LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample : K1340-01

Misc :

ALS Vial : 10 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-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.351 550 555 559 rBY 3821070 4076056 93.87% 8.978%
2 6.028 667 670 674 rBV 128764 119026 2.74% 0.262%
3 6.381 724 730 733 rBY 4169984 4342107 100.00% 9.564%
4 6.516 748 753 756 rBVY 4347218 4289987 98.80% 9.449%
5 6.745 788 792 795 rBVY 1537018 1226387 28.24% 2.701%
6 6.904 815 819 822 rBVY 3397446 3204188 73.79% 7.058%
7 7.304 882 887 890 rBVY 2921001 2641960 60.85% 5.819%
8 8.028 1006 1010 1013 rBV 1692147 1508371 34.74% 3.322%
9 9.098 1188 1192 1196 rBV 4438265 4234480 97.52% 9.327%
10 9.439 1248 1250 1254 rVB 268902 228805 5.27% 0.504%

11 9.492 1255 1259 1262 rBV 415998 345483 7.96% 0.761%
12 9.633 1279 1283 1286 rBV 85760 73064 1.68% 0.161%
13 9.774 1303 1307 1311 rBV 1913801 1618731 37.28% 3.565%
14 10.292 1389 1395 1398 rBv4 150739 151278 3.48% 0.333%
15 10.557 1436 1440 1443 rBV 3178262 2787926 64.21% 6.141%

16 10.780 1474 1478 1481 rBV3 40804 46831 1.08% 0.103%
17 10.927 1499 1503 1505 rBV 63250 54065 1.25% 0.119%
18 11.139 1533 1539 1542 rBV5 33259 50195 1.16% 0.111%
19 11.221 1548 1553 1555 rBV2 63920 76813 1.77% 0.169%
20 11.251 1555 1558 1561 rVV 1959022 1665291 38.35% 3.668%
21 11.274 1561 1562 1565 rVV 111105 60100 1.38% 0.132%
22 11.321 1565 1570 1573 rVB4 56638 91608 2.11% 0.202%
23 11.486 1595 1598 1604 rVB3 41552 44084 1.02% 0.097%

24 11.657 1624 1627 1632 rVB 147677 129756 2.99% 0.286%
25 11.727 1632 1639 1641 rBV2 58693 115229 2.65% 0.254%

26 11.792 1645 1650 1654 rBV 773007 750222 17.28% 1.652%
27 12.063 1694 1696 1699 rVB 63840 52409 1.21% 0.115%
28 12.298 1733 1736 1740 rBV 158195 147465 3.40% 0.325%
29 12.339 1740 1743 1745 rBV 403971 369607 8.51% 0.814%
30 12.363 1745 1747 1749 rVB 421755 327320 7.54% 0.721%

31 12.457 1759 1763 1765 rBV2 215977 230111 5.30% 0.507%
32 12.510 1769 1772 1777 rVB 141576 151973 3.50% 0.335%
33 12.574 1779 1783 1787 rBV 243402 267090 6.15% 0.588%
34 12.680 1797 1801 1804 rBV 188144 217480 5.01% 0.479%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample : K1340-01

Misc :

ALS Vial : 10 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\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.833 1823 1827 1831 rBV 4125051 3827902 88.16% 8.431%

36 13.080 1867 1869 1872 rVB 87219 68742 1.58% 0.151%
37 13.262 1898 1900 1902 rBV 52417 49810 1.15% 0.110%
38 13.739 1977 1981 1987 rBV3 353900 476445 10.97% 1.049%
39 13.874 2000 2004 2007 rBV 1529697 1527728 35.18% 3.365%
40 14.062 2033 2036 2039 rBV 159586 155255 3.58% 0.342%

41 14.368 2085 2088 2093 rBVY 361129 351064 8.09% 0.773%
42 14.662 2136 2138 2145 rVB 231516 258120 5.94% 0.569%
43 14.733 2148 2150 2154 rVB 261621 237246 5.46% 0.523%
44 14.986 2190 2193 2202 rVB3 313741 465503 10.72% 1.025%
45 15.292 2241 2245 2248 rVB 901950 1009564 23.25% 2.224%

46 16.627 2467 2472 2479 rVB3 718336 1277701 29.43% 2.814%

Sum of corrected areas: 45400578
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112760.D
6.3%52

4000000 5.35
6.90

3000000 7.30

2000000
6.75

1000000

6.03 J

e 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: BF112760.D

4000000

10.56
3000000

2000000 9.77 11.25
8.03

1000000 11.79
1236

12 §ta26$2.68|| 13.083.2¢
9.] 9.63 10.29 @21.4§ - B¢ 12.06 W

e T s e B e e e e e

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: BF112760.D

4000000

3000000

2000000 13.87

15.29

16.63

1000000 14.37 1443 14.99

13.74) 14.06

o

R 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\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.52 Concentration Rank 1

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

6.52 69.96 ng 4289990 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.522 min): BF112760.D (-748) (-) m/z 132.00 100.00%
32
5000
68
% ” 6.20 6.40 6.60 6.80
40 54 . . . .
L frer Ly N m/z 134.00 33.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 IBENRERE RS SRR AR
69 6.20 6.40 6.60 6.80
39 57 m/z 67.95 31.40%
8 g 89 103
'yﬁl” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
SURARSS RS RARSERRARE
69 108 6.20 6.40 6.60 6.80
5000 m/z 66.00 20.45%
31 51 8
‘ L1 H l !
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REmasmans
57 132 6.20 6.40 6.60 6.80
24 m/z 131.00 16.02%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? SN | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Caryophyllene Concentration Rank 14

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

9.44 2.83 ng 228805 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 99
2 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 94
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 93
4 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 92
5 _alpha.-Farnesene 204 C15H24 000502-61-4 49

Abundance m/z 92.95 100.00%

Scan 1250 (9.439 min): BF112760.D (-1248) (-)

5000

9.20 9.40 9.60 9.80

m/z 41.00 94 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene
9 133
41 79
5000 LIRS
9.20 9.40 9.60 9.80
m/z 69.00 83.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64418: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
69 9B
41 R LA e e
133 9.20 9.40 9.60 9.80
5000 1 105 m/z 91.00 81.81%
55 119 161
147 189
Gl O
...,....i“..‘::‘,.“l“..‘,“...a,.l..‘,“...l,.l‘.. b :
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64479: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
41 93 9.20 9.40 9.60 9.80
69 m/z 133.05 70.45%
133
5000 55 1 | 105 161
27 119
147 189 204
1O O O O i
SN YO O e A W
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF022719.M Fri Mar 01 16:56:53 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 9.01 ng 750222 Phenanthrene-d10 11.25
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1650 (11.792 min): BF112760.D (-1645) (-) m/z 72.95 100.00%
43 60 73
5000 129
85 213 ) B o B O
8 5 | 143157171185 o9 207559 256 11.40 11.60 11.80 12.00 12.20
m/z 43.00 91.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 AL SRR DR R B

11.40 11,60 11.80 12.00 12.20
m/z 59.95  85.85%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

5

11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 69 .85%

143 157 214

| I‘l . I‘I‘I\I e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #84453: Tetradecanoic acid o e e
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.00 65.72%
5000 129
185 228
‘ T7 01115 | 143 171 ‘ 199
el \H I3 | MR sy 213

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.34 4_.44 ng 369607 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 98
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 97
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 96
4 Methyl 7.12-octadecadienoate 294 C19H3402 1000336-43-8 95
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
Abundance Scan 1743 (12.339 min): BF112760.D (-1740) (-) m/z 67.00 100.00%

67

41
5000

:

O T[T T T [ rrrr[rrrr[rrrr

164 189 206,55, 263 204 12.00 12.20 12.40 12.60
247 m/z 81.00 90.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 a7

g

12.IOO 12.I20 12.I4O 12.I60
109 m/z 55.00 71.51%

135150 478 262 204

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 s

12.00 12.20 12.40 12.60
m/z 41.00 64.04%

5000

135150

178 223 263 279294

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T
67 12.00 12.20 12.40 12.60

m/z 95.00 57 .33%

5000

263 294

g

178 196 220237
R e e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.36 3.93 ng 327320 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
4 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1747 (12.363 min): BF112760.D (-1745) (-) m/z 55.00 100.00%

5000

111 a0 - 264 AR RS LUABERE
137152 1 236 206 12.00 12.20 12.40 12.60

201 m/z 69.00 62.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

5000

12.00 12.20 12.40 12.60
111 m/z 41.00 58.57%

137 180
152 100 222p35 204 591206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55
41 R AR maEE
74 12.00 12.20 12.40 12.60
5000 o7 m/z 74.00 55.25%
” 264
222
2 138152 180,9, 236 279 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
41 55 12.00 12.20 12.40 12.60
74 m/z 83.05 50.18%
5000 97
264
1 222 me\
180
2 137152 194 236 279 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.50 ng 267090 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1782 (12.568 min): BF112760.D (-1779) (-) m/z 43.00 100.00%
5000
12.20 12.40 12.60 12.80
m/z 73.00 90.16%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
7
43
129
5000 284 SRR AR AR B
97 185 241 nmnmnmnm
\ m/z 57.00 83.91%
AN AN E——
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
73 12.20 12.40 12.60 12.80
5000 284 m/z 59.95 81.08%
129
185
L M L T M | on s
m/z--> 50 1 0 150 200 250 300 350
Abundance #84453: Tetradecanoic acid T T T T T
78 12.20 12.40 12.60 12.80
43 m/z 55.00 80.36%
5000 129
185 228
LS ]
|‘|‘|1|"|‘H| |'H|'h|\'|““|“ﬁ |‘|‘:!-§|§||‘|||| ——— — s A
m/z--> 50 100 150 200 250 300 350 1nmummmmo

8270-BF022719.M Fri Mar 01 16:56:55 2019 Page: 9



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
BF112760.D

28 Feb 2019 14:15

Ju/sJ

K1340-01

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Cyclotetracosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.74 6.24 ng 476445 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 1981 (13.739 min): BF112760.D (-1977) (-) m/z 57.00 100.00%
97 83
5000 /\/L/\J\\/#\j\ﬂ
111
139 13.40 13.60 13.80 14.00
—_— I L A$07 197 225 250 287 316 340 365 m/z 43.00 96.31%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 AR AR AL AR
13140 13.60 13.80 14.00
29 m/z 55.00 92.97%
167 195 222 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
Vil
69 AU N U
97 13.40 13.60 13.80 14.00
5000 m/z 83.00 89.56%
125
L l ol \ L b \ 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane R A REER R
57 13.40 13.60 13.80 14.00
97 m/z 97.00 83.89%
5000
29 125
L’ bl |7 ‘ l JL A 154 196 224 269 320
m/z--> 50 100 1&1,0 2(')0 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heptadecane, 9-hexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.03 ng 155255 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2036 (14.062 min): BF112760.D (-2033) (-) m/z 57.00 100.00%

5000 85

-

13.80 14.00 14.20 14.40
J 137 169 197217 280301 331351
ol b A L .‘...,....,..??9,2“?9. 0301 3113338 "m/z 43.00 60.52%

m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 TT T[T T T T[T T rrrrrrr1

13.80 14.00 14.20 14.40
m/z 71.00 60.12%

99 210
Iy 127 155 182 T 239 267 206 323
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
T T

13.80 14.00 14.20 14.40

5000 85 m/z 85.10 45 _.59%
29
e 1}3‘141 169 197 225 254 M
T T I T T ‘I I T T T I T I I T I L T T T T T T T I T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B EERR Bam e L
57 13.80 14.00 14.20 14.40
m/z 55.00 23.77%
- i M
29
| ‘ || | 13 141 169 197 225 253 281 309 337 365 394
N e i AR L L LR L L B e = SOV
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF022719.M Fri Mar 01 16:56:56 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Sulfurous acid, octadecyl 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .37 4.60 ng 351064 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Octacosane 394 C28H58 000630-02-4 70
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 70
4 Hexadecane 226 C16H34 000544-76-3 68
5 Pentadecane 212 C15H32 000629-62-9 62
Abundance Scan 2088 (14.368 min): BF112760.D (-2085) (-) m/z 57.00 100.00%
57
5000 85 N,WWA-M¢¢»AK¢»»»~Ava«
m 14.00 14.20 14.40 14.60
139 : : : :
ol b L W10 167 196 225045 273207317 352372397 /o 43 00 72.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 USRI SRR BSULIL B B
97 14.00 14.20 14.40 14.60
125 m/z 71.10 62.37%
N I L7 155 183 204 258
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #209565: Octacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 55.00 43.00%
29 113 141
LLL L [ | 0,169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl- A BT o e
57 14.00 14.20 14.40 14.60
m/z 85.05 42 .55%
85
5000
113 141 /\Lﬂuv
N S Y N
m/z--> 50 100 150 200 250 300 350 400 14100 1420 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .66 5.11 ng 258120 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Tricosane 324 C23H48 000638-67-5 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonacosane 408 C29H60 000630-03-5 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2138 (14.662 min): BF112760.D (-2136) (-) m/z 57.00 100.00%
g7
5000 85
R IR B SURRURI BN
113 14.40 14.60 14.80 15.00
141
| 4 J 141 169 208231256 288 317 3433683441840 | m T 10 6y, 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
g7
5000 L IR B UL I
85 14.40 14.60 14.80 15.00
m/z 43.00 57.33%
2901 | ] 113 141 160 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #164577: Tricosane
g7
14,40 14.60 14.80 15.00
5000 85 m/z 85.05 45.18%
29 324
m/z--> 50 160 1éo 200 250 300 350 400 '
Abundance #175558: Tetracosane B EERR Bam e L
57 14.40 14.60 14.80 15.00
m/z 41.00 21.24%
85
5000
113
35 | | A | 141 169 197 225 253 281 309 338
m/z--> 50 1(')0 150 2(')0 250 300 350 400 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.70 ng 237246 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 94
2 Saualene 410 C30H50 000111-02-4 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 2149 (14.727 min): BF112760.D (-2148) (-) m/z 69.00 100.00%
69
5000 JLJL
i l% 17 i 2 1450
191217 : : : :
oLk .'l,*. i 051217 247273 301 339 375401427 458486 | ns, 81.00  47.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69
5000 UL N PR BRI UGS
14.40 14.60 14.80 15.00
41 m/z 41.00 25 .44%
o5 137
| |,y [ 163191217 245273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #215930: Squalene
69
14.40 1460 14.80 15.00
5000 4L m/z 95.00 17.93%
95 137
Lbdd gy ) 161191217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R AEmEEEE L
69 14.40 14.60 14.80 15.00
m/z 137.10 11.30%
5000
41
95
m LL \‘ i Ay \ll3l7 165 193
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.99 9.22 ng 465503 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 2194 (14.992 min): BF112760.D (-2190) (-) m/z 57.00 100.00%
57
5000 85
252 LSRRI SRR DA BN
113 14.60 14.80 15.00 15.20 15.40
141 224
oL ALAA et 100107224 | 200 ss03ss ss 1340 T 01 00" 60 160
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 R SRR ORI DR B

14.60 14.80 15.00 15.20 15.40
m/z 43.00 56.83%

29 113
|J J ﬂ L 141 169 197 225 253 295 323 367
il e e I
mz--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
e
14.60 14.80 15.00 15.20 15.40
5000 o m/z 85.05 46.90%
29
| (112 141 160 197 225 253 281 309 337 365 394
e A S e e e e o ey
mz--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane A B R e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 22 .35%
5000
85
29
| | 113 141 169 197 225 253 281 323 351 380
e S SR S A o R e e
mz--> 50 100 150 200 250 300 350 400 450 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112760.D

Aca On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl6.63 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.63 25.31 ng 1277700 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholane-5.20(22)-diene-3b-phenoxv 418 C30H420 1000148-86-4 27
2 5-(p-tert-Butvlphenoxvmethvl)-3-... 369 C22H27N0O4 005535-06-8 15
3 (2-Nonvloxv-benzvD)-phenvl-amine 325 C22H31NO 1000278-14-7 15
4 Benzvl 2-benzvloxvauinoline-4-ca... 369 C24H19NO3 1000242-75-3 11
5 1,3,5-Triazine-2,4-diamine, N,N"... 369 C21H19N7 033933-67-4 11
Abundance Scan 2473 (16.633 min): BF112760.D (-2467) (-) m/z 55.00 100.00%
1 T T V\«W\JWV\
5000
16.40 16.60 16.80 17.00
0 398 434400 m/z 369.25  96.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218807: Cholane-5,20(22)-diene-3b-phenoxy
81 325
05 147
5000 " 1640 16,60 16,80 1700
173 213 m/z 41.00 81.82%
Jiq"“'l”"l"'w""lgﬁ'l"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #196217: 5-(p-tert-Butylphenoxymethyl)-3-(p-ethoxyphenyl)-...
369
" 1640 16.60 16.80 17.00
5000 m/z 325.20 80.27%
120 150 176
29 57 i d 220 269 326
m/z--> éo 160 1éo 260 250 360 350 460 4éo
Abundance #165188: (2-Nonyloxy-benzyl)-phenyl-amine I EEEE e o
43 69 16.40 16.60 16.80 17.00
m/z 105.00 77.48%
198
Hw [Oaen, | 2ss gee | e el
m/z--> 50 100 150 200 250 300 350 400 450 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112760.D

Acq On : 28 Feb 2019 14:15

Operator : JU/SJ

Sample - K1340-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .52 6.52 70.0 ng 4289990 1 6.75 1226390 20.0
Caryophyllene 9.44 2.8 ng 228805 3 9.77 1618730 20.0
n-Hexadecanoic acid 11.79 9.0 ng 750222 4 11.25 1665290 20.0
9,12-Octadecadien... 12.34 4.4 ng 369607 4 11.25 1665290 20.0
9-Octadecenoic ac... 12.36 3.9 ng 327320 4 11.25 1665290 20.0
Octadecanoic acid 12.57 3.5 ng 267090 5 13.87 1527730 20.0
Cyclotetracosane 13.74 6.2 ng 476445 5 13.87 1527730 20.0
Heptadecane, 9-he... 14.06 2.0 ng 155255 5 13.87 1527730 20.0
Sulfurous acid, o... 14.37 4.6 ng 351064 5 13.87 1527730 20.0
Heptacosane 14.66 5.1 ng 258120 6 15.29 1009560 20.0
Supraene 14.73 4.7 ng 237246 6 15.29 1009560 20.0
Hexacosane 14.99 9.2 ng 465503 6 15.29 1009560 20.0
unknownl6.63 16.63 25.3 ng 1277700 6 15.29 1009560 20.0
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