LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051420\
Data File : BF120302.D
Aca On : 14 May 2020 20:33 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22'6 : L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 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-BF051420.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 5.228 530 534 563 rBY 5508245 6257435 85.72% 9.306%
2 5.557 587 590 607 rBV 138348 210450 2.88% 0.313%
3 6.275 708 712 732 rBVY 4732349 5799729 79.45% 8.625%
4 6.463 741 744 757 rBV 223564 301870 4.14% 0.449%
5 6.622 767 771 781 rBV 1423617 1582222 21.67% 2.353%
6 6.775 793 797 825 rVB 4541181 4933361 67.58% 7.337%
7 7.192 863 868 881 rBVY 3436925 3896184 53.37% 5.794%
8 7.398 899 903 906 rVB 87903 75949 1.04% 0.113%
9 7.904 986 989 1009 rBVY 2115096 2266726 31.05% 3.371%
10 8.986 1168 1173 1186 rBVY 7446556 7300051 100.00% 10.856%

11 9.104 1190 1193 1198 rVB 144653 164465 2.25% 0.245%
12 9.381 1233 1240 1255 rBV 1628703 1617220 22.15% 2.405%
13 9.657 1283 1287 1299 rBV 2763981 2556433 35.02% 3.802%
14 10.451 1417 1422 1436 rBV 3648390 4071327 55.77% 6.055%
15 11.139 1535 1539 1548 rBV 2241643 2267195 31.06% 3.372%

16 11.692 1628 1633 1652 rBV 1689560 2112997 28.94% 3.142%
17 12.351 1741 1745 1747 rBV 75486 75712 1.04% 0.113%
18 12.474 1762 1766 1778 rBV 845813 1105573 15.14% 1.644%
19 12.733 1805 1810 1820 rBV 5962557 6232641 85.38% 9.269%
20 12.969 1845 1850 1853 rBV2 150977 163875 2.24% 0.244%

21 13.157 1876 1882 1885 rBV2 142687 195527 2.68% 0.291%
22 13.186 1885 1887 1896 rVB7 111378 188502 2.58% 0.280%
23 13.310 1905 1908 1911 rVB 183855 155015 2.12% 0.231%
24 13.580 1951 1954 1960 rBV7 63141 148927 2.04% 0.221%
25 13.639 1960 1964 1974 rVB 1116694 1488348 20.39% 2.213%

26 13.780 1983 1988 1994 rBV 1377611 1550793 21.24% 2.306%
27 13.957 2014 2018 2022 rBV 668681 595332 8.16% 0.885%
28 14.263 2066 2070 2073 rBV 939362 948974 13.00% 1.411%
29 14.557 2116 2120 2124 rVV 1367770 1355931 18.57% 2.016%
30 14.863 2168 2172 2175 rBV 1374920 1430433 19.59% 2.127%

31 15.168 2220 2224 2227 rBV 1179348 1536545 21.05% 2.285%
32 15.204 2227 2230 2239 rVB 1147555 1336598 18.31% 1.988%
33 15.592 2291 2296 2301 rBV 932125 1299313 17.80% 1.932%
34 15.651 2303 2306 2312 rVV2 102915 190603 2.61% 0.283%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

3?22'6 i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.039 2367 2372 2383 rVB2 423866 776977 10.64% 1.155%
36 16.568 2458 2462 2468 rVB 184063 309239 4.24% 0.460%

37 17.015 2533 2538 2549 rVB 116666 331569 4._.54% 0.493%
38 17.180 2562 2566 2574 rVB3 205004 413310 5.66% 0.615%

Sum of corrected areas: 67243351
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120302.D
7000000

6000000
5.23

5000000 6.07 6.7

4000000
7.19

3000000

2000000
6.62

1000000

5[.\56 6.46 7.40

o A b N

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120302.D

7000000

6000000 12.73

5000000
4000000 10.45

3000000
7.90 11.14

2000000 11.69

9.66
9.3
1000000 12.47
9.10 L 12.3 1292':&1@:
0 AN

8
T 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: BF120302.D

7000000

6000000
5000000
4000000

3000000

2000000 13.7 14.56 14.86

8
13.64 14.26 10 1550
1000000 13.96 16.04
13, .65 16.57 17.027.18

e et

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Ethanol, 2-butoxy- Concentration Rank 15

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

5.56 2.66 ng 210450 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 72
2 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 25
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 25
4 n-Butvl ether 130 C8H180 000142-96-1 25
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 25

Abundance Scan 590 (5.557 min): BF120302.D (-587) (-) m/z 56.95 100.00%
57
5000
45
39‘ e | 6360 75 8|7 100 520 540 560 5.80
R o o e L L B R R R m/z 45.00 33.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45
5.20 5.40 5.60 5.80
o 87 m/z 41.00 28.61%
15 | sl esea® | 100 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.20 5.40 5.60 5.80
5000 m/z 87.00 14 .50%
29
41
15 50 58T g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4468: 3,3-Dimethylbutane-2-ol
57 5.20 5.40 5.60 5.80
45 m/z 56.00 6.85%
5000
87
29 69 ‘
"I'"'I"'“h"'?s'“"I"“‘I""h""l""l""}qg"I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 14

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

6.46 3.82 ng 301870 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 53
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 36
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 28

Abundance Scan 743 (6.457 min): BF120302.D (-741) (-) m/z 44.95 100.00%
45
5000 59 ﬂ\‘
5 T8 w0 ebo aby
104 : : :
..,....,....,....,-.|!:.,....!-....,I'.'..,...f??....,.:..l,l.?..,....,....,....,... m/z 59.00 37.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)- k
45
5000 59 IS SRS RS AR
31 72 6.20 6.40 6.60 6.80
m/z 72.00 18.80%
I go 104 146
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.20 6.40 6.60 6.80
5000 m/z 42.95 13.02%
59 72
31 89
15 103 119 148
Wmﬁmﬁmmwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
45 6.20 6.40 6.60 6.80
m/z 73.10 12.98%
5000 59
31 73
"|“"v'jﬂk"“Mlhl'“””“"v'“w"ﬁﬁ'“'fﬂé'v"w"“|'“'|“"v"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.69 18.64 ng 2113000 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1633 (11.692 min): BF120302.D (-1628) (-) m/z 59.95 100.00%

w3 07
5000
129
97 213
L 115 | 43157171185 o0 22754, 256 1140 11.60 11.80 12.00

S m/z 73.00 97.40%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid

43 o 73

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance

43 60 73

5000 29 LN L L L L L L L L B
11.40 11.60 11.80 12.00
129 m/z 57.00 84.23%
97 115 213 256
| ll 143157171185 199 227 L
RRRRERE

11.40 11. 60 11. 80 12.00

5000 129 m/z 43.05 80.76%
29 87
199
101115 143157991185 213 242

15 226

LN L e i o e R R R R RS R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid

43 60 73 11.40 11.60 11.80 12.00

m/z 55.00 70.65%

5000 129
29
15 L#“ 143157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.47 14.26 ng 1105570 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 1765 (12.469 min): BF120302.D (-1762) (-) m/z 59.95 100.00%

48 60

-

5000 o 129
97115 185 241 IIIIIIIIIIIIIIIIIIIIII
143157171 | 199513227 | 255 284 12.20 12.40 12.60 12.80
m/z 43.00 99.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 B e oo e

12.20 12.40 12.60 12.80
m/z 57.00 97.30%

185

241 284

143457171

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

s

Abundance
73
129 12.20 12.40 12.60 12.80
5000 m/z 73.00 91.31%
43 57
87
115
101 143 172
mﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 55.00 75.83%
5
5000 129

185 228
143157171 ‘ 199713 ‘

M ﬂ’ ]W\llﬁs \

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

|
-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.97 2.11 ng 163875 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1850 (12.969 min): BF120302.D (-1845) (-) m/z 57.00 100.00%

57
5000

99 12.60 12.80 13.00 13.20

e se o~ m/z 43.00 57.48%
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane L{J@L
57

5000 ARSI B

1260 12.80 13.00 13.20
99 m/z 71.05 50.24%

, 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

:

12.60 12.80 13.00 13.20
5000 m/z 85.00 37.46%

99
141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e e e
517 12.60 12.80 13.00 13.20

m/z 55.00 27 .68%

.

5000

g .

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.16  2.52ng 105527  Chrysene-diz 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Phenanthrenol . 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 95
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 46

3 Silane. dimethvl(2-chloro-5-meth... 286 C14H23CI102Si 1000347-54-6 38
4 Silane. dimethvl(2-chlorophenoxv... 286 C14H23Cl102Si 1000347-07-2 30

5 Crinan-1-one 271 C16H17NO3 098301-98-5 25
Abundance Scan 1883 (13.163 min): BF120302.D (-1876) (-) m/z 175.10 100.00%
115 271 7
5000 286
3 127 145159 229243 12.80 13.00 13.20 13.40

m/z 271.20 87 .93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175

5000
12.80 13.00 13.20 13.40

m/z 201.10 60.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
201 271
12.80 13.00 13.20 13.40
5000 m/z 55.00 45 .29%
115
89 173
39 63 143 159 217 243
mmmmﬁrﬂmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #132423: Silane, dimethyl(2-chloro-5-methylphenoxy)pentyloxy- T e T
271 12.80 13.00 13.20 13.40

m/z 69.05 42 _.34%

5000
165 199 286

75 95
27 43 59 09 145 183 || 216231 251
ettt

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

:
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 1-Methyl-7,11-dithiaspiro[5... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.43 ng 188502 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 91
2 4-Methoxv-naphthalene-1-carboxvl... 202 C12H1003 1000317-85-4 30
3 4-Carbamovl-3-methoxvauinoline 202 C11H10N202 020844-05-7 22
4 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 18
5 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C10H10N40 1000260-59-4 18
Abundance Scan 1888 (13.192 min): BF120302.D (-1885) (-) m/z 202.10 100.00%
202

5000

12.80 13.00 13.20 13.40 13.60
m/z 199.05 75.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62326: 1-Methyl-7,11-dithiaspiro[5,5] undecane
145 202
95
5000 46 67
159 12.80 13.00 13.20 13.40 13.60
H T L ‘ m/z 213.10 62.90%
W LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
T T T
12.80 13.00 13.20 13.40 13.60
5000 m/z 284.20 56.27%
185
114 131 159
7
mﬁmﬁmﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62378: 4-Carbamoy!l-3-methoxyquinoline L
202 12.80 13.00 13.20 13.40 13.60
m/z 159.00 52.97%
5000 185
1431 7
115
L ® R m)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60

8270-BF051420.M Fri May 15 07:39:35 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octacosyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.64 19.19 ng 1488350 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
5 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
Abundance Scan 1964 (13.639 min): BF120302.D (-1960) (-) m/z 57.00 100.00%
57
USSR SUNILE BRI SR
13.40 13.60 13.80 14.00
7
ob—rk, ..ﬂ.,.ll.ff,l.‘?g.l.????(.’,.?f?(? 38 | M/Z 43.00  62.40%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57
97
5000 RN BN SURRIN UL I
13,40 13.60 13.80 14.00
lﬂ m/z 55.00 54 _.25%
27 Pf?}?g 208 250 292322 362392 437 588
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
13140 13.60 13.80 14.00
5000 97 m/z 71.05 47 .18%
27 127 167196227258
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate T T T
57 13.40 13.60 13.80 14.00
m/z 83.05 41.28%
97
5000
39
271 P 181 222 264 306336 392 437 488
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 1340 13.60 13.80 14.00

8270-BF051420.M Fri May 15 07:39:35 2020 Page: 11



8270-BF051420.M

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051420\
Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

Sample : L2635-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.96 7.68 ng 595332 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2019 (13.963 min): BF120302.D (-2014) (-) m/z 57.00 100.00%
57 P
5000 85
113 13.60 13.80 14.00 14.20
141 169 : . :
L by M 180 103211 257 267 205 077771 05 53.38%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AU S DR B
g5 13 60 13. 80 14. oo 14.20
29 m/z 43.00 50.03%
i1, J (113 141 160 197 226
m/z--> §0 160 1éo 200 2%0 300 3éo
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 41.72%
85
29 113 141 169 197 205 253 281 323 351 380
m/z--> §0 160 1éo 260 2%0 360 3éo
Abundance #175557: Tetracosane B BARAEEE S S
57 13.60 13.80 14.00 14.20
m/z 55.00 21.91%
5000 85
29 113
| ‘ L [ ‘1411169 197 225 253 281 309 338
m/z--> % @ m ﬁ 250 300 @ anmmmmm'

Fri May 15 07:39:36 2020

ROLL-OFF-P72-11933

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.26 12.24 ng 948974 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2070 (14.263 min): BF120302.D (-2066) (-) m/z 57.00 100.00%
57
5000 85 A l
U U BN BURRR B
113 14.00 14.20 14.40 14.60
141
ol L L4 L 707,141 160180 211239053 295 323 355 397 | pn 71 .05 - 54740
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
85 14.00 14.20 14.40 14.60
m/z 43.05 49 _.90%
290 | | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14,00 14.20 14.40 14.60
5000 g5 m/z 85.05 41 .45%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R e e e A
57 14.00 14.20 14.40 14.60
m/z 55.00 20.28%
5000 85 \NN*JAMNvU~¢¢JLMN~VJwARNMMN
%gw | (M4 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF051420.M Fri May 15 07:39:36 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 12 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 17.65 ng 1355930 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2121 (14.563 min): BF120302.D (-2116) (-) m/z 57.00 100.00%
57
5000 85
14.20 14.40 14.60 14.80
141 169
ol b l| .| A 20188 211 234253272 295 323 385 | “nm/z  71.00  57.47%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AN BN BN B
85 14.20 14.40 14.60 14.80
m/z 43.05 48 .54%
29010 d1}3|141 169 107 225 253 281 323 351 380
m/z--> 55 100 1éo 260 250 360 3%0
Abundance
57
14:20 14.40 14.60 1480
5000 85 m/z 85.05 46 .30%
29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 1éo 260 2éo 300 3%0
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 55.00 20.42%
85
5000
29 113
DLl L 0T 141 160 197 225 253 206
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 14'20 14. 40 14. 60 14I80 '

8270-BF051420.M Fri May 15 07:39:37 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 2-Bromo dodecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.86 18.62 ng 1430430 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2172 (14.863 min): BF120302.D (-2168) (-) m/z 57.00 100.00%

57
5000 85
| 14.60 14.80 15.00 15.20
141
ol b ll L. 109 197 225247267 295 323 350 m/z 71.05 57.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.60 14.80 15.00 15.20
m/z 43.05  49.25%

29 113
| I ] L 141 (169 197 225 253 2%
e e e B
m/z--> 50 100 150 200 250 300 350
Abundance
57
R A e
14.60 14.80 15.00 15.20
5000 m/z 85.10 42.74%
85
29
113 141 169 197 225 253 281 323 351 380
T T T T T T T e e T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane B L B B B B L
57 14.60 14.80 15.00 15.20
m/z 55.00 20.09%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
R e T e e iR A R & B o e A
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF051420.M Fri May 15 07:39:38 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.59 16.91 ng 1299310 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2296 (15.592 min): BF120302.D (-2291) (-) m/z 57.00 100.00%
57
5000 85
LN DU SR B I
113 15.20 15.40 15.60 15.80 16.00
141
ol b AT T 169 107 225 253 282 309 350 385 | iu 71.10 | 59.06%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN IR AR B I
85 15.20 15.40 15.60 15.80 16.00
m/z 43.00 46.61%
2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 44 .84%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- N L L L B B
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 20.66%
5000 85 “x/\wAA’N»hM~}\/\H\w“vavuJKL
3 I I J1}31331?4h183 211 239 281
m/z--> 50 100 150 200 250 300 350 ' 15,20 15.40 15.60 15.80 16.00

8270-BF051420.M Fri May 15 07:39:38 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 15 Pentafluoropropionic acid, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.65 2.48 ng 190603 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
2 Heptadecafluorononanoic acid. he... 702 C26H35F1702 1000356-03-3 91
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
4 8-Heptadecene 238 C17H34 002579-04-6 90
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
Abundance Scan 2306 (15.651 min): BF120302.D (-2303) (-) m/z 57.00 100.00%
g7
97
5000
1139 181 208 281 343 ' 15.40 15.60 15.80 16.00
...'.i..'.t,..!ﬂ%ﬂﬁ%ﬁhﬁmmmm m/z 83.00 87 .51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #212866: Pentafluoropropionic acid, heptadecy! ester
g7
5000 LRI ILRL B SULRULN SR
2% 1540 15.60 15.80 16.00
m/z 97.00 74.88%
182 283 384
m/z--> 55 160 1éo 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 R SR B SO B
238 15.40 15.60 15.80 16.00
5000 m/z 55.00 65.20%
131
169 283 331 381419 465 684
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #105686: 13-Tetradecen-1-ol acetate I a  BREEEEES B
43 15.40 15.60 15.80 16.00
83 m/z 69.00 57.28%
5000
25
1 , 167 208 254
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1540 15.60 15.80 16.00

8270-BF051420.M Fri May 15 07:39:39 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.04 10.11 ng 776977 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2372 (16.039 min): BF120302.D (-2367) (-) m/z 57.00 100.00%

141 169 15.80 16.00 16.20 16.40
| 11 -l 709 197 225 258 276295 827 57 m/z 71.00 55.62%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

57
5000 85
J

2

5000 85 e e e
1580 16.00 16.20 16.40

m/z 43.00 44 _06%

29
| | Ll ]]1}31 141 169 107 225 253 295 323 367
A . e DR L S B
miz--> 50 100 150 200 250 300 350
Abundance
57
e
15.80 16.00 16.20 16.40
5000 o m/z 85.10 43.16%
113
29 141 169199211 239 267 205 323 352
S 8 [ S SR - e P L
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R S ERRRESEEEa
57 15.80 16.00 16.20 16.40
m/z 55.00 18.34%
85
5000
29 113
LU 77 M1 169 107 225 253 296
S Pl s USLES - B S .
miz--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40

8270-BF051420.M Fri May 15 07:39:39 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 17 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.57 4.03 ng 309239 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2462 (16.568 min): BF120302.D (-2458) (-) m/z 57.00 100.00%
57
5000 85 HWMWWJva«Mnj\wf“\wwvwﬂmxﬂ»
UV U
113 16.20 16.40 16.60 16.80
141 207
o3¢ 1| '] u Q2 1 232250 281301 325 985 m/z 71.05 58.50%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL DL BN B B
16. 20 16. 40 16 60 16.80
m/z 43.05 43.22%
29 113
J | L i 1] | 141,169 197 225 253 296
m/z--> éo 100 1éo 260 250 360 3%0
Abundance
57
16,20 16.40 16.60 16.80
5000 m/z 85.00 39.42%
85
29
113 141 169 197 226
m/z--> éo 160 150 200 2%0 360 3%0
Abundance #194493: Hexacosane L LI L L N BN B
57 16.20 16.40 16.60 16.80
m/z 55.00 20.77%
>0 T WVJWNJNMVWMNJ«bﬂme/vvaJA\
i i || M8 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 150 2(')0 251;0 300 3&1;0 16. 20 16. 40 16 60 16. 80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 _gamma.-Sitosterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.02 4.32 ng 331569 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 59
2 _beta.-Sitosterol 414 C29H500 000083-46-5 56
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 25
4 22.26-0xi1do-4.17-cholestadien-3.... 414 C27H4203 1000252-80-4 25
5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 10
Abundance Scan 2539 (17.021 min): BF120302.D (-2533) (-) m/z 57.00 100.00%
g7
95 145
5000

16.80 17.00 17.20 17.40
m/z 43.00 96.43%

330 356

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

16.80 17.00 17.20 17.40
m/z 55.00 83.34%

5000

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
s e RRmaS R S
16.80 17.00 17.20 17.40
5000 81 105 m/z 145.10 63.14%
18 145 414
173 213 255 303329
234" 576 354 381
B e W o o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . RS EmmEs o L
43 16.80 17.00 17.20 17.40
81 m/z 95.00 61.38%
5000
— s e RRmaS R S
m/z--> 0 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051420\

Data File : BF120302.D

Aca On : 14 May 2020 20:33

Operator : MA/SJ

ﬁ?ggle i L2635-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 19 4-Allyl-5-pyridin-3-yl-2,4-__._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.18 5.38 ng 413310 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-AllvIl-5-pvridin-3-vI-2.4-dihvd... 218 C10H10N4S 1000300-40-5 64
2 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 58
3 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 50
4 5H-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 27
5 I-vValine, n-pentafluoropropionyl... 305 C11H16F5NO3 1000320-87-9 27
Abundance Scan 2566 (17.180 min): BF120302.D (-2562) (-) m/z 218.20 100.00%
218
57
5000 g5
109 133 189
|l ll |]_6]_J l 257 281 329 355 409 16.80 17.00 17.20 17.40
cadtd b sl ool Bt by m/z 203.15 87 .19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole. ..
218
5000 LRSI U BN BN
104 16.80 17.00 17.20 17.40
41 185 m/z 57.10 70.59%
81 | 145
I||Il=lu:.n|‘l|| '“ll .‘:!.2‘.1.‘“|'..". e . — T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
16.80 17.00 17.20 17.40
5000 m/z 71.05 49_.12%
160
5 77 104132 187
mz-> 50 100 150 200 250 300 350 400
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia... e EARRs RS
160 208 16.80 17.00 17.20 17.40
m/z 43.00 43.64%
39
5000
69
{ 96 116
IIhkl]:hl\hlqi‘l\l‘I\L]I'EGJ}\ILII.ILI\IIIII — R R ERE RAREE mmaat I
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051420\
Data File : BF120302.D
Acq On : 14 May 2020 20:33 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - H2085-01 ROLL-OFF-P72-11933
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420_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]
Ethanol, 2-butoxy- 5.56 2.7 ng 210450 1 6.62 1582220 20.0
Ethanol, 2-(2-eth... 6.46 3.8 ng 301870 1 6.62 1582220 20.0
n-Hexadecanoic acid 11.69 18.6 ng 2113000 4 11.14 2267200 20.0
Octadecanoic acid 12.47 14_.3 ng 1105570 5 13.78 1550790 20.0
Hexacosane 12.97 2.1 ng 163875 5 13.78 1550790 20.0
2-Phenanthrenol, ... 13.16 2.5 ng 195527 5 13.78 1550790 20.0
1-Methyl-7,11-dit... 13.19 2.4 ng 188502 5 13.78 1550790 20.0
Octacosyl heptafl... 13.64 19.2 ng 1488350 5 13.78 1550790 20.0
Hexadecane 13.96 7.7 ng 595332 5 13.78 1550790 20.0
Heptacosane 14.26 12.2 ng 948974 5 13.78 1550790 20.0
Triacontane 14.56 17.6 ng 1355930 6 15.17 1536550 20.0
2-Bromo dodecane 14.86 18.6 ng 1430430 6 15.17 1536550 20.0
Eicosane, 10-methyl- 15.59 16.9 ng 1299310 6 15.17 1536550 20.0
Pentafluoropropio... 15.65 2.5 ng 190603 6 15.17 1536550 20.0
Pentacosane 16.04 10.1 ng 776977 6 15.17 1536550 20.0
Heneicosane 16.57 4.0 ng 309239 6 15.17 1536550 20.0
-gamma.-Sitosterol 17.02 4.3 ng 331569 6 15.17 1536550 20.0
4-Allyl-5-pyridin... 17.18 5.4 ng 413310 6 15.17 1536550 20.0
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