LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114163.D
Aca On : 11 May 2019 20:02 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - feroe-i7 P026-SS008-1824-01
ALS Vial : 3 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-BF051019.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 5.475 571 576 590 rBVY 4953519 5964586 90.77% 7.771%
2 5.616 598 600 615 rVB 73932 121798 1.85% 0.159%
3 6.486 743 748 751 rBVY 6377659 6201608 94.38% 8.080%
4 6.622 767 771 774 rBV 6552122 6082018 92.56% 7.924%
5 6.851 806 810 813 rBY 1604304 1403086 21.35% 1.828%
6 7.004 832 836 840 rBVY 5008490 4541548 69.11% 5.917%
7 7.410 900 905 908 rBVY 4568486 4064585 61.85% 5.296%
8 8.128 1023 1027 1031 rBV 2296472 1856444 28.25% 2.419%
9 8.586 1101 1105 1115 rBV 124990 186594 2.84% 0.243%
10 9.204 1206 1210 1213 rBvV 7311337 6256949 95.22% 8.152%

11 9.592 1272 1276 1279 rBV 1382105 1023109 15.57% 1.333%
12 9.792 1302 1310 1321 rBV3 53342 106612 1.62% 0.139%
13 9.880 1321 1325 1329 rBV2 2523516 2149605 32.71% 2.801%
14 10.669 1455 1459 1463 rBV 4816911 4456877 67.82% 5.807%
15 11.027 1514 1520 1524 rBV3 68731 75383 1.15% 0.098%

16 11.363 1573 1577 1581 rBV 2593662 2379698 36.21% 3.100%
17 11.816 1646 1654 1660 rBv4 150496 429871 6.54% 0.560%
18 11.892 1662 1667 1672 rBV 1893275 2440663 37.14% 3.180%
19 12.039 1689 1692 1694 rBV 331063 316024 4._.81% 0.412%
20 12.151 1709 1711 1715 rVB3 122588 127989 1.95% 0.167%

21 12.598 1781 1787 1791 rBV5 109356 205260 3.12% 0.267%
22 12.674 1796 1800 1811 rBV 1075959 1340396 20.40% 1.746%
23 12.951 1842 1847 1850 rBV 6983366 6571211 100.00% 8.561%
24 13.157 1880 1882 1884 rBV2 72682 78379 1.19% 0.102%
25 13.180 1884 1886 1895 rVB2 98176 109980 1.67% 0.143%

26 13.427 1925 1928 1932 rVB4 89174 96803 1.47% 0.126%
27 13.521 1938 1944 1946 rBV6 71064 113838 1.73% 0.148%
28 13.839 1989 1998 2016 rBV3 1865689 4273622 65.04% 5.568%
29 14.004 2022 2026 2029 rVB 2674341 2381305 36.24% 3.103%
30 14.168 2051 2054 2066 rVB 273627 343144 5.22% 0.447%

31 14.480 2101 2107 2115 rVB2 952407 1354800 20.62% 1.765%
32 14.745 2145 2152 2156 rBV3 235163 626074 9.53% 0.816%
33 14.786 2156 2159 2163 rVB 657028 698287 10.63% 0.910%
34 14.862 2169 2172 2178 rVB 691556 705296 10.73% 0.919%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.121 2212 2216 2220 rBV 880263 1121162 17.06% 1.461%

36 15.480 2271 2277 2279 rBV 1912113 2688985 40.92% 3.503%
37 15.933 2348 2354 2359 rBV 745712 1202884 18.31% 1.567%
38 15.986 2359 2363 2370 rVvVv 255629 460119 7.00% 0.599%
39 16.433 2433 2439 2450 rBV2 402259 801744 12.20% 1.045%
40 16.727 2485 2489 2494 rVB6 49363 87808 1.34% 0.114%

41 17.027 2535 2540 2546 rVB 122914 239763 3.65% 0.312%
42 17.598 2633 2637 2645 rVB 56919 115274 1.75% 0.150%
43 18.080 2712 2719 2728 rVB3 383490 952062 14.49% 1.240%

Sum of corrected areas: 76753243
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF051119\

BF114163.D

11 May 2019 20:02

Ju/SsJ

K2766-17 P026-SS008-1824-01
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF114163.D
62

6.4

5.47 7.00

7.41

6.85

0
Time-->

T
5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF114163.D

10.67

0.88 11.36

11.89

9.59

|

e

9.7 \ 11.03

Time-->

T
13.00

12.00

12.50

I
10.00

9.50 10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

3152

TIC: BF114163.D

14.00

13.84 15.48

14.48
14436

14.

15.12
14.17

Time-->

™1
13.50

14.00 14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.62 Concentration Rank 1

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

6.62 86.69 ng 6082020 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 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 771 (6.622 min): BF114163.D (-767) (-) m/z 131.95 100.00%
5000 68
75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,“.'.‘.‘? W .‘,51'"|,..':'.,..5.‘.7,....,.':..,.1.1.5.,....,-'...,.. m/z 68.05 44.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er RARSENRE SRS SRR AR
a1 o7 620 6.40 6.60 6.80 7.00
- 117 m/z 134.00 33.97%
0 ,,le.mllsﬁll‘lln,i.mfsq.,l,,II,,.,.,|I.m§|9”|”|,19,5,|,,,I,.I1,2,f1,|||m|”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.83%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene T BEaa B e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.30%
5000
63 81
0 31 38 S0 | 74 ‘ 88 191 1}2 |
s 1 B % A 5 e b B % 106 110 130 1% o | | 650 5% 50 650 M0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Resorcinol Concentration Rank 18

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

8.59 2.01 ng 186594 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 94
2 Phenol. 4-ethoxy- 138 C8H1002 000622-62-8 78
3 Hvdroauinone 110 C6H602 000123-31-9 74
4 2(1H)-Pvridinone. 3-amino- 110 C5H6N20 033630-99-8 58
5 Resorcinol monoacetate 152 C8H803 000102-29-4 56

Abundance Scan 1106 (8.592 min): BF114163.D (-1101) (-) m/z 110.00 100.00%
110

_?

5000
39 n 500 540 BED 8D 9B0
95 169 : : : : :
0.,....,...-.'--...-'.-|!|..].‘!..|....,”...,....,....'....,....,....,....,....,....,.... m/z 82.10 20.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5756: Resorcinol
110
5000
8.20 8.40 8.60 8.80 9.00
81 m/z 81.00 19.27%
53 9
0 |I.||| || 95

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17273: Phenol, 4-ethoxy-

F

8.20 8.40 8.60 8.80 9.00
m/z 52.95 18.30%

5000

01
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5760: Hydroquinone
1

-

8.20 8.40 8.60 8.80 9.00
m/z 39.05 17.28%

5000

%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 820 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Sulfurous acid, butyl hepta... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.61 ng 429871 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 80
2 Sulfurous acid. pentvl tridecvl ... 334 C18H3803S 1000309-14-6 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 1655 (11.821 min): BF114163.D (-1646) (-) m/z 57.10 100.00%
57
5000 g5 __A,#_»“NH,/“/\\ﬂJ\\\_M_
3 113 35155 107 035 081 11.60 11.80 12.00 12.20
ol a3, 197 2% 8 m/z 43.10 66.71%
m/z--> 50 100 150 200 250 300 350
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57
85 11.60 11.80 12.00 12.20
m/z 71.10 53.42%
L3 ” LU UM 10 160 210 239 o7m;
m/z--> 50 100 150 200 250 300 350
Abundance #172307: Sulfurous acid, pentyl tridecyl ester
!
43 11.60 11.80 12.00 12.20
5000 m/z 85.10 40.43%
0 \‘ | J HJ\ .L‘ 9“7 1l 12\7 154 18\3 217235
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 11.60 11.80 12.00 12.20
m/z 41.00 34 .42%
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
LI B LI B LI B T T T 7T LI B T T T 7T T T T 7T T T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 20.51 ng 2440660 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1667 (11.892 min): BF114163.D (-1662) (-) m/z 43.10 100.00%
4483 g0 73
5000
129
15 143157171185199213227241256 11,60 11.80 12.00 12.20
b m/z 73.00 86.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L UL B BRI B
nmnmnmnm
m/z 60.00 85.15%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 LELELEN LB LRI LR B
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 77.35%
29
SECHIN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e e e e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 74 .09%
5000 129
29
‘ 1315717118577 242
0 12\ |
TTT TITT | TT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
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\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 14-Oxatricyclo[9..2.1.0(1,1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.66 ng 316024 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Oxatricvclol9..2.1.0(1.10)1te... 262 C18H300 1000193-06-8 62
2 4.7-Dimethvl-5-decvne-4.7-diol 198 C12H2202 000126-87-4 35
3 Sclareoloxide(Cis-B/C) 262 C18H300 1000215-78-4 35
4 4-Pvridinol. acetate (ester) 137 C7H7NO2 014210-20-9 35
5 Acetic acid, l-methyl-3-(1,3,3-t... 250 C16H2602 1000192-22-3 32
Abundance Scan 1692 (12.039 min): BF114163.D (-1689) (-) m/z 43.10 100.00%

43
5000

11. 80 12.00 12.20 12.40
o B— m/z 95.05 43.60%

B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112645: 14-Oxatricyclo[9..2.1.0(1,10)]tetradecane, 2,6,6,...
43
o5 121 189

5000 e IR m e
11. 80 12. 00 12. 20 12. 40

m/z 41.10 41.78%

29 ‘
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59541: 4,7-Dimethyl-5-decyne-4,7-diol
43

11. 80 12.00 12.20 12.40

o

5000 m/z 137.10 40.19%
137
69
0 2( \‘\ " ‘ ‘ 109123 155

,,,,,,,, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112626: Sclareoloxide(Cis-B/C)

43 11.80 12.00 12.20 12.40

m/z 81.05 35.28%

5000
75 95109 204
177
123,37 161 262

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.67 11.27 ng 1340400 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1799 (12.668 min): BF114163.D (-1796) (-) m/z 43.10 100.00%

0

5000

:

12.40 12.60 12.80 13.00
m/z 57.10 75.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73

-

12.40 12.60 12.80 13.00
m/z 55.10 67.19%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43 73
R RE R R RS R R
12.40 12.60 12.80 13.00
5000 256 m/z 60.00 67.18%
213
157 185
0 "'|2'""i""" T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72648: Tridecanoic acid RN R e o
73 12.40 12.60 12.80 13.00
m/z 73.00 66.62%
43
5000
129
‘ il 214
TR T 2 OO I NN \ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 35.89 ng 4273620 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1998 (13.839 min): BF114163.D (-1989) (-) m/z 57.10 100.00%
57
83
5000
111
R DR A A A
139 13.60 13.80 14.00 14.20
o2 A4 y7.108 196 224 252 280 324 3% | n/7 43.10  88.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 RN BN SR IR B
13.60 13.80 14.00 14.20
29 111 m/z 55.05 76.18%
ol l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
1360 13.80 14.00 14.20
5000 m/z 83.10 62.79%
29 125
NIRRT \tl‘h \ 194 182 210 238 283 384
m/z--> 50 100 150 260 2%0 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57 13.60 13.80 14.00 14.20
m/z 97.10 56.95%
5000
125
29 ‘ 153
N \HLN 182210238266.3:.[1.......4}2.
m/z--> 50 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Tetratetracontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.88 ng 343144 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
4 Sulfurous acid. butyl dodecvl ester 306 C16H3403S 1000309-17-9 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2054 (14.168 min): BF114163.D (-2051) (-) m/z 57.10 100.00%

g

5000
3 13.80 14.00 14.20 14.40
141 183 2 - = -
o ALy 24188220 267 n/z 43.10  68.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
517
5000 LA L L L L L LB L
13.80 14.00 14.20 14.40
97 m/z 71.10 63.00%
0 § i 141 183 225 267 309 351 393 463 505 561 603
A A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7
R AREAEREEEE
13.80 14.00 14.20 14.40
5000 m/z 85.10 44.97%

99
26 |, 141 183 225 267 309 380

Fig

ol A L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecyl ester A T T e

57 13.80 14.00 14.20 14.40

m/z 55.00 28.10%
5000
ol 2 ] %fu139 197231

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.48 11.38 ng 1354800 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 91
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 86
Abundance Scan 2107 (14.480 min): BF114163.D (-2101) (-) m/z 57.05 100.00%
57
U DAL L B B
111 14.20 14.40 14.60 14.80
141
ol \ J ) Jl Iy 109 197 225 257 285309 341 397 m/z 43.10 72.79%
m/z--> 50 150 200 250 300 350 400
Abundance #71394: Pentadecane
57
5000 LR BB B BRI B
85 1420 14.40 14.60 14.80
29 m/z 71.10 58.75%
oLl bl P e 22
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 40.93%
113 324
m/z--> 55 160 1%0 260 250 360 350 460
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester e
43 14.20 14.40 14.60 14.80
m/z 55.10 33.45%
0.“.‘., JHM \\12\|5|154182|?1|7|| S s
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.74 4.66 ng 626074 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2151 (14.739 min): BF114163.D (-2145) (-) m/z 57.10 100.00%

5000
141 183 210 239 14.40 14.60 14.80 15.00
0 281 355 m/z 71.10 66.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 L IBLL L L L L L |

14.40 14.60 14.80 15.00
m/z 43.10 62.08%

113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
R RARESREREE
14.40 14.60 14.80 15.00
5000 m/z 85.10 43 .80%
85
29 113 141 169
ol I Ty, 169 197 225 253 280 309 351 379 407 436
A e A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane e BB ms RE e
57 14.40 14.60 14.80 15.00
m/z 55.10 21.41%
85
5000
29 113
141
NS i R S ) P el
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .86 5.25 ng 705296 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 trans-Farnesol 222 C15H260 000106-28-5 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
Abundance Scan 2172 (14.862 min): BF114163.D (-2169) (-) m/z 69.10 100.00%
69
5000
41
95
14.60 14.80 15.00 15.20
Ob b L 326 Jl (10203 231 273299 341367 410 | sz 81.10  54.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 L RN SR BN R
a1 14.60 14.80 15.00 15.20
m/z 41.10 28.08%
A y Jl Wk e P
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.80%
41
o L ad gl ;1@ A 163 191 217 245 273299 341 367 410
R T LY UL LR AL SRR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol N BT I B o B RO R
69 14.60 14.80 15.00 15.20
m/z 68.10 10.77%
5000 41
Jg 136
o200 4 i | li @16 161 191 222
m/z--> 50 100 1éo 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\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.12 8.34 ng 1121160 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2216 (15.121 min): BF114163.D (-2212) (-) m/z 57.10 100.00%
57
5000 85
13 14.80 15.00 15.20 15.40
141
ol STy M 160 107 225 263 205 337 m/z 43.10 61.94%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR B BN B B

14.80 15.00 15.20 15.40
m/z 71.05  61.54%

113

29
Ly

0 L. ]1 L 1§1 169 197 225 253 295 323 367
—— ., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T T T
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 43.84%
29 113
oL L LT M 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane A RBEEE RS S S
57 14.80 15.00 15.20 15.40
m/z 55.05 20.72%
5000 85
29 113
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
— ettt R REERE R R Ry
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 1-Heptacosanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.42 ng 460119 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2364 (15.992 min): BF114163.D (-2359) (-) m/z 57.10 100.00%
a7
5000 e
139 15.60 15.80 16.00 16.20 16.40
168 192
o211, dphog 22 el 2 281 385 "m/z 83.05  93.74%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
g7 19
5000 U R N

15 60 15. 80 16. OO 16 20 16. 40

125 m/z 55.10 90.54%
o 29 i L153.181 209 236 264 292 320 350 378
- T 17T I T T 7T I LI . I L I L I
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
S
7 IIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.10 89.21%
125
29
oLl 1‘[ 1‘ L153 181 209 236 264 292 322 364 392
e - RS- B e R A
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 I i ana EE S
57 83 15.60 15.80 16.00 16.20 16.40
m/z 97.10 84 _.60%
5000 1
29
ol J i f ] J i } ] 167 195 222 250 280 308 336
e e o
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16,00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114163.D

Aca On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-55008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.08 7.08 ng 952062 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 80
2 2.6.6.9.27.6".6".9"-Octamethvl-T... 410 C30H50 1000189-48-2 78
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 74
4 Lonaifolenaldehvde 220 C15H240 019890-84-7 49
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 47
Abundance Scan 2719 (18.080 min): BF114163.D (-2712) (-) m/z 205.10 100.00%
5

5000

:

17.80 18.00 18.20 18.40
m/z 109.10 87.02%

342 368 409

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan

%

17.80 18.00 18.20 18.40
m/z 95.10  85.54%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethyl-[8,87bi[tricyclo]...
205
s s o
17.80 18.00 18.20 18.40
5000 95 m/z 121.10 69.84%
149 410
n % 121 -
0 M. JL Ll ‘l Wl J .231 257 285 325346367 \
- 1T I T TT I T T 1T I T 1 1T I T T T 7T I T T I I 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one A i m e B
205 17.80 18.00 18.20 18.40
m/z 55.05 64 .75%
257
5000
121 19 424
S o O O N O
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\HPCHEMI\BNA_F\DATA\BF051119\

Data File : BF114163.D

Acq On : 11 May 2019 20:02

Operator : JU/SJ

3?22 le K2766-17 P026-SS008-1824-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6.62 6.62 86.7 ng 6082020 1 6.85 1403090 20.0
Resorcinol 8.59 2.0 ng 186594 2 8.13 1856440 20.0
Sulfurous acid, b... 11.82 3.6 ng 429871 4 11.36 2379700 20.0
n-Hexadecanoic acid 11.89 20.5 ng 2440660 4 11.36 2379700 20.0
14-Oxatricyclo[9.... 12.04 2.7 ng 316024 4 11.36 2379700 20.0
Octadecanoic acid 12.67 11.3 ng 1340400 4 11.36 2379700 20.0
5-Eicosene, (E)- 13.84 35.9 ng 4273620 5 14.00 2381310 20.0
Tetratetracontane 14_.17 2.9 ng 343144 5 14.00 2381310 20.0
Pentadecane 14.48 11.4 ng 1354800 5 14.00 2381310 20.0
Octacosane 14.74 4.7 ng 626074 6 15.48 2688990 20.0
Squalene 14.86 5.3 ng 705296 6 15.48 2688990 20.0
Hexacosane 15.12 8.3 ng 1121160 6 15.48 2688990 20.0
1-Heptacosanol 15.99 3.4 ng 460119 6 15.48 2688990 20.0
5-Bromo-4-oxo0-4,5... 18.08 7.1 ng 952062 6 15.48 2688990 20.0
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