LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113154.D
Acq On : 20 Mar 2019 5:28 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 5.346 549 554 557 rBV 3624420 3676089 90.73% 9.831%
2 6.004 663 666 669 rvB 129540 115127 2.84% 0.308%
3 6.169 685 694 698 rBY 94277 85866 2.12% 0.230%
4 6.375 723 729 732 rBV 3671563 4051735 100.00% 10.835%
5 6.428 735 738 741 rVB 187370 172717 4_.26% 0.462%
6 6.498 745 750 753 rBV 4223674 4012433 99.03% 10.730%
7 6.557 758 760 766 rvv2 36983 47012 1.16% 0.126%
8 6.722 784 788 791 rBV 1241262 955724 23.59% 2.556%
9 6.881 811 815 818 rBV 3404300 2947987 T72.76% 7.884%
10 7.287 878 884 887 rBV 2549133 2542817 62.76% 6.800%

11 8.004 1002 1006 1028 rBV 1351740 1269756 31.34% 3.396%
12 9.081 1184 1189 1192 rBV 3917015 3508580 86.59% 9.383%
13 9.469 1250 1255 1260 rBV 413534 433283 10.69% 1.159%
14 9.516 1260 1263 1267 rVB2 89221 85473 2.11% 0.229%
15 9.733 1296 1300 1301 rBV 226032 191477 4.73% 0.512%

16 9.751 1301 1303 1308 rVvB 1299212 1208223 29.82% 3.231%
17 10.539 1433 1437 1444 rBV 2392959 2367655 58.44% 6.332%
18 10.598 1444 1447 1453 rVB 63157 95005 2.34% 0.254%
19 11.233 1551 1555 1562 rBV 1392494 1247502 30.79% 3.336%
20 11.769 1643 1646 1657 rBV2 376661 408772 10.09% 1.093%

21 12.439 1756 1760 1763 rBV 50173 54675 1.35% 0.146%
22 12.551 1776 1779 1792 rBV 127673 158689 3.92% 0.424%
23 12.645 1792 1795 1797 rBV2 44793 41892 1.03% 0.112%

24 12.816 1819 1824 1827 rBV 2917603 2730087 67.38% 7.301%
25 13.733 1975 1980 1990 rBV2 100230 240111 5.93% 0.642%

26 13.863 1997 2002 2013 rVB 1076063 1111671 27.44% 2.973%
27 13.969 2016 2020 2025 rBV 42264 53071 1.31% 0.142%
28 14.039 2028 2032 2038 rBV3 80058 104818 2.59% 0.280%
29 14.274 2067 2072 2077 rBV 240036 268921 6.64% 0.719%
30 14.345 2080 2084 2086 rVV3 196932 248446 6.13% 0.664%

31 14.368 2086 2088 2091 rVV2 151983 175157 4._.32% 0.468%
32 14.398 2091 2093 2096 rVvVv 168893 192709 4.76% 0.515%
33 14.451 2100 2102 2106 rVvVv 107708 98025 2.42% 0.262%
34 14.498 2107 2110 2115 rVv2 62552 61334 1.51% 0.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

3?22'6 - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.580 2121 2124 2127 rBV2 149999 130246 3.21% 0.348%

36 14.633 2130 2133 2136 rVB2 136683 142078 3.51% 0.380%
37 14.763 2150 2155 2159 rBV3 119778 199904 4._.93% 0.535%
38 14.810 2159 2163 2165 rBV 156007 192182 4.74% 0.514%
39 14.886 2173 2176 2181 rVB4 63177 75884 1.87% 0.203%
40 14.951 2181 2187 2192 rBV2 129301 188220 4._.65% 0.503%

41 15.004 2192 2196 2205 rBV7 48558 139230 3.44% 0.372%
42 15.268 2236 2241 2245 rBVY 660641 851110 21.01% 2.276%
43 15.304 2245 2247 2253 rVB 125274 146266 3.61% 0.391%
44 15.710 2312 2316 2322 rVB 94042 135091 3.33% 0.361%
45 16.168 2392 2394 2405 rVB2 62156 134518 3.32% 0.360%

46 18.115 2720 2725 2735 rVB9 38063 95975 2.37% 0.257%

Sum of corrected areas: 37393543
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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

Abundance TIC: BF113154.D

4000000
5.35 6.37
6.88

3000000
7.29

2000000

1000000

L L A S AL L A S IS |6’|\%mlé§6’dll

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: BF113154.D

4000000 9.08

3000000 12.82

10.54
2000000

8.00 9.75 11.23

1000000

.47 11.77
. ksz o3 Mggo L 12}3%Pes5 ||
L L L L L L L L L L AL DL TorTTT TorTT T T TorTT T

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: BF113154.D

4000000

3000000

2000000

13.86

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 19

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

6.00 2.41 ng 115127 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (18)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 95
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1O0H16 000508-32-7 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 90

Abundance Scan 665 (5.998 min): BF113154.D (-663) (-) m/z 92.95 100.00%
9B
5000
77 .
it 7 ] [ 13 5o 5B 600 650 ok
0..,....,....,....,.'...,'.'.'..,.-.' e e Tm/Z 91,00 41.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000
5.60 5.80 6.00 6.20 6.40
121 m/z 91.95 37.51%
27 53 105
Oll|||||I|||‘|‘|||||‘|‘|‘|||I‘l‘l‘l|I||‘|‘l||||‘|H|§|5||‘|||||||‘|‘|||||||||||||]:3|§||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
5.60 5.80 6.00 6.20 6.40
5000 m/z 77.00 30.79%
41 "
53 @7 105 121 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15704: .aIpha.—Pinene | R L B IA| TT l{\| T
983 5.60 5.80 6.00 6.20 6.40

m/z 79.00 24 .80%

5000

27
17 121

136
| [ 112 ‘ |

on,n.w.”.“.”,”.w.”.“.” Sl 2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 _beta.-Pinene Concentration Rank 10

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

6.43 3.61 ng 172717 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 96
2 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
3 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C10H16 018172-67-3 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1O0H16 000508-32-7 91
5 _alpha.-Pinene 136 C10H16 000080-56-8 87

Abundance Scan 738 (6.428 min): BF113154.D (-735) (-) m/z 93.00 100.00%
]
5000 a1
69 ,;
| S8 ‘ || | 107 12|1 136 6.00 6.20 6.40 6.60 6.80
Ottt bl LT Tm/z 41.00 38.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15691: .beta.-Pinene
93
41
5000
69 6.00 6.20 6.40 6.60 6.80
121 m/z 69.00 30.04%
AT “\‘,62\\ H\ 86| 107 i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.00 26.70%
77
136
R 105 121
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
93 6.00 6.20 6.40 6.60 6.80
m/z 77.00 24 .94%
5000 a1
69 79
27 121 136
0 IIII]I'?II”I‘I\II“IMI\I” ””|62 ""|""|""|'fl-f)'7|""|'"'|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 3 unknown6.50 Concentration Rank 1

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

6.50 83.97 ng 4012430 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.498 min): BF113154.D (-745) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80
54 : : : :
o | 77 87 |asus Wl “m/z 68.00 41.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 3
5000 SRR R L
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.70%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 67 m/z 66.00 27.25%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.10%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 6.55 ng 408772 Phenanthrene-d10 11.23
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Dodecanoic acid 200 C12H2402 000143-07-7 83
Abundance Scan 1646 (11.769 min): BF113154.D (-1643) (-) m/z 73.00 100.00%
60 73
5000 129
7 213 rrrrororyrrrry r T T
0117 | 143157171185 717,00 256 1140 11.60 11.80 12.00
o} m/z 43.00 93.74%
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 "77“7777'7*ﬁ4 SRR

11.40 11.60 11.80 12.00
m/z 59.95 86.02%

213
‘ 143 157171 185 199
0 ,....,‘:‘..“. Eany
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 73.19%
29 87 185 228
100115 1435171
o 157 199513
L s e e ARmEma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R e AR
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 70.74%
5000 129
29
‘ 143 157 214
0,.l”hU”WJAU., T T
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\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.85 ng 158689 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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 1779 (12.551 min): BF113154.D (-1776) (-) m/z 43.00 100.00%
43 78
57
5000 129 ﬂwh,wh»J\Nﬂ/\AkJLﬁkawMMWNJ
185 241 R R e
143157171 | 19913227 nmnmnmnm

01 m/z 72.95 96 .46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
129

5000 T T T
12.20 12.40 12.60 12.80

m/z 57.00 81.25%

o 143457171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73

12 20 12. 40 12 60 12.80

5000 - 129 m/z 59.95 79.07%
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 #39474: n-Decanoic acid
73 12.20 12.40 12.60 12.80

m/z 54.95 68 .46%

129
5000
43 5
87
N 10111 | 143 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.32 ng 240111 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1979 (13.727 min): BF113154.D (-1975) (-) m/z 57.00 100.00%
57
5000 85
a0 1750 1950 1400
141 169189208 : : : :
ol Al 109189208 281 | Tn/z 43.00  73.79%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l L DU B BN SR

13. 40 13. 60 13. 80 14.00
- 139 m/z 71.00 58.89%
oL LI ‘L (0l 195 222 280 280 308 336
T B e
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
e
13.40 13.60 13.80 14.00
5000 m/z 55.00 55.07%
125
o 29 77 153 181 209 236 264 202 320 350 378
I e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R a R mamEE L
83 13.40 13.60 13.80 14.00
m/z 85.00 45 .40%
5000 1l
0 l\ y ” H ‘L ‘L J\ n 167 196 224 252 280 308
. ; e e
m/z--> 100 150 200 250 300 350 13. 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

Sample - K1948-05

Misc :

ALS Vial : 31 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 unknownl4.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.27 4.84 ng 268921 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 3-methoxy-4-ethoxybenzoate 210 C11H1404 003535-24-8 46
2 3,4-Dimethoxyphenylacethydrazide 210 C10H14N203 060075-23-2 45
3 Benzeneacetic acid, 3,4-dimethox... 210 C11H1404 015964-79-1 43
4 3-(3,4-Dimethoxyphenyl)-propioni... 210 C11H1404 002107-70-2 43
5 1-(2,4-Dimethoxyphenyl)-propan-2... 194 C11H1403 000831-29-8 30

Abundance Scan 2071 (14.268 min): BF113154.D (-2067) (-) m/z 151.00 100.00%
1%1
5000 210
14.00 14.20 14.40 14.60
0 m/z 210.00 42 .94Y%
m/z--> 50 100 150 200 250 300
Abundance #69018: Methyl 3-methoxy-4-ethoxybenzoate
151
210
5000
182 14.00 14.20 14.40 14.60
m/z 161.95 37.99%
51 79 123
O—— .Pt”.w.ﬂfﬁﬁ“.u‘\.ﬂ.”. 7
m/z--> 50 100 150 200 250 300
Abundance
151
14.00 14.20 14.40 14.60
5000 m/z 271.00 23.33%
210
178
65 107
43 0 133
oy T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #69046: Benzeneacetic acid, 3,4-dimethoxy-, methy! ester
151 14.00 14.20 14.40 14.60
m/z 90.95 15.83%
5000 210
0 ::-“8 I 3\9 Il \6115 N 9”0 137 134 193
L e e o o e e e ML A s o e s s o e e | R e N EREEEmEE
m/z--> 50 100 150 200 250 300 14.00 14.20 14.40 14.60

8270-BF022719.M Wed Mar 20 18:35:48 2019

PST-028-SW065-031219

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .35 4_47 ng 248446 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 68
2 Docosane 310 C22H46 000629-97-0 62
3 Hentriacontane 437 C31H64 000630-04-6 44
4 Octadecane 254 C18H38 000593-45-3 42
5 Ferrocene, 1,2-diacetyl-1",4-(1,... 310 C17H18Fe02 041558-93-4 41

Abundance Scan 2085 (14.351 min): BF113154.D (-2080) (-) m/z 310.10 100.00%

310

5000 135 163

|

14,00 14.20 14.40 14.60
o’ m/z 163.00  48.83%

_l_l_l_l_l_l_l_l_l_l_l_l_l_l
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
85

5000 RN SR
14,00 14.20 14.40 14.60

m/z 134.90 45 _.53%

29
0 \‘ L ‘ H H \‘ \ \1‘\11 ‘169 197 225 2§8
=l e e B e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
AR Baman s
14.00 14.20 14.40 14.60
5000 85 m/z 57.00 41 .24%
113
. 141 183 511 239 267 310
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane I BN BEEEE TS
57 14.00 14.20 14.40 14.60
m/z 71.00 28.11%
5000 85
113 141 169
0 u |0+ 169 197 225 253 281 309 337 365 437
e L e
m/z--> 50 100 150 200 250 300 350 400 14. OO 14.20 14.40 14.60

8270-BF022719.M Wed Mar 20 18:35:49 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 unknownl14.37 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .37 3.15 ng 175157 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanenitrile, 3,4-dimet... 191 C11H13NO2 049621-56-9 35
2 3,4-Dimethoxyphenylacethydrazide 210 C10H14N203 060075-23-2 27
3 Benzeneacetic acid, 3,4-dimethox... 210 C11H1404 015964-79-1 25
4 Methyl 3-methoxy-4-ethoxybenzoate 210 C11H1404 003535-24-8 25
5 Benzoic acid, 4-(methylthio)-, i... 210 C11H1402S 1000375-36-2 22
Abundance Scan 2088 (14.368 min): BF113154.D (-2086) (-) m/z 178.00 100.00%
178
151
5000
210 287
57 UV AU BN UM
41 83 97 246
125 192 231 273 14.00 14.20 14.40 14.60
o‘mjuﬂJJu,.':"'..,'l.--.'.a.l,.'.ﬂ..,....',..!.,.'...,'..!.,..-..,-..':.,--.1'...,....,.!.. m/z 151.00  78.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53716: Benzenepropanenitrile, 3,4-dimethoxy-
151
5000
191 14.00 14.20 14.40 14.60
m/z 191.00 62 .29%
0 39 65 91 1?7 135 | 176
m/z--> 20 40 eb 85 100 120 150 160 180 200 220 240 260 280
Abundance
151
14.00 1420 14.40 14.60
5000 m/z 287.10 31.86%
210
65 107 178
51
. 90 135 194
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69046: Benzeneacetic acid, 3,4-dimethoxy-, methyl ester e b et
151 14.00 14.20 14.40 14.60

m/z 210.00 30.05%

5000 210

18 107
m 3 il \6\5 m Il 135 ‘ 195 |

Ot T P T P T T T P e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BF022719.M Wed Mar 20 18:35:50 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 Ferrocene, 1,2-diacetyl-1",... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.40 3.47 ng 192709 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene, 1,2-diacetyl-1",4-(1,... 310 C17H18Fe02 041558-93-4 76
2 3-(9-Acridinyl)-1,3-dihydro-2H-1... 310 C21H14N20 072607-42-2 53
3 Ferrocene, 1,1"-diacetyl-3,3"-(1... 310 C17H18Fe02 041558-92-3 53
4 Ferrocene, 1,1"-diacetyl-2,3"-(1... 310 C17H18Fe02 038548-79-7 52
5 Pyrazolo[3,4-b]thiopyrano[4,3-d]... 310 C17H18N4S 303051-16-3 52
Abundance Scan 2093 (14.398 min): BF113154.D (-2091) (-) m/z 310.10 100.00%
310
5000
15 254

135 e
51 17 9q115 715y 197 218 23 275 - 14.00 14.20 14.40 14.60 14.80

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #152778: Ferrocene, 1,2-diacetyl-1',4-(1,3-propanediyl)-
310
5000
14.00 14.20 14.40 14.60 14.80
930 m/z 254.00 23.95%
oL 56 o1 121 147 175 | 67
S RA a Raaaa L R L B e mdanansaaasoan
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
310
14.00 14.20 14.40 14.60 14.80
5000 m/z 311.05 19.52%
179 282
43 63 89 113 133155 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152780: Ferrocene, 1,1'-diacetyl-3,3"-(1,3-propanediyl)-
310 14.00 14.20 14.40 14.60 14.80
m/z 134.90 15.45%
5000
oL 86 ol 121 147165 189 2% 207 L
T e e e e e RS RN RE man S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 00 14 20 14. 40 14.60 14.80

8270-BF022719.M Wed Mar 20 18:35:51 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

Sample - K1948-05

Misc :

ALS Vial : 31 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

Peak Number 12 unknownl4.58 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.06 ng 130246 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Quinolinone, 6-amino-3,4-d... 162 C9H10N20 022246-13-5 25
2 5-Amino-3-propylsalicylic acid 195 C10H13NO3 1000217-23-2 25
3 Isophthalic acid, ethyl propyl e... 236 C13H1604 1000344-01-9 16
4 Leucopterin 195 C6H5N503 000492-11-5 15
5 BH-Pyrrolo[1l,2-a]imidazole-3-car... 195 C9H13N302 1000338-27-0 15
Abundance Scan 2124 (14.580 min): BF113154.D (-2121) (-) m/z 386.10 100.00%
149 195 221 386
91
5000 69
a 1251 1 261 , . .
41 VLA AR SRR B
241 | 285 317 14.20 14.40 14.60 14.80
o m/z 149.00 95.42%
m/z--> 50 100 150 200 250 300 350
Abundance #32767: 2(1H)-Quinolinone, 6-amino-3,4-dihydro-
162
5000 NI AU SUNILE R
133 14.20 14.40 14.60 14.80
30 6 106 ‘ m/z 221.00 93.00%
o .1““‘. ‘H‘l‘ ‘Q““l”“‘. "‘l‘ -““-M ‘. ——————
m/z--> 50 100 150 200 250 300 350
Abundance
120 177
149 14.20 14.40 14.60 1480
5000 38 m/z 167.00 83.30%
o5 2
196
e L L L L L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #90427: I1sophthalic acid, ethyl propy! ester
177 14.20 14.40 14.60 14.80
m/z 195.05 81.23%
149
5000
121
65 )6
- e o | Aﬂ, <
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF022719.M Wed Mar 20 18:35:52 2019

PST-028-SW065-031219

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .63 3.34 ng 142078 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 58
2 Heptacosane 380 C27H56 000593-49-7 58
3 Tetracosane 338 C24H50 000646-31-1 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Triacontane 422 C30H62 000638-68-6 52

Abundance Scan 2132 (14.627 min): BF113154.D (-2130) (-) m/z 57.00 100.00%

7 209

5000

14.40 14.60 14.80 15.00

0 m/z 209.05 84 _.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
14.40 14.60 14.80 15.00
- m/z 42.95 70.17%
o ‘ ‘ L (113 141 169 197 225 253 281 309 337 365 394
i e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R mEEEE RS S
14.40 14.60 14.80 15.00
5000 85 m/z 71.00 69.41%
29 113 141 169
o 197 225 253 281 309 337 380
et e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane L B R
57 14.40 14.60 14.80 15.00
m/z 85.00 53.19%
85
5000
29 113
ol L L4 169 197 225 253 338
e e i m e R R R
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. 00

8270-BF022719.M Wed Mar 20 18:35:53 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 14 unknownl4.76 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 4.70 ng 199904 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,6,11,12-Tetrahydrodibenz(b,f)a... 209 C15H15N 005697-88-1 46
2 Carbazole, 1,3,4-trimethyl- 209 C15H15N 078787-82-3 46
3 10359 209 C13H11N3 002963-77-1 45
4 4AH-Thieno[3,2-b]pyrrole-5-carbox... 209 C10H11NO2S 1000318-88-6 43
5 2-(2-Aminophenyl)benzimidazole 209 C13H11N3 005805-39-0 43
Abundance Scan 2155 (14.763 min): BF113154.D (-2150) (-) m/z 209.05 100.00%
209
5000 m~MVMNMMJ\AJ»JXNHANM_Ww,ANN,
181
356 BRI AR R

43 g9 91 197 145 235 402 14.40 14.60 14.80 15.00
285 329

m/z--> 50 100 150 200 250 300 350 400
Abundance #68740: 5,6,11,12-Tetrahydrodibenz(b,f)azocine
209
118

5000 L L L
14. 40 14. 60 14. 80 15.00

m/z 194_00 23 .84%

91
51 180
oLzt ey
m/z--> 50 100 150 200 250 300 350 400
Abundance
209
14.40 14.60 14.80 15.00
5000 m/z 175.00 20.48%
41 63 91 115139 167,49
e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #68633: 10359 R
209 14.40 14.60 14.80 15.00
m/z 191.00 19.21%
5000
104
o Rl |
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00

8270-BF022719.M Wed Mar 20 18:35:53 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 unknownl14.81 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.81 4.52 ng 192182 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6-Dimethyl-3-carboethoxy-4-pyr... 195 C10H13NO3 022192-02-5 30
2 Acetamide, N-(1,3-dihydro-1-oxo-... 191 C10H9NO3 207683-94-1 30
3 Acetamide, N-(2,3(1H)-dihydro-2-... 191 C9HI9N302 091085-68-6 27
4 Phthalic acid, l-cyclopentylethy... 304 C18H2404 1000309-88-3 22
5 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 22

Abundance Scan 2163 (14.810 min): BF113154.D (-2159) (-) m/z 149.00 100.00%
149
191
5000
341 372
210 545261283 313 14.40 14.60 14.80 15.00 15.20
o} m/z 191.00 52 .50%
m/z--> 50 100 150 200 250 300 350
Abundance #57017: 2,6-Dimethyl-3-carboethoxy-4-pyridone
149
5000 195 LSRR SRS BASUIRE SURIN B
121 14.40 14.60 14.80 15.00 15.20
39 93 m/z 194 .95 41._.46%
0 .“l‘h“l‘h‘.““...“lul‘.. ....‘|....|....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
120 149
43 191 14.40 14.60 14.80 15.00 15.20
5000 m/z 162.00 34 .33%
63 o1
Oy ﬁg"l""l""l""l" T
m/z--> 50 100 150 200 250 300 350
Abundance #54029: Acetamide, N-(2,3(1H)-dihydro-2-oxo-5-benzimidazolyl)
149 14.40 14.60 14.80 15.00 15.20
m/z 167.10 33.40%
191
5000
43 121
94
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20

8270-BF022719.M Wed Mar 20 18:35:54 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 16 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .95 4.42 ng 188220 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2187 (14.951 min): BF113154.D (-2181) (-) m/z 57.00 100.00%
g7
5000 85

14.60 14.80 15.00 15.20
141 169 211 235 268
0....|,- ||l' w0 2> 48 8 8% m/z 71.00 69.61%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 IIIII IIIIIIII IIII|I
14 60 14. 80 15. 00 15.20
29 m/z 43.00 67.86%
0 \‘ Al ‘\ H H u‘ 3 141 169 197 225 268
] T
m/z--> 50 100 150 200 250 300 350
Abundance
57
A N B
14.60 14.80 15.00 15.20
5000 a5 m/z 85.00 48 .44Y%
29
o 113 141 169 197 225 253 281 309 337 365 394
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e AR ma s
57 14.60 14.80 15.00 15.20
m/z 54.95 20.86%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
A A N B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF022719.M Wed Mar 20 18:35:55 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 17 17-Pentatriacontene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.27 ng 139230 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Behenic alcohol 326 C22H460 000661-19-8 83
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 68
5 n-Tetracosanol-1 354 C24H500 000506-51-4 68
Abundance Scan 2195 (14.998 min): BF113154.D (-2192) (-) m/z 57.00 100.00%
5000
14.60 14.80 15.00 15.20 15.40
O m/z 83.00 98.57%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 R SR BB I
14.60 14.80 15.00 15.20 15.40
1 m/z 43.00 98.33%
o M Md “139167196224 267292 321 462 490
m/z-> 0 50 150 200 250 300 350 400 450 '
Abundance
55 83
14.60 14.80 15.00 15.20 15.40
5000 11 m/z 97.00 81.84%
29
0 139167196224252280308
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #175127: Trifluoroacetoxy hexadecane N e o
57 14.60 14.80 15.00 15.20 15.40
97 m/z 55.00 80.50%
5000
29 125
0 | 154 196224 269 320
m/z-> 0 50 100 1%0 2(')0 250 300 350 400 450 ' 14.60 14.80 15.00 15.20 15.40

8270-BF022719.M Wed Mar 20 18:35:56 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 18 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.17 ng 135091 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2316 (15.710 min): BF113154.D (-2312) (-) m/z 57.00 100.00%
g7
85
5000

141 169100211 263 295 31 15.40 15.60 15.80 16.00
o...l,A.-.w'lIﬂ-' o 2B 25 3 “m/z 71.00 66.57%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LA L L L L L LB L |

15.40 15.60 15.80 16.00
m/z 43.00 61.42%

113
o 29 | h | H 141169 197 225 267 295 365 393
e S e AP RS 0
miz--> 50 100 150 200 250 300 350
Abundance
43
T
7 15.40 15.60 15.80 16.00
5000 m/z 85.00 55.16%
o 127 155 183 211230251 281 310 337 364
i e
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e A RERREEEES
57 15.40 15.60 15.80 16.00
m/z 55.00 23.93%
5000 85
113
o3 J 4 Ay Jlfl 169 197 %9 267 204 323 352
b L o S e T
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 19 Sulfurous acid, butyl hepta... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.17 3.16 ng 134518 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
2 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 64
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 2394 (16.168 min): BF113154.D (-2392) (-) m/z 57.00 100.00%
57
4 143 164 191 213 239 5 205 15.80 16.00 16.20 1640
ol b m/z 43.00 72 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57
5000 UL AR UL SRR B
85 15,80 16.00 16.20 16.40
4T m/z 71.05 51.66%
ol 26 ‘ n ‘ | H1127 185 183 210 239 273 291
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
15.80 16.00 16.20 1640
5000 85 m/z 85.05 38.51%
al 113
0 139155 183 211 938253 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane A BT o e
57 15.80 16.00 16.20 16.40
m/z 69.00 24 .98%
85
5000
4
113
oL 26 “ Lo [ e e 197225 253268 296
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113154.D

Acq On : 20 Mar 2019 5:28

Operator : JU/SJ

ﬁ?ggle - K1948-05 PST-028-SW065-031219
ALS Vial : 31 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 20 unknownl18.12 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.12 2.26 ng 95975 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 46
2 p-Fluoroatropine dehydrate 289 C17H20FNO2 1000212-74-8 27
3 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 25
4 1,5-Dimethyl-3,7-bis-(3-methylbu... 336 C19H32N203 1000322-54-6 22
5 Testosterone 288 C19H2802 000058-22-0 22
Abundance Scan 2726 (18.121 min): BF113154.D (-2720) (-) m/z 124.00 100.00%
57 124
229
85
5000 105
157 183208 | 253 288 412
| ||||| " | a5 | 17.80 18.00 18.20 18.40
0 A e e m/z 57.00 87 .18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000 U SRR BN BN B
288 17.80 18.00 18.20 18.40
o 147 046 m/z 43.00 78.23%
203
0! m;mﬁ.‘lml |‘“‘.‘. hlw "I —H \I R amEn e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
17.80 18.00 18.20 18.40
5000 m/z 229.05 54 .64%
82
4 289
ol 4. 402 y 145106 208 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #134233: 3-(4-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone
124 17.80 18.00 18.20 18.40
m/z 55.00 49.80%
5000
o5 288
ol 50 PPy 4 190 177198 203 258
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113154.D
Acq On : 20 Mar 2019 5:28 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K1948-05 PST-028-SW065-031219
ALS Vial : 31 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]
(15)-2,6,6-Trimet. .. 6.00 2.4 ng 115127 1 6.72 955724 20.0
-beta.-Pinene 6.43 3.6 ng 172717 1 6.72 955724 20.0
unknown6 .50 6.50 84.0 ng 4012430 1 6.72 955724 20.0
n-Hexadecanoic acid 11.77 6.5 ng 408772 4 11.23 1247500 20.0
Octadecanoic acid 12.55 2.9 ng 158689 5 13.86 1111670 20.0
n-Tetracosanol-1 13.73 4.3 ng 240111 5 13.86 1111670 20.0
unknownl14 .27 14.27 4.8 ng 268921 5 13.86 1111670 20.0
Nonadecane 14.35 4.5 ng 248446 5 13.86 1111670 20.0
unknownl14 .37 14.37 3.1 ng 175157 5 13.86 1111670 20.0
Ferrocene, 1,2-di... 14.40 3.5 ng 192709 5 13.86 1111670 20.0
unknownl14 .58 14.58 3.1 ng 130246 6 15.27 851110 20.0
Octacosane 14.63 3.3 ng 142078 6 15.27 851110 20.0
unknownl14 .76 14.76 4.7 ng 199904 6 15.27 851110 20.0
unknownl14 .81 14.81 4.5 ng 192182 6 15.27 851110 20.0
Tetracosane 14 .95 4.4 ng 188220 6 15.27 851110 20.0
17-Pentatriacontene 15.00 3.3 ng 139230 6 15.27 851110 20.0
2-methyloctacosane 15.71 3.2 ng 135091 6 15.27 851110 20.0
Sulfurous acid, b... 16.17 3.2 ng 134518 6 15.27 851110 20.0
unknown18.12 18.12 2.3 ng 95975 6 15.27 851110 20.0
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