LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 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-BF012020.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 2.163 5 13 20 rVB 1419226 2048669 23.02% 3.023%
2 5.099 509 512 520 rVB 80625 112686 1.27% 0.166%
3 5.493 573 579 582 rBVY 6143867 6786437 76.25% 10.015%
4 6.493 743 749 762 rVB 5606683 7137741 80.20% 10.533%
5 6.863 806 812 816 rBVY 1778743 1415953 15.91% 2.090%
6 7.022 835 839 842 rBVY 6483897 5970430 67.08% 8.811%
7 7.422 901 907 910 rBVY 4180376 4588761 51.56% 6.772%
8 8.145 1026 1030 1033 rBvY 2176478 1792198 20.14% 2.645%
9 9.222 1207 1213 1216 rBV 9432400 8900013 100.00% 13.134%
10 9.334 1225 1232 1236 rBv2 318682 323370 3.63% 0.477%

11 9.610 1275 1279 1282 rBV 1053159 902848 10.14% 1.332%
12 9.898 1324 1328 1331 rBV 2528329 2141326 24.06% 3.160%
13 10.481 1423 1427 1433 rBV 207841 187592 2.11% 0.277%
14 10.686 1457 1462 1465 rBV 5848221 5452975 61.27% 8.047%
15 11.380 1576 1580 1583 rBV 2392390 1988416 22.34% 2.934%

16 11.445 1586 1591 1595 rvB2 123505 117037 1.32% 0.173%
17 11.604 1615 1618 1624 rBV 122145 129342 1.45% 0.191%
18 11.910 1666 1670 1678 rBV 550950 607664 6.83% 0.897%
19 12.422 1753 1757 1763 rBV 1599871 1443259 16.22% 2.130%
20 12.627 1784 1792 1794 rBV 289214 305057 3.43% 0.450%

21 12.686 1799 1802 1807 rBV2 116137 133404 1.50% 0.197%
22 12.969 1845 1850 1853 rBV 7732334 8162665 91.72% 12.046%
23 13.169 1881 1884 1887 rBV 234872 243037 2.73% 0.359%
24 13.857 1996 2001 2012 rBV3 867624 1085021 12.19% 1.601%
25 14.010 2024 2027 2031 rVB 1610152 1534976 17.25% 2.265%

26 14.180 2053 2056 2063 rBV 162024 157776 1.77% 0.233%
27 14.486 2104 2108 2115 rVB 213425 226943 2.55% 0.335%
28 14.792 2156 2160 2168 rVB 236616 245888 2.76% 0.363%
29 14.868 2169 2173 2177 rVB 1072536 1036150 11.64% 1.529%
30 15.127 2213 2217 2224 rBV 224313 245587 2.76% 0.362%

31 15.474 2271 2276 2280 rBV 1287440 1650954 18.55% 2.436%
32 15.510 2280 2282 2289 rVB 206713 244708 2.75% 0.361%
33 15.945 2351 2356 2361 rBV2 149879 217635 2.45% 0.321%
34 15.998 2361 2365 2373 rVB5 54236 98715 1.11% 0.146%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.451 2438 2442 2448 rVB2 80578 127788 1.44% 0.189%

Sum of corrected areas: 67763021
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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\HPCHEM1\BNA F\DATA\BF012420\
: BF118712.D

: 25 Jan 2020 5:53

: CG/JU

: L1241-10

: 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

2.16

TIC: BF118712.D

7.02
5.49

6.49

6.86

5.10

0
Time-->

T
5.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF118712.D

12.97

10.69

9.90 11.38

12.42
9.61

11.91
451,60 [

10.48 | 12539 13.17

Time-->

12.00 12.50 13.00

10.00

10.50

9.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BF118712.D

14.01
13.86

14.87 15.47

. 14. . .
14,L18 14‘;\ 49 Aj? 15,‘13 16.51 15840 16.45

0

Time-->

T
18.00 18.50

16.50

I
17.00 17.50

T
13.50 14.00

15.00

14.50 15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 2

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

2.16 28.94 ng 2048670 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.158 min): BF118712.D (-5) (-) m/z 73.05 100.00%
7B
5000 /\
43 55 87 R S
37 | &7 220 2.30 2.40 2.50 2.60
Ot ot b S e M7z 43.00  33.68%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U U IR VAR U
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26 .04%
0 M\‘ 37\\\ 49 67, 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87 R IR IR IR IV I
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 23.56%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- Al EEmasmEEat LSS
73 220 2.30 2.40 2.50 2.60

m/z 41.05 11.37%

5000
45
29
N 39‘\ S 67 |, 101
S W 1 N - V) N - S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9

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

9.33 3.02 ng 323370 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Acetaminophen 151 C8H9NO2 000103-90-2 53
4 Metacetamol 151 C8H9NO2 000621-42-1 53
5 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 53

Abundance Scan 1231 (9.328 min): BF118712.D (-1225) (-) m/z 43.00 100.00%
43 109
151
5000
69 85 900 9.20 940 9.60
123137 169 : : : :
0 ...,....',|:..-'.|,.".|-. --,'-.|.-.“.,.'|.':-.,....,..!'.,.... e m/z 109.10  83.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 USSR SRS S
9.00 9.20 9.40 9.60
69 g5 m/z 151.10 52 .44%
o5 A8 et 2 | 0 e
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
109
900 9.20 940 9.60
5000 151 m/z 41.05 21.52%
93 122
0 32 79 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24781: Acetaminophen
9.00 9.20 9.40 9.60
m/z 85.00 17.56%
5000

43 80

122135 .
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.11 ng 607664 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 1670 (11.910 min): BF118712.D (-1666) (-) m/z 72.95 100.00%

5000

-

213
157 185 256

11.60 11.80 12.00 12.20
m/z 59.95 76.07%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 60
5000
11.60 11.80 12.00 12.20
0
157 1g5 213 256 m/z 43.05 73.49%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43
11.60 11.80 12.00 12.20
5000 m/z 57.10 61.22%
129
97 185 228
27
o 113 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid LB S E
43 73 11.60 11.80 12.00 12.20
m/z 55.10 58.36%
5000
ZT | ‘ 129 171 214
oh | i d “\\”\ | ‘ 152 | 197 | |
TITT[TTTT llllllllllllllllllllllllllllllllllllllllllll TTTT[TTTT _l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_v—l_l_l_l_l—l’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 14.52 ng 1443260 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 99
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
5 1-Octadecanol 270 C18H380 000112-92-5 94
Abundance Scan 1757 (12.422 min): BF118712.D (-1753) (-) m/z 83.10 100.00%
4
5000
ue 550 40 1360 a0
139154 . . . .
o 168182196210224 252 m/z 55.05 98 05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104186: 5-Octadecene, (E)-
55
a1 | g L~_A¢-*»u
5000 =“=F*!'?'|-|-!-!-l‘=[—v—v—v—v—|—v—v—v—v-|—v—v—|
12.20 12.40 12.60 12.80
111 m/z 69.10 91.36%
ZT | 125139 154 252
o ...,ﬂ..uk.n‘,. 168181195 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
69 97 I, W
A SRR BN SUURN B
41 12.20 12.40 12.60 12.80
5000 11 m/z 43.05 85.88%
125
o 21 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131393: n-Nonadecanol-1
43 57 83 12.20 12.40 12.60 12.80
m/z 57.05 84.10%
5000
29
125
oL14 ‘M NH i 139154168182196210224238 952266 L, mn A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Bis(2-ethylhexyl) maleate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.07 ng 305057 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 91
2 Diisooctvl maleate 340 C20H3604 001330-76-3 68
3 Valeric acid. 2-methvl-. pentvl ... 186 C11H2202 006297-48-9 38
4 Sulfurous acid. 2-ethvlhexvl oct... 446 C26H5403S 1000309-20-1 27
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 27
Abundance Scan 1792 (12.627 min): BF118712.D (-1784) (-) m/z 57.10 100.00%
57 117
100
5000
83
3 185 211 12.40 12.60 12.80 13.00
ol bl x87 JeTAs Hzs | Tm/z 117.00  94.24%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57 117
5000 100 ""I""I""I"'AI"'
29 12.40 12.60 12.80 13.00
83 m/z 71.05 85.09%
ol12 ‘L M w N‘ 139 167185 212229 297 341
m/z--> 50 100 150 200 250 300 '
Abundance
57 117
—v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
100 12.40 12.60 12.80 13.00
5000 m/z 70.10 63.23%
29 83
oL 12 140 167185 211229 283 311 340
m/z--> 50 100 150 200 250 300 '
Abundance #50142: Valeric acid, 2-methyl-, pentyl ester
4 117 12.40 12.60 12.80 13.00
71 m/z 100.00 60.33%
5000 9
144
0.]-‘?Hl‘.l‘ll‘.td.“.l.“...‘ ——— — SN i UV & S—
m/z--> 50 100 150 200 250 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.17 3.17 ng 243037 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 99
2 Cvclohexadecane 224 C16H32 000295-65-8 99
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 98
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95
Abundance Scan 1884 (13.169 min): BF118712.D (-1881) (-) m/z 83.10 100.00%
41
5000
T 130158 550 15100 1320 1340
o 167 182196210224 252 7, B5 0% 93 3504
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104182: 1-Octadecene
43 57
83
97
0
5000 29 AU LR DR B
111 nmnmnmwm
m/z 69.00 91.34Y%
L5 h\mmmMMmm 252
m/z--> ﬁo Jo éo éo 100 120 150 1éo 1éo 260 250 240
Abundance
55 83
41
69 NN SRR UL I
97 12.80 13.00 13.20 13.40
5000 m/z 57.10 90.32%
111
25
o 21 139153 167 181 196 224
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 250 240
Abundance #104186: 5-Octadecene, (E)- L B o
55 12.80 13.00 13.20 13.40
m/z 43.10 85.85%
4 69 g3
5000 97
) 111
o J A1 H i 1 125139154168181195 204 252
m/z--> 2'0 4'0 6|O 8IO 100 120 140 160 180 200 220 24'10 ' 12. 80 13. oo 13 20 13. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 14.14 ng 1085020 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 2002 (13.863 min): BF118712.D (-1996) (-) m/z 57.05 100.00%
g7
5000
111
U DU BN SURIUR SR
139 168 13.60 13.80 14.00 14.20
ol il A0 108 107 25252200 a3 0 77 62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 U U BN SURIUR SR
13.60 13.80 14.00 14.20
29 111 m/z 83.05 71.46%
L || | 13 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
|13.60 13.80 14.00 14.20
5000 111 m/z 97.10 65.55%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T Rama et
57 13.60 13.80 14.00 14.20
83 m/z 55.10 64.18%
5000 111
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.18 2.06 ng 157776 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2056 (14.180 min): BF118712.D (-2053) (-) m/z 57.05 100.00%
57
85
5000
113 13.80 14.00 14.20 1440
141 1,183 . : . :
ol L1 .J-.-‘! L83, 2 %7 m/z 71.10 77.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN SR SRR SUMLIL I
13.80 14.00 14.20 14.40
m/z 43.10 61.23%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
13.80 14.00 14.20 1440
5000 85 m/z 85.05 54 _.59Y%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane RN o
57 13.80 14.00 14.20 14.40
m/z 55.05 26.42%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1580 1450 1&20 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.96 ng 226943 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2109 (14.492 min): BF118712.D (-2104) (-) m/z 57.10 100.00%
57
85
5000
141 14.20 14.40 14.60 14.80
168189211 239 267
oLk, A5 2% m/z 71.10 80.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LRI UL B UL B
mmmmmmmm
m/z 43.10 69.27%
. 29| } Ll H h3‘1§1 169 197 225 253 295 323 367
m/z--> §o 100 1éo 260 250 360 350 400
Abundance
57
14,20 14.40 14.60 14.80
5000 85 m/z 85.10 58.20%
29 13 441
0 169 197 205 253 281 309 337 365 394
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance #202661: Heptacosane R AR RARE
57 14.20 14.40 14.60 14.80
m/z 55.05 34.30%
5000 85
29
oL ‘ | 1 M3 141 160 197 225 253 281 309 337 380
m/z--> §o 160 1éo 260 250 360 350 400 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 11 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.98 ng 245888 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2160 (14.792 min): BF118712.D (-2156) (-) m/z 57.10 100.00%
57
85
5000

14.40 14.60 14.80 15.00 15.20

.,d L 1141 169192211 239 265 205 337

0 ...ur.h T T m/z 71.10 75.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L L LB
14. 40 14. 60 14. 80 15. OO 15. 20
m/z 43.10 60.80%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57
RS mE T
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 58.05%
113
0 29 141 169 197 225 267 295 365 393
e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane A B B
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 21.62%
85
5000
113 141
0 290 | J H e ‘169 197 225 253 281 309 337 365
e e T RS mE T
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 12 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 12.55 ng 1036150 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 91
1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 78
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 49
Abundance Scan 2173 (14.868 min): BF118712.D (-2169) (-) m/z 69.05 100.00%
60
5000 QLJ{
4l 95 137 A PN SN B B
14.60 14.80 15.00 15.20
ol | w417 J 161 191211231 273200 341367 410 | 77 g1 05  53.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 L B SUMRLE SR S
14.60 14.80 15.00 15.20
a1 m/z 41.05 21.48%

95 121
0 ‘ L “M il ‘9 175 203 231 273 209 341367 410
S Aot A i LR R SR T, S
miz--> 50 100 150 200 250 300 350 400
Abundance
69

14.60 14. 80 15.00 15.20

5000 m/z 95.10 14.10%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #156774: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatrie... e e
69 14. 60 14. 80 15. 00 15. 20

m/z 137.10 12.02%

L sl iy e  ARRARSREASIIC SIS

5000 a1
137
204
177 314
1l \J ﬁlﬁ J \ — . H 245 271
0

T
m/z--> 50 10 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 13 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.98 ng 245587 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2217 (15.127 min): BF118712.D (-2213) (-) m/z 57.05 100.00%
57
85
5000
141 169 211 14.80 15.00 15.20 15.40
ol “11 Aol 28 25 m/z 71.10 73.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L UL B B RS
Mmmmmmﬁm
m/z 43.10 56.11%
. 201 i m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14.80 15.00 15.20 15.40
5000 m/z 85.10 55.76%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane BB AR EEE S
57 14.80 15.00 15.20 15.40
m/z 55.00 22.15%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118712.D

Aca On : 25 Jan 2020 5:53

Operator : CG/JU

Sample : L1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 14 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.64 ng 217635 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2355 (15.939 min): BF118712.D (-2351) (-) m/z 57.00 100.00%
g7
85
5000
L A AU S SRR
141 211 239 15.60 15.80 16.00 16.20
o....,.-.-‘“*llf,leglgl LR e wm/z 71.05 73.63%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR B B DU SR
15 60 15. 80 16 00 16. 20
113 m/z 85.10 59.77%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 43.05 56.04%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane LA L L L L B
57 15.60 15.80 16.00 16.20
m/z 55.00 25.95%
5000 85
29 113
oL T, |4 177,141 169 197 225 253 295 323 367
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 350 ' 15 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012420\
Data File : BF118712.D

Acq On = 25 Jan 2020 5:53

Operator : CG/JU

Sample - Li1241-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.16 28.9 ng 2048670 1 6.86 1415950 20.0
2,4,7,9-Tetrameth. .. 9.33 3.0 ng 323370 3 9.90 2141330 20.0
n-Hexadecanoic acid 11.91 6.1 ng 607664 4 11.38 1988420 20.0
5-Octadecene, (E)- 12.42 14.5 ng 1443260 4 11.38 1988420 20.0
Bis(2-ethylhexyl)... 12.63 3.1 ng 305057 4 11.38 1988420 20.0
1-Octadecene 13.17 3.2 ng 243037 5 14.01 1534980 20.0
5-Eicosene, (E)- 13.86 14.1 ng 1085020 5 14.01 1534980 20.0
Heneicosane 14.18 2.1 ng 157776 5 14.01 1534980 20.0
Hexacosane 14.49 3.0 ng 226943 5 14.01 1534980 20.0
2-methyloctacosane 14.79 3.0 ng 245888 6 15.47 1650950 20.0
Squalene 14.87 12.6 ng 1036150 6 15.47 1650950 20.0
Triacontane 15.13 3.0 ng 245587 6 15.47 1650950 20.0
Tetratetracontane 15.94 2.6 ng 217635 6 15.47 1650950 20.0
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