LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 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-BF040820 .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 5.251 535 538 553 rBY 1456886 1486427 36.12% 6.116%
2 6.298 713 716 728 rBVY 1064165 963984 23.43% 3.966%
3 6.645 772 775 781 rBV 682954 556360 13.52% 2.289%
4 6.804 798 802 805 rBY 2682784 2213295 53.79% 9.107%
5 7.216 865 872 875 rBVY 2172545 2032033 49.38% 8.361%
6 7.934 990 994 997 rBV 958394 707125 17.18% 2.910%
7 8.175 1031 1035 1043 rBV 134441 147309 3.58% 0.606%
8 8.663 1113 1118 1128 rBV 299901 336993 8.19% 1.387%
9 8.733 1128 1130 1141 rVB 40099 50575 1.23% 0.208%
10 8.845 1146 1149 1153 rVvVv 105613 89009 2.16% 0.366%
11 8.898 1155 1158 1162 rVB 59818 47057 1.14% 0.194%

12 9.016 1174 1178 1181 rBV 4265315 3465857 84.23% 14.261%
13 9.416 1242 1246 1249 rBV 301919 253002 6.15% 1.041%
14 9.692 1289 1293 1296 rBV 954403 839898 20.41% 3.456%
15 10.139 1366 1369 1375 rVvB2 106006 99010 2.41% 0.407%

16 10.416 1410 1416 1423 rBV 68267 85899 2.09% 0.353%
17 10.486 1423 1428 1431 rBV 2362627 2361826 57.40% 9.718%
18 10.922 1498 1502 1515 rBV 505025 528418 12.84% 2.174%
19 11.174 1542 1545 1549 rBV 1076169 849338 20.64% 3.495%
20 11.722 1634 1638 1645 rBV2 246983 271579 6.60% 1.117%

21 12.504 1768 1771 1782 rBV 92217 110226 2.68% 0.454%
22 12.651 1793 1796 1809 rBV 205936 221381 5.38% 0.911%
23 12.774 1811 1817 1820 rBV 3936030 4114853 100.00% 16.931%
24 13.674 1966 1970 1983 rBV 153528 227072 5.52% 0.934%
25 13.815 1990 1994 1998 rBV 967989 826651 20.09% 3.401%

26 14.298 2072 2076 2086 rBV2 37545 66610 1.62% 0.274%
27 14.904 2176 2179 2185 rBV2 42534 48145 1.17% 0.198%
28 15.221 2228 2233 2236 rBV 667383 797838 19.39% 3.283%
29 15.257 2236 2239 2244 rVB 43704 54294 1.32% 0.223%
30 15.651 2302 2306 2313 rBV2 29857 45524 1.11% 0.187%
31 16.956 2521 2528 2532 rBV6 38151 84452 2.05% 0.347%
32 17.062 2540 2546 2552 rVB5 43013 80939 1.97% 0.333%
33 18.456 2775 2783 2792 rBV6 64813 167609 4_.07% 0.690%
34 18.609 2801 2809 2816 rBV6 26067 72644 1.77% 0.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24303232
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF043020\
: BF120245.D

: 30 Apr 2020 17:55

: MA/SJ

: L2451-01

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BF120245.D

6.80

7.22

5.25

6.65

0
Time-->

T
5.00
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4000000

3000000

2000000

1000000

0

TIC: BF120245.D

10.49

11.17

7.93 9.69

10.92
9.42

\

8.66 11.72

8.17
I

[——

10.14 104

Time-->

12.00 12.50 13.00

9.50

10.00

10.50 11.00 11.50

Josego

8.00 8.50 9.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF120245.D

13.82
15.22

13.67

14.30 14.90 .26 15.65 169606 18.4£8.61

0
Time-->

I T
17.50 18.00 18.50

16.00 16.50

17.00

R
13.50 14.00 14.50

15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Phenylpropanol Concentration Rank 8

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

8.17 4_.17 ng 147309 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvilpropanol 136 C9H120 000122-97-4 96
2 3-Phenvl-1-propanol. acetate 178 C11H1402 000122-72-5 80
3 Benzene. 1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 64
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 53
5 1-Methoxy-3-phenylpropane 150 C10H140 002046-33-5 50

Abundance Scan 1034 (8.169 min): BF120245.D (-1031) (-) m/z 91.00 100.00%
o 117
5000
51 65 77 T[rrrr|yrrriprrirryrrrror[r
39 | s | | 105 136 7.80 8.00 820 840 8.60
reprrerprrrpebeer i 28l L Tm/z 117.00  97.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16369: 3-Phenylpropanol
o 117
5000 SRR AR LR
7.80 8.00 820 840 8.60
5 77 136 m/z 118.00 56.96%
31 39 | 103
“|E4W'HWI“JV'“J“?ﬁi'w'“'v'“”“"J'w'“”v'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
A
7.80 8.00 820 840 8.60
5000 m/z 92.00 48.36%
91
43
mﬁmmmﬁrwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8977: Benzene, 1-ethenyl-4-methyl- e e
118 7.80 8.00 820 8.40 8.60

m/z 77.00 20.93%

5000
91

39
18 27 5 515865 774 ‘ | 110‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown8.66 Concentration Rank 3

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

8.66 9.53 ng 336993 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 45
2 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 40
3 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
4 _alpha.-Hvdroxvisocaproic acid 132 C6H1203 000498-36-2 9
5 (+-)-3-hydroxybutyric acid, trif... 200 C6H7F304 1000374-31-1 9

Abundance Scan 1118 (8.663 min): BF120245.D (-1113) (-) m/z 69.00 100.00%
89
5000
41
103 S AR AR AR AR
||| 55 8|7 | 154 8.40 8.60 8.80 9.00
e S — m/z 41.00 32.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
89
5000
8.40 8.60 8.80 9.00
o m/z 39.00 20.68%
.I| |||. L 12.6 141 210
m/z--> ' ' b 85 160 150 150 1éo 1é0 260 '
Abundance
69
8.40 8.60 8.80 9.00
5000 a1 m/z 43.00 18.27%
27 53 85 95 112 137 154
m/z--> 25 Jo éo 85 100 150 140 1éo 1é0 260 '
Abundance #7242: Ethyl cyclopropanecarboxylate
69 8.40 8.60 8.80 9.00
m/z 103.00 16.30%
5000
41
29 86
15 | [l %8| | oo 11 A .
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 1&'30 2(')0 ' 8.110 8.|60 8.80 9.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Phenol, 2,6-dimethoxy- Concentration Rank 11

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

8.85 2.12 ng 89009 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethoxv- 154 C8H1003 000091-10-1 97
2 3-Amino-2.6-dimethoxvpvridine 154 C7H10N202 028020-37-3 70
3 Phenol. 3.4-dimethoxv- 154 C8H1003 002033-89-8 59
4 Octahvdro-1H-pvrido(l.2-c)pvrimi... 154 C8H14N20 015932-63-5 47
5 Phenol, 3,5-dimethoxy- 154 C8H1003 000500-99-2 32

Abundance Scan 1150 (8.851 min): BF120245.D (-1146) (-) m/z 154.00 100.00%
5000 139

IIIIIIAIIIIIIIIIIIIIII

8.60 8.80 9.00 9.20
m/z 139.00 48 .09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27407: Phenol, 2,6-dimethoxy-

154

139

A
LI L L L L L L

8.60 8.80 9.00 9.20
m/z 96.00 25.34%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
154
B A REamames
8.60 8.80 9.00 9.20
5000 139 m/z 111.00 23.53%
111
53 80
15 28 42 66 96 125
Wmﬁmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27408: Phenol, 3,4-dimethoxy-
154 8.60 8.80 9.00 9.20
139 m/z 93.00 22 .05%
5000
111
39 69
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Phenol, 3,4,5-trimethoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.36 ng 99010 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.4.5-trimethoxv- 184 C9H1204 000642-71-7 96
2 3.4-Dimethoxv-6-methvlpvrocatechol 184 C9H1204 054826-79-8 50
3 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 50
4 3-Thiopheneacetic acid. 5-acetvl- 184 C8H803S 1000337-56-9 49
5 2(1H)-Pyridinethione, 1l-ethyl-3-._.. 169 C8H11NOS 024207-15-6 47
Abundance Scan 1369 (10.139 min): BF120245.D (-1366) (-) m/z 169.00 100.00%
169
141 184
5000
9.80 10.00 10.20 10.40
m/z 184.00 60.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49268: Phenol, 3,4,5-trimethoxy-
169
184
5000 UL SRR B
141 9.80 10.00 10.20 10.40
69 111 126 m/z 141.00 53.11%
15 2939 53 | 81 o5 d | | 1ss I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
169 184
9.80 10.00 10.20 10.40
5000 m/z 68.95 39.73%
126
15 27 39 53 69 gog 95 109 14 154
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48943: Cyclopentene, 1,2-dimethyl-4-methylene-3-pheny!-
169 g4 9.80 10.00 10.20 10.40
m/z 111.00 33.42%
5000 154
o 141
28 128
reel Wl
A | 1 1 [T mn 1l I Li|
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Benzenemethanol, 3,4,5-trim... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.05 ng 85899 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 3.4.5-trimethoxy- 198 C10H1404 003840-31-1 95
2 2.3.4-Trimethoxvbenzvl alcohol 198 C10H1404 071989-96-3 76
3 Benzoic acid. 4-hvdroxv-3.5-dime... 198 C9H1005 000530-57-4 49
4 3-Hvdroxv-4.5-dimethoxvbenzoic acid 198 C9H1005 001916-08-1 47
5 Benzene, 1,1"-oxybis[4-methyl- 198 C14H140 001579-40-4 46
Abundance Scan 1417 (10.422 min): BF120245.D (-1410) (-) A m/z 198.10 100.00%
198
127
5000 95
183
53 155 LN I B I e I
39 65 77 108 137 169 1020 10.40 10,60 10.80
m/z 127.00 49_.51%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #59220: Benzenemethanol, 3,4,5-trimethoxy-
198
5000
17 10.20 10.40 10.60 10.80
95 183 m/z 95.00 38.71%
15 28 9 %3 65 77 | 11 || 140 17° 160
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
198
10.20 10.40 10.60 10.80
5000 95 m/z 183.00 25.39%
15 77
29 53 65 107 139 453
miz-> 20 40 60 80 100 120 140 160 180 200 h
Abundance #60226: Benzoic acid, 4-hydroxy-3,5-dimethoxy- AL e
198 10.20 10.40 10.60 10.80
m/z 123.00 23.11%
5000
183
127
65
P 3@ e |y w5
m/z--> 200 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl10.92 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.92 12.44 ng 528418 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvl ester 126 C7H1002 020474-93-5 40
2 Oxazolidin-2-one. N-T(E)-butenovl1- 155 C7H9NO3 1000156-45-5 40
3 3.3.7-Trimethvl-4-oxa-7-octen-1-ol 172 C10H2002 069161-47-3 38
4 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 9
5 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 9

Abundance Scan 1502 (10.922 min): BF120245.D (-1498) (-) m/z 69.00 100.00%
69
5000
41 e S A Er e
103 155 171 10.60 10.80 11.00 11.20
...,....'i“.h.??.w..,....,'. us 128 e 89 m/z 41.05 21.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11181: 2-Butenoic acid, 2-propeny! ester
69
5000
M 10.60 10.80 11.00 11.20
m/z 43.00 15.35%
1828 || 5| 8 g7 111 496
miz--> 20 40 60 80 100 120 140 160 180
Abundance
69
10.60 10.80 11.00 11.20
5000 a1 m/z 87.00 15.16%
27 56 88 100 112 127 140 1%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39562: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol B EEEmmEEE SRR
69 10.60 10.80 11.00 11.20
m/z 39.00 11.72%
5000 31
41 87 o
S G O O O B S -
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.72 6.40 ng 271579 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1638 (11.722 min): BF120245.D (-1634) (-) m/z 43.00 100.00%
4 60 73
5000 129 k\MqA‘_“,Nvﬁwh
97 213 “””“““JL~J““J
Tﬂ' 115 143157171185199 297 256 11.40 11.60 11.80 12.00
i m/z 60.00 92.24%
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

11.40 11.60 11.80 12.00

m/z 57.05 87.30%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 73.00 85.83%
29 g7 115 171
101 185 214
15 143157 198
R R B e B B A RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR RN EAREE e
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 74.48%
5000 129
29
199
143 157171185 242
15
T T e 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\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.67 ng 110226 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 38
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 20
5 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 18
Abundance Scan 1770 (12.498 min): BF120245.D (-1768) (-) m/z 43.00 100.00%
57 73
5000
7 129 185
1 241 1220 1240 1260 12.80

m/z 73.00 92 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

7 73

5000 129
12.20 12.40 12.60 12.80

m/z 57.00 88.74%

185

241 284

143457171

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

73

43 R R EEEEsmmssnEEE
57 12.20 12.40 12.60 12.80

m/ 59.90 85.18%
5000 129 z 0

29 185 228
87 101115 | 143171
157

199513

Tmmmwwﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #167553: Oxalic acid, propyl tetradecy! ester
43 12.20 12.40 12.60 12.80
57 m/z 55.00 78.84%

71
/-

‘ 134 153168 196
AT . et M A b
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 Cyclopropanecarboxylic acid... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1265 5.3 ng 221381  Chrysene-d12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 59

2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
3 3-Hexanol. 2.5-dimethvl- 130 C8H180 019550-07-3 38
4 2-Butenoic acid. hexyl ester 170 C10H1802 019089-92-0 38

5 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 36
Abundance Scan 1796 (12.651 min): BF120245.D (-1793) (-) m/z 68.95 100.00%
69
5000
I 87 195 12.40 12.60 12.80 13.00
57 103 131 173 . ) ) X
S S R A S NS i 4R m/z 41.05 19.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19828: Cyclopropanecarboxylic acid,isobutyl ester
69
41
5000 LA L L L L LB
56 a7 1240 12.60 12.80 13.00
m/z 155.00 16.76%
99
IIIIIIIII II.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
o EEa e AR R
12.40 12.60 12.80 13.00
5000 a1 m/z 87.00 15.30%
29 86
15 58 99 114
T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13716: 3-Hexanol, 2,5-dimethyl-
69 12.40 12.60 12.80 13.00
m/z 43.00 15.26%
43
5000 87
\ H |98 112 128
.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“..w R SR B e
m/z--> 80 100 120 140 160 180 200 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.49 ng 227072 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 1969 (13.668 min): BF120245.D (-1966) (-) m/z 54.95 100.00%
56
83
5000
I 111
SRR SUNILR SR B
208 13.40 13.60 13.80 14.00
,.l. P m/z 57.00 99.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 AR N SRR
13.40 13.60 13.80 14.00
29 125 m/z 43.00 95.19%
DL | L s 19 224 269 30
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 SR AR SUNILR SR SR
13.40 13.60 13.80 14.00
5000 m/z 83.00 72.89%
111 010
169
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57 13.40 13.60 13.80 14.00
97 m/z 97.10 60.39%
5000
125
29
\‘ 1| ‘ { \‘J‘\ J\.1154 19\6 2?4 269 370
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1,15-Hexadecadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.96 2.12 ng 84452 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.15-Hexadecadiene 222 C16H30 021964-51-2 64
2 Pentadecanal- 226 C15H300 002765-11-9 52
3 Palmitic acid. 9-hexadecenvl est... 478 C32H6202 022393-90-4 50
4 9-Octadecen-1-ol. (E)- 268 C18H360 000506-42-3 49
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 46
Abundance Scan 2529 (16.962 min): BF120245.D (-2521) (-) m/z 82.05 100.00%
57 8p
5000 110
207 281
||r| ||| || h 355 16.60 16.80 17.00 17.20
L | b m/Zz  57.00  93.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79558: 1,15-Hexadecadiene
55
5000 D AL B B
mmmmﬂmﬂm
29 m/z 55.00 92.49%
|| | 138 166 194 222
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0
Abundance
57 82
16,60 16.80 17.00 17.20
5000] g m/z 95.95 74.68%
109
"'l""w'%qn""|"'w""|""|”"|""|'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232369: Palmitic acid, 9-hexadecenyl ester, (2)- R ERE REEEE L
55 8 16.60 16.80 17.00 17.20
222 m/z 43.00 69.83%
5000
138
29 166 194
282 321 366392 421 449 478
m/z--> 50 100 150 200 250 300 350 400 450 16 60 16. 80 17. oo 17. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknownl7.06 Concentration Rank 14

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

17.06 2.03 ng 80939 Perylene-di12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. 4-hexadecv... 386 C18H33C1302 1000282-92-4 46
2 Cetene 224 C16H32 000629-73-2 38
3 Hexadecvl methanesulfonate 320 C17H3603S 020779-14-0 38
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 38
5 Chloroacetic acid, 4-hexadecyl e... 318 C18H35CI02 1000282-93-2 38
Abundance Scan 2546 (17.062 min): BF120245.D (-2540) (-) m/z 56.95 100.00%

7
257
83
5000
111 207
4 M N Pz 355 16,80 17.00 17.20 17.40
AL L Tm/z 43.00  80.39%

m/z--> 50 100 150 200 250 300 350
Abundance #205393: Trichloroacetic acid, 4-hexadecy! ester

83

I T I
16.80 17.00 17.20 17.40

m/z 55.05

73 .40%

16.80 17.00 17.20 17.40

m/z 257.20

73 .05%

16.80 17.00 17.20 17.40

5000
m/z--> 50 100 150 200 250 300 350
Abundance
43
83
5000
111
66 140 168 196 224
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #161088: Hexadecyl methanesulfonate
83
57
111 224
5000
139 196
TLLLLL L
BI85 7 e A O
m/z--> 50 100 150 200 250 300 350

m/z 83.05

56.60%

16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120245.D

Aca On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Palmitic acid, 9-hexadeceny... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.46 4.20 ng 167609 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitic acid. 9-hexadecenvl est... 478 C32H6202 022393-90-4 64
2 1.17-Bicvclohexvl. 4-methvl-4"-p... 222 C16H30 092343-70-9 55
3 1-Cvclohexvlheptene 180 C13H24 114614-83-4 49
4 9-Octadecen-1-ol. (2)- 268 C18H360 000143-28-2 43
5 11-Hexadecen-1-ol, acetate, (2)- 282 C18H3402 034010-21-4 38
Abundance Scan 2784 (18.462 min): BF120245.D (-2775) (-) m/z 43.00 100.00%
43 96
5000 67
152 104222 257283 18.20 18.40 18.60 18.80
1 m/z 55.00 99.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232369: Palmitic acid, 9-hexadeceny! ester, (2)-
o> 222
5000 UL SRR BN SUNURN B
18.20 18.40 18.60 18.80
138 m/z 57.00 90.49%
29 166 194
282 321 366392 421 449 478
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
81 UL SRR BN SUNURN B
18.20 18.40 18.60 18.80
5000 124 292 m/z 96.00 85.27%
29
mz-> 50 100 150 200 250 300 350 400 450
Abundance #45720: 1-Cyclohexylheptene B A RRREE B
5 18.20 18.40 18.60 18.80
m/z 82.00 65.36%
5000 96
J 1123 180
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
Data File : BF120245.D

Acq On : 30 Apr 2020 17:55

Operator : MA/SJ

Sample : L2451-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Quant Title : 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]
3-Phenylpropanol 8.17 4.2 ng 147309 2 7.93 707125 20.0
unknown8 .66 8.66 9.5 ng 336993 2 7.93 707125 20.0
Phenol, 2,6-dimet. .. 8.85 2.1 ng 89009 3 9.69 839898 20.0
Phenol, 3,4,5-tri... 10.14 2.4 ng 99010 3 9.69 839898 20.0
Benzenemethanol, ... 10.42 2.0 ng 85899 3 9.69 839898 20.0
unknown10.92 10.92 12.4 ng 528418 4 11.17 849338 20.0
n-Hexadecanoic acid 11.72 6.4 ng 271579 4 11.17 849338 20.0
Octadecanoic acid 12.50 2.7 ng 110226 5 13.82 826651 20.0
Cyclopropanecarbo... 12.65 5.4 ng 221381 5 13.82 826651 20.0
Trifluoroacetoxy ... 13.67 5.5 ng 227072 5 13.82 826651 20.0
1,15-Hexadecadiene 16.96 2.1 ng 84452 6 15.22 797838 20.0
unknownl17 .06 17.06 2.0 ng 80939 6 15.22 797838 20.0
Palmitic acid, 9-... 18.46 4.2 ng 167609 6 15.22 797838 20.0
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