LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 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-BF070519_.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 2.187 9 17 29 rvB 1534139 2102179 54.70% 5.205%
2 3.404 221 224 240 rBvY 14993 45371 1.18% 0.112%
3 5.516 577 583 586 rBVY 3387975 3502966 91.16% 8.673%
4 6.522 748 754 757 rBV 3391471 3770677 98.12% 9.336%
5 6.663 773 778 782 rBV 3663543 3842864 100.00% 9.515%
6 6.892 814 817 821 rBV 1076476 859207 22.36% 2.127%
7 7.051 840 844 847 rBV 3126109 2696538 70.17% 6.677%
8 7.451 907 912 915 rBV 2354011 2438618 63.46% 6.038%
9 8.175 1031 1035 1039 rBV 1358004 1102478 28.69% 2.730%
10 9.251 1214 1218 1221 rBV 3863806 3411994 88.79% 8.448%

11 9.639 1281 1284 1288 rBV 791965 692468 18.02% 1.715%
12 9.933 1330 1334 1338 rBV 1596276 1338874 34.84% 3.315%
13 10.722 1463 1468 1471 rBV 3074264 2894914 75.33% 7.168%
14 11.416 1582 1586 1590 rBV 1723249 1461369 38.03% 3.618%
15 11.945 1672 1676 1686 rBV 710551 684024 17.80% 1.694%

16 12.121 1703 1706 1712 rVB3 37598 42271 1.10% 0.105%
17 12.727 1806 1809 1819 rBV 334920 362527 9.43% 0.898%
18 12.880 1832 1835 1841 rVB 74991 93410 2.43% 0.231%

19 13.004 1851 1856 1859 rBV 4114786 3797947 98.83% 9.404%
20 13.904 2005 2009 2016 rBV 367309 531252 13.82% 1.315%

21 14.057 2030 2035 2038 rBV 1259112 1236353 32.17% 3.061%

22 14.227 2061 2064 2067 rBV 54169 68299 1.78% 0.169%
23 14.533 2112 2116 2129 rVB2 223728 380655 9.91% 0.943%
24 14.839 2165 2168 2171 rBV 102757 91647 2.38% 0.227%
25 14.915 2179 2181 2184 rVB 51249 48722 1.27% 0.121%

26 15.186 2223 2227 2230 rBV 243054 277715 7.23% 0.688%
27 15.533 2281 2286 2290 rBV 915704 1109726 28.88% 2.748%
28 15.574 2290 2293 2299 rVB 117541 157024 4._.09% 0.389%
29 16.021 2365 2369 2373 rVB 131778 190042 4_95% 0.471%
30 16.074 2374 2378 2388 rVB3 67935 153800 4._00% 0.381%

31 17.645 2638 2645 2655 rBV5 175273 561247 14.60% 1.390%
32 18.121 2721 2726 2736 rVB4 47067 120218 3.13% 0.298%
33 18.621 2806 2811 2817 rBV6 51392 124873 3.25% 0.309%
34 18.692 2818 2823 2833 rVB7 78016 194882 5.07% 0.483%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial =: 20 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-BF070519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 40387151
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

2.19

TIC: BF115477.D

6.66

5.52 6.52

7.05

7.45

6.89

0
Time-->

T
5.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF115477.D

10.72

993 11.42

8.17
9.64 11.94
12.73

_A_1212 12.8

Time-->

12.00 12.50 13.00

11.50

10.00

9.50 10.50 11.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF115477.D

14.06

18.12 18859

Time-->

T
18.00 18.50

I
17.00 17.50

16.00 16.50

R
13.50 14.00

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 3

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

2.19 48.93 ng 2102180 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF115477.D (-9) (-) m/z 73.00 100.00%
73
5000
43 55 87
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot b S e M7z 43.00  32.58%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 26.27%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HUAS AN UL UL AR A
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.00 23.85%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.09%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.66 Concentration Rank 1

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

6.66 89.45 ng 3842860 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF115477.D (-773) (-) m/z 132.00 100.00%
5000 68
20 54 % J 640 6.60 680 7.00
o |7 er | sus o Wiz 68.00  41.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 N AN AR S A
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.36%
79
oL e bl f““l‘.‘.“l‘ .8.8..|1.0.6. "‘I ||H|| e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 27.19%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene Ea o RaamEEE
132 6.40 6.60 6.80 7.00
m/z 69.05 16.73%
5000
63 81
0 3\1 59 1 \\‘ 1 \72\ ‘\ \92 10\]-\ 1}\2 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 9.36 ng 684024 Phenanthrene-d10 11.42
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1677 (11.951 min): BF115477.D (-1672) (-) m/z 73.00 100.00%
73
60
43

5000 129

iyl

213

—

11.60 11.80 12.00 12.20
m/z 60.00 79.00%

157171185
43 199 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T T LI L N LB B

11:60 11.80 12.00 12.20
m/z 43.00 74.78%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 70.71%
29 185 228
8 101115 143
o 101 157171 199 213
A B A Sd amannnass
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid T T T T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.51%
5000
29
129
T7 115 ‘ 71 214
o U }I \I ﬁ4315r 1 198 | S
Tr[prrroryprr LI INLINL I L LN L L LN L L LN LU LB LI B _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.73 4.96 ng 362527 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1809 (12.727 min): BF115477.D (-1806) (-) m/z 72.95 100.00%
5000
12.40 12.60 12.80 13.00
0! m/z 43.00 85.64%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78 kMVMNNNAA/
5000 129 ISR N SRR BN UGS
97 12.40 12.60 12.80 13.00
185 a1 284 m/z 60.00 76.61%
Ml s T |
oL—— |‘ “u“‘u“l“ ‘i”:“l‘:‘ ) | L ‘l" ot ——t T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 12.40 12.60 12.80 13.00
5000 284 m/z 57.00 71.68%
129
97
157 1% 213 241 265 311 372
L T T o e e T i e
m/z--> 56 160 1%0 260 250 300 3%0
Abundance #84453: Tetradecanoic acid T s
78 12.40 12.60 12.80 13.00
43 m/z 55.00 66.91%
5000 129
185 228
LT ]
OI‘I\IIIMI‘HI |'H|'h|\'|““|“ﬁ I\Iw:!-??ll\lllll T B LA R S
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.M

Quant Title

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

= 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

Peak Number 6 Cyclohexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.90 8.59 ng 531252 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2008 (13.898 min): BF115477.D (-2005) (-) m/z 57.00 100.00%
97
R BN U
3 139 468 13.60 13.80 14.00 14.20
ol AR 39 185203 230 205285 326344 | /57783 .05  99.42%
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
55 g3
5000 R BN U
29 111 13.60 13.80 14.00 14.20
m/z 43.05 95.22%
0 “ il 1 \‘ ‘\ 13hg 167 196 22\4
m/z--> 50 100 150 200 250 300
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 55.00 93.96%
111
29 169 238
o 139 191210 265283
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane B
57 13.60 13.80 14.00 14.20
97 m/z 69.00 90.92%
5000
29 125
oL Ll 78 | | | 154 179196 224 251269 320
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14,20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.53 6.16 ng 380655 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 92
2 1-Octadecene 252 C18H36 000112-88-9 92
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 91
4 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
5 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 91
Abundance Scan 2115 (14.527 min): BF115477.D (-2112) (-) m/z 57.05 100.00%
57
85
5000
326 14.20 14.40 14.60 14.80
I 1 “ L6, 194 182 210 248 271 207 17346 m/z 71.05 72.74%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 AN IR BN IR
14.20 14.40 14.60 14.80
29 125 m/z 43.05 67.27%
0 [\ | \“ Il \‘\ | 154 196 224 251269 320
m/z--> 50 100 150 260 250 300 350
Abundance
57
83 R N B B UGS
14.20 14.40 14.60 14.80
5000 m/z 85.05 54 _52%
29 111
0 139 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester B EAEEEEEEEE IS
43 14.20 14.40 14.60 14.80
- m/z 55.00 29.29%
5000 o7
ol I} |4 |" 155 183 204 253
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 5.01 ng 277715 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Hexadecane 226 Cl16H34 000544-76-3 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2228 (15.192 min): BF115477.D (-2223) (-) m/z 57.05 100.00%
g7
85
5000
LT 0 97 oo s | 8 SE RS0
ob—=t AL, L P P S e L L o L A EOW - m/z 71.05 83.17%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 AL SUAR B B B
14.80 15.00 15.20 15.40 15.60
182 m/z 85.05 64 .00%
oL | “ 211 238 266
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
14:80 15.00 15.20 15.40 15.60
5000 85 m/z 43.00 57.60%
o 39 13131 1 183 211 239 2m \wvdA\ANAVJ\,j\mNNV_/nT\Jk“N
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane A B R e
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 24 _35%
- 1 W
0 2‘9 T I ‘J 1::-3 I 141 169 197 226
m/z--> 50 100 150 200 250 300 350 14,80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.43 ng 190042 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2369 (16.021 min): BF115477.D (-2365) (-) m/z 57.05 100.00%
57
85
5000
R SUNILR SRR SR IR
155 15.80 16.00 16.20 16.40
oL b || | 4330 ,182 218 230 2062873093313%5 | "m/z 71.00 83.05%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR SUMLRE AR N RN
15.80 16.00 16.20 16.40
113 m/z 85.05 62.82%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o ' 15.80 16.00 16.20 16.40
5000 m/z 43.05 54 _.54%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- N B B !
57 15.80 16.00 16.20 16.40
m/z 55.00 23.14%
5000 85
oL 3L A4 [M13,141 169 197 239 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 1-Heptacosanol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.07 2.77ng 153800  Perylene-di2 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 306 C27H560 002004-39-9 89
2 n-Tetracosanol-1 354 C24H500 000506-51-4 60

3 Octacosyl acetate 452 C30H6002 018206-97-8 60

4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 60
Abundance Scan 2377 (16.068 min): BF115477.D (-2374) (-) m/z 83.05 100.00%
83
57
5000
111
184 211 243 278301 331355 15.80 16.00 16.20 16.40
0 ....,..:.IHMMWMM”..,....,....,. m/z 97.05 85.73%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LA L L L L L L
125 15.80 16.00 16.20 16.40
m/z 57.05 76.53%
oL 2 \‘ \‘ L s ?® 181 209 236 264 292 320 350 378
T T e e e e e e T
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57 83
A R REE mamae SIS
15.80 16.00 16.20 16.40
5000 11 m/z 69.00 71.45%
29 139
o 167 195 222 250 280 308 336
B e T e S
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate AR EEEEE RS
43 97 15.80 16.00 16.20 16.40
m/z 55.00 69.56%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
o e e A REREE mamaa S
nm/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 _.beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.64 10.12 ng 561247 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 46
3 Benzenesulphonic acid, 4-(3-unde... 326 C18H3003S 1000376-68-2 14
4 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 11
5 4-(Acetyloxy)-.gamma.-[4-(acetyl... 370 C21H2206 135439-71-3 11
Abundance Scan 2644 (17.639 min): BF115477.D (-2638) (-) m/z 43.00 100.00%
43
107
5000 o " 213
326
187 i T L 4 RIS B BN SR
" 215 354 17.40 17.60 17.80 18.00
ob— m/z 55.00 68.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 LIS IS B UL S
107 414 17.40 17.60 17.80 18.00
‘ ‘ an:ng m/z 107.00 64 .15%
255
ob—— ‘MHHMMLMNHW M\Mﬁmum\n“ 233 \ 2?5 .L 354 381L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
' 17.40 17.60 17,80 18.00
5000 8l 197 m/z 95.05 62.23%
145 414
. 23 303 4, a81
o 193 | 233 | 275 354
mz-> 50 100 150 200 250 300 350 400
Abundance #165757: Benzenesulphonic acid, 4-(3-undecyl)-, methyl ester R EEAEEEEm s
185 213 17.40 17.60 17.80 18.00
m/z 145.00 61.18%
5000 097
241 326
29 57 ! \‘ b Ih J 4\.5 L i \\ \ ?65 ‘\
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 4-Allyl-5-pyridin-3-yl-2,4-__._ Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.12 2.17 ng 120218 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Allyl-5-pyridin-3-yl-2,4-dihyd... 218 C10H10N4S 1000300-40-5 53
2 _.beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 50
3 Thiazolidin-4-one, 3-ethyl-2-eth... 344 C18H17FN202S 1000272-54-5 47
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 45
5 D-Norandrostan-16-ol, (56.alpha.,... 262 C18H300 035575-61-2 43
Abundance Scan 2726 (18.121 min): BF115477.D (-2721) (-) m/z 218.15 100.00%
218
5000
189
95119
o 69 149 267 300 344 17.80 18.00 18.20 18.40
o m/z 203.10 66.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole...
218
5000 LR AN BN UL BN
104 17.80 18.00 18.20 18.40
185 m/z 189.10 25.03%
oL H\M\\‘H\\h\ ”l‘ﬁ“.ﬂ.l..l....l....|....|....|....|.
m/z--> 150 200 250 300 350 400 450 500
Abundance
218
17.80 18.00 18.20 18.40
5000 m/z 95.00 19.67%
I 1071350, -
oLt 161 243 279304 337365393 498
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179690: Thiazolidin-4-one, 3-ethyl-2-ethylimino-5-[5-(2-f... R EE mE
218 17.80 18.00 18.20 18.40
m/z 204.10 19.59%
5000
344
69 95 189
o || 157 | | 250287316 L
m/z--> 55 160 150 260 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.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 unknownl18.62 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.62 2.25 ng 124873 perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 46

2 Propanamide, N-(1-ethyl-1,2,3,4-___. 274 C17H26N20 063134-09-8 43
3 6-tert-butyl-2,4-dimethylphenol,... 274 C14H17F302 1000376-41-4 37
4 Silane, diethyldiisohexyloxy- 288 C16H3602Si 1000363-31-6 27
5 Dihydro-pretazettine 333 C18H23N05 021850-86-2 25

Abundance Scan 2811 (18.621 min): BF115477.D (-2806) (-) m/z 259.20 100.00%
259
5000
289 326 3%4 18.20 18.40 18.60 18.80
0 m/z 274.20 54.18%
m/z--> 50 100 150 200 250 300 350
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1...
259
5000 A|“|||||||||||||[\||||||
43 18.20 18.40 18.60 18.80
016 24 m/z 81.00 41.93%
6980 us s 185 20T
o e e e
m/z--> 50 100 150 200 250 300 350
Abundance
259
s
18.20 18.40 18.60 18.80
5000 m/z 69.00 40.65%
57 9
o3 91 115132 199 186203 2og 276
——— T
m/z--> 50 100 150 200 250 300 350
Abundance #122447: 6-tert-butyl-2,4-dimethylphenol, trifluoroacetate... L I o
259 18.20 18.40 18.60 18.80
m/z 95.00 38.87%
241
5000
41 69 105 130
147
dodpiiat L e 20 | ||
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AEAEAEAEAEAAEAAAAAATAAAAAAAAAAXAAXAAXAAAAAAAXAAAAAAAXAAXAXAAXAAXAXAAAXAXAXAXAXAXAXAXAXAXXAXXX*kk
Peak Number 14 unknownl18.69 Concentration Rank 10

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

18.69 3.51 ng 194882 Perylene-d12 15.53

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aspidospermidine, 17-methoxy-1-m... 326 C21H30N20 055400-14-1 45
2 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 38
3 Cholest-5-en-3-one, 4,4-dimethyl- 412 C29H480 002220-42-0 35
4 Aspidospermidine-3-carboxylic ac... 340 C21H28N202 055700-36-2 30
5 1,3-Propanediol, 2-(3-ethylidene... 328 C20H28N202 001850-32-4 27

Abundance Scan 2823 (18.692 min): BF115477.D (-2818) (-) m/z 124.00 100.00%
124
229
5000
18.40 18.60 18.80
0 m/z 229.10 53.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166189: Aspidospermidine, 17-methoxy-1-methyl-
124
5000
18.40 18.60 18.80
326 m/z 43.00 44 _81%
. 152178 00 0|
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
T
18.40 18.60 18.80
5000 m/z 326.10 22 .82%
95 288
o0 150 177108 223 258
T T T T T T P T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #216711: Cholest-5-en-3-one, 4,4-dimethy!- T
124 18.40 18.60 18.80
m/z 57.00 22.70%
5000 aL2
152 369
95 173 213 257 9315
o R TR RTINS N e
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071019\
Data File : BF115477.D

Acq On 11 Jul 2019 1:15

Operator : HP/JU

Sample : K3700-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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... 2.19 48.9 ng 2102180 1 6.89 859207 20.0
unknown6 .66 6.66 89.5 ng 3842860 1 6.89 859207 20.0
n-Hexadecanoic acid 11.95 9.4 ng 684024 4 11.42 1461370 20.0
Octadecanoic acid 12.73 5.0 ng 362527 4 11.42 1461370 20.0
Cyclohexadecane 13.90 8.6 ng 531252 5 14.06 1236350 20.0
Trifluoroacetoxy ... 14.53 6.2 ng 380655 5 14.06 1236350 20.0
Tridecane, 7-hexyl- 15.19 5.0 ng 277715 6 15.53 1109730 20.0
2-methyloctacosane 16.02 3.4 ng 190042 6 15.53 1109730 20.0
1-Heptacosanol 16.07 2.8 ng 153800 6 15.53 1109730 20.0
-beta.-Sitosterol 17.64 10.1 ng 561247 6 15.53 1109730 20.0
4-Allyl-5-pyridin... 18.12 2.2 ng 120218 6 15.53 1109730 20.0
unknownl18.62 18.62 2.3 ng 124873 6 15.53 1109730 20.0
unknownl18.69 18.69 3.5 ng 194882 6 15.53 1109730 20.0
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