000

3000000

2000000 13.86

1000000

14.03 14.3m AdL630 14.94 15 15.70 16.17

ol —_—————————————— e ——— T —————

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 unknown2.27 Concentration Rank 9

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

2.27 3.77 ng 185863 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 7
2 Ethanethiol 62 C2H6S 000075-08-1 4
3 Peroxide, dimethyl 62 C2H602 000690-02-8 4
4 Ethene, chloro- 62 C2H3CI 000075-01-4 4
5 Pent-4-enylamine 85 C5H11N 022537-07-1 4

Abundance Scan 31 (2.269 min): BF113232.D (-21) (-) m/z 43.00 100.00%
43
5000
62
2.202.30 2.40 2.50 2.60 2.70
36 4 50 56 67 84
O”P”Wmﬁ””PmP“W””W”ﬁ'+”W“”W“P”WMW””P”WMW””PM m/z 41.95 37.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #325: 1,2-Ethanediol
31
5000

2.202.30 2.40 2.50 2.60 2.70

43 m/z 61.90 31.16%
O H P e Hrr e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
29 47 62
2.202.302.40 2.50 2.60 2.70
5000 m/z 43.95 25.91%
2
6 34 58
1215 37 44| 50 65
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #330: Peroxide, dimethyl
31 62 2.202.302.40 2.50 2.60 2.70
m/z 60.90 21.82%
5000
15
2 45
0 12” 18 0|34 4248 59
T e e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 unknown6.49 Concentration Rank 1

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

6.49 83.58 ng 4117800 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 47
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.492 min): BF113232.D (-744) (-) m/z 131.95 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 : : : :
o qrer lasus o "m/z 67.95 40.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RS RS LRSS AR
69 6.20 6.40 6.60 6.80
ag o m/z 134.00 33.86%
8 “ “ g 89 103
oL— |H‘H|4|mﬁ‘ f |‘ - I\F\I : I‘wl I\ T ‘l\ : :!']'ISI — B e o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 640 6.60 6.80
5000 m/z 65.95 26 .37%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R ma
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 15.67%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 08 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13

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

9.20 2.46 ng 185317 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 59
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47

Abundance Scan 1209 (9.198 min): BF113232.D (-1206) (-) m/z 43.00 100.00%
43
109
5000 151
=7 & & 880 9.00 920 940 9.60
123 169 : : : : :
0 ...,....',|:'..".|', e B0 R | m/z 109.00  77.26%
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 RS SRS LA
8.80 9.00 9.20 9.40 9.60
57 69 g5 m/z 151.00 46.51%
ot B e R | am
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
880 9.00 920 940 9.60
5000 151 m/z 41.00 18.26%
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 i B e pi e
109 8.80 9.00 9.20 9.40 9.60
m/z 69.00 13.47%
5000 151
43
ol 15 27 “ 54 65 M 91 | 122135 |
m/z--> 20 40 60 8 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 11.02 ng 939884 Phenanthrene-d10 11.23
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1646 (11.769 min): BF113232.D (-1641) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 213 I|IIII|IIII|IIII|IIII|I
143127171185, 99 | o0 256 11.40 11.60 11.80 12.00
0 m/z 43.00 90.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R U DU R RGN
11.40 11.60 11.80 12.00
m/z 59.95 85.99%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 1160 11.80 12.00
5000 129 m/z 57.00 73.66%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 250 250 2éo
Abundance #72647: Tridecanoic acid o
60 73 nmnmnmnm
43 m/z 41.00 68.58%
129
5000 -
143157 214
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 n-Heptadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.28 11.06 ng 943234 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 93
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 1733 (12.280 min): BF113232.D (-1730) (-) m/z 55.00 100.00%
55 83
RN VNI BN B
3 139 12.00 12.20 12.40 12.60
ol S e e, 302 m/z 83.00 88.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107662: n-Heptadecanol-1
55 83
12.00 12.20 12.40 12.60
m/z 43.00 87.32%
o 139 168 194210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
12,00 12.20 12.40 12.60
5000 11 m/z 57.00 85.58%
39

140 168 196 224

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #180910: Pentafluoropropionic acid, tridecyl ester T
43 12.00 12.20 12.40 12.60
m/z 69.00 77.79%
5000
19
0 2L 137754 182 505 227
EaamasEa Lo T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 unknownl2.47 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.47 3.15 ng 268890 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 43
2 3-Hexanone 100 C6H120 000589-38-8 38
3 3-n-Propyl-2,4-pentanedione 142 C8H1402 001540-35-8 38
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 38
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 38
Abundance Scan 1765 (12.468 min): BF113232.D (-1762) (-) m/z 57.00 100.00%

7

5000
139154 179 264 30 12.20 12.40 12.60 12.80
o} m/z 71.00 72.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57
5000 LA L L L L L LB
12 20 12. 40 12 60 12. 80
gs 113 m/z 43.00 64 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T
12.20 12.40 12.60 12.80
5000 100 m/z 55.00 59.23%
29
0 14 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19681: 3-n-Propyl-2,4-pentanedione A
43 71 12.20 12.40 12.60 12.80
m/z 41.00 54_.78%
B T \J\VUL/W
27
0 ”.,m..,.Jq..h,ﬁn.,nl.ﬁg?}fﬁ........” R Ra%aa pa s s T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.55 4.99 ng 431563 Chrysene-di12 13.86
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
Abundance Scan 1779 (12.551 min): BF113232.D (-1775) (-) m/z 72.95 100.00%
B g B
5000 129
199513227 12.20 12.40 12.60 12.80
0 m/z 43.00 98.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
483 57 78
5000 129 A SRR DU B
nmnmnmnm
m/z 57.00 83.49%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12!20 12)40 12!60 12!80 '
5000 g 129 m/z 59.90 82.33%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid ST T T T
78 12.20 12.40 12.60 12.80
43 m/z 41.00 69.33%
5
5000 129
185 228
115
1 1435171
OI .......TJW H‘ “.‘..‘..:!-.57.....‘..]:99.?}?.}‘......|....|... O o s o R RN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.05 3.02ng 261171  Chrysene-di2 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 91
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91

3 1-Octadecanesulphonyl chloride

352 C18H37CI102S

1000342-70-4 87

4 Tritetracontane 605 C43H88 007098-21-7 83
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 1864 (13.051 min): BF113232.D (-1858) (-) m/z 57.00 100.00%
7
43
5000
Ot m/z 43.00 71.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
57
71
5000 85 LA L L L L L LB
12.80 13.00 13.20 13.40
m/z 71.00 63.13%
29
0 1| \‘ m\“ \‘ ?‘ 3127141 168 197 231 261
REERE R . "“"“"“"“"“"“"“'w'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
71 12.80 13.00 13.20 13.40
5000 85 m/z 85.00 44.98%

0 113127141155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride I a  BREEEEES B
12.80 13.00 13.20 13.40

m/z 55.00 38.51%

5000

119133147161175

12.80 13. 00 13. 20 13.40

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.72 8.83 ng 763395 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 1978 (13.721 min): BF113232.D (-1971) (-) m/z 57.00 100.00%
57
83
5000
111
IR PN N SRR
139 13.40 13.60 13.80 14.00
- , l Ifes 106 230067 | n77 43.00 83.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 S DA AR LA IARE
111 13.40 13.60 13.80 14.00
29 m/z 55.00 71.09%
0 I “‘ H ‘\ \‘\ \‘\ i 210 238 283 434
m/z--> 50 260 250 300 350 400
Abundance
55 83
13.40 1360 13.80 14.00
5000 111 m/z 83.00 68.28%
29
o 139 167 106 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester B e A EEmEEmma
57 13.40 13.60 13.80 14.00
97 m/z 97.00 60.09%
5000
125
29
o Ll \L h1§3 182 224 252 207 398
m/z--> 50 1(')0 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 11 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.38 ng 151456 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2132 (14.627 min): BF113232.D (-2130) (-) m/z 57.00 100.00%
57
5000 85
13 "' 14140 1460 14.80 15.00
155 183
o3 ,I. L 4283195 183 211 230 260 302326 3% | 77 00 65,710
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 U AL BUREUL ML B
14.40 14.60 14.80 15.00
29 m/z 43.00 60.42%
0 h‘ l h Il u‘ 1%“-3 | 14\.1 L 169 197 225 254
m/z--> 55 160 150 200 250 360 3éo
Abundance
57
"' 14140 1460 14.80 15.00
5000 P m/z 85.00 48 .38%
29 113 169
Oy }ﬁg' UL R 2L U DA B
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester RamaEEE RS
43 14.40 14.60 14.80 15.00
m/z 55.00 18.99%
5000 n
L
o Al s ey
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 15

Peak Number 12 Squalene

Relative to ISTD

R.T. EstConc Area
14.70 2.35 ng 149973
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Squalene
2 Supraene
3 Docosa-2,6,10,14,18-pentaen-22-a. ..
4 Trideca-1,3,7,11-tetraene-1,1-di...
5 Crotonic acid, o-formylphenyl ester

410 C30H50
410 C30H50
384 C27H440
268 C18H24N2
190 C11H1003

000111-02-4 87
007683-64-9 74
1000163-04-7 72
1000159-88-9 53
114636-69-0 52

Abundance Scan 2144 (14.698 min): BF113232.D (-2141) (-) m/z 69.00 100.00%
69
41
% 121 19 1440 14.60 14.80 15.00
77197217 : : : :
S ) l (GIOT2T 296 300 s . m/z 81.00 51.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LIS L L L L L L L L B
a1 14.40 14.60 14.80 15.00
95 m/z 41.00 27 .44%
137
oLt .““,%‘W.”. ot L 281 2is2e9 sML e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R A
14.40 14.60 14.80 15.00
5000 m/z 149.00 16.47%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... R e R R
69 14.40 14.60 14.80 15.00
m/z 95.00 13.08%
5000 41
93
’ h 136
ol b b 1y ) 20T 192 231 273 815341 384 S
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF022719.M Mon Mar 25 15:22:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 13 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.94 3.85 ng 245012 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2185 (14.939 min): BF113232.D (-2183) (-) m/z 57.00 100.00%
sl
5000 85
113 14.60 14.80 15.00 15.20
268
o3 ,|. WA 77,291 160 197 225 208 295 527 355 77 00 61.20%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 L DU SR BN SUURRR
85 14.60 14.80 15.00 15.20
29 m/z 43.00 59.64%
0 \‘ \‘ h “\ (N \\‘ 1}3 i 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 1460 14.80 15.00 1520
5000 m/z 85.00 44 .94%
29
113 196
o 141 168 224243 265283
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R o AR REE REEE
57 14.60 14.80 15.00 15.20
m/z 55.00 18.17%
5000 85
. 2004 | M8 141 169 197 225 253 281 310
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\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 4.38 ng 278683 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2314 (15.698 min): BF113232.D (-2310) (-) m/z 57.00 100.00%
57
5000 85
J j R T 15140 15,60 15180 16,00
ob b e B - E— m/z 71.00 67.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 L A SR B SURRA
85 15. 40 15. 60 15. 80 16. oo
29 m/z 43.00 59.04%
0 | k L W (] J }3\141.169 197 225 253 282
m/z--> §o 160 1éo 260 2éo 360 3%0 460
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 47 .68%
29
o 113 141 169 197 225 253 281 309 337 365 394
HELL SR UL IR UL IR WAL SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R e
57 15.40 15.60 15.80 16.00
m/z 41.00 20.46%
5000 85
113 141
NEIRES |77, 141 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 250 360 350 460 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 15 Heneicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.17 3.08 ng 196338 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Docosane 310 C22H46 000629-97-0 86
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86

Abundance Scan 2394 (16.168 min): BF113232.D (-2390) (-) m/z 57.00 100.00%
g7
T AJ\AN¢MWJ\~W_,VV~A
5000
L N BRI B
155 210 267 15.80 16.00 16.20 16.40
ol b AL l|ll b2 182 20 230 00 A m/z 71.00 63.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR DAL B B B B
mmmmmmmm
m/z 43.00 57 .24%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15.80 16.00 16.20 16140
5000 85 m/z 85.00 53.27%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #153223: Docosane L B oI
57 15.80 16.00 16.20 16.40
m/z 99.05 18.71%
- I um
113
0 LM, 188 211 239 067 310
m/z--> 55 160 150 260 250 300 3%0 ' 1580 1600 1620 1640 '

8270-BF022719.M Mon Mar 25 15:22:40 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032219\
Data File : BF113232.D

Acq On : 22 Mar 2019 14:03

Operator : JU/SJ

Sample - K2040-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown2 .27 2.27 3.8 ng 185863 1 6.72 985365 20.0
unknown6 .49 6.49 83.6 ng 4117800 1 6.72 985365 20.0
2,4,7,9-Tetrameth. .. 9.20 2.5 ng 185317 3 9.75 1509570 20.0
n-Hexadecanoic acid 11.77 11.0 ng 939884 4 11.23 1706250 20.0
n-Heptadecanol-1 12.28 11.1 ng 943234 4 11.23 1706250 20.0
unknownl12 .47 12 .47 3.1 ng 268890 4 11.23 1706250 20.0
Octadecanoic acid 12.55 5.0 ng 431563 5 13.86 1728130 20.0
Sulfurous acid, 2... 13.05 3.0 ng 261171 5 13.86 1728130 20.0
Heptadecyl heptaf... 13.72 8.8 ng 763395 5 13.86 1728130 20.0
Octadecane 14.63 2.4 ng 151456 6 15.27 1273800 20.0
Squalene 14.70 2.4 ng 149973 6 15.27 1273800 20.0
Heptadecane 14.94 3.9 ng 245012 6 15.27 1273800 20.0
Eicosane 15.70 4.4 ng 278683 6 15.27 1273800 20.0
Heneicosane 16.17 3.1 ng 196338 6 15.27 1273800 20.0
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