LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1391-01 AU-05-022018-A

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.134 3 8 20 rvB 943085 1218552 22.89% 2.821%
2 5.110 511 514 522 rVB 127460 161677 3.04% 0.374%
3 5.498 576 580 591 rBY 3303336 3650081 68.56% 8.449%
4 6.510 747 752 755 rBVY 3173880 3413186 64.12% 7 .900%
5 6.651 771 776 779 rBV 3622373 3494217 65.64% 8.088%
6 6.875 811 814 818 rBVY 1180777 977757 18.37% 2.263%
7 7.034 837 841 844 rBVY 2843399 2470122 46.40% 5.717%
8 7.439 906 910 913 rBVY 2263610 2267774 42 .60% 5.249%
9 7.522 921 924 935 rVB 41262 75056 1.41% 0.174%
10 8.157 1029 1032 1038 rBvV 1311099 1235789 23.21% 2.860%

11 9.233 1211 1215 1224 rBV 3301684 2968939 55.77% 6.872%
12 9.622 1278 1281 1289 rVB 295674 286786 5.39% 0.664%
13 9.833 1313 1317 1321 rBV 115044 92785 1.74% 0.215%
14 9.916 1327 1331 1339 rVB 1335596 1215373 22.83% 2.813%
15 10.333 1399 1402 1405 rVB 172915 130336 2.45% 0.302%

16 10.551 1433 1439 1442 rBV 55501 70714 1.33% 0.164%
17 10.704 1461 1465 1476 rBV 1726831 1694147 31.82% 3.921%
18 10.804 1479 1482 1488 rBV 189848 206338 3.88% 0.478%
19 11.251 1556 1558 1561 rBV 117107 100101 1.88% 0.232%
20 11.280 1561 1563 1570 rVB3 48875 58102 1.09% 0.134%

21 11.404 1580 1584 1593 rBV 1100491 1029017 19.33% 2.382%
22 11.680 1628 1631 1634 rBV 69662 61928 1.16% 0.143%
23 11.786 1645 1649 1652 rBV 2356916 1989311 37.37% 4._.605%
24 11.922 1668 1672 1677 rBV3 111215 146715 2.76% 0.340%
25 12.474 1762 1766 1768 rBV 4784241 5323534 100.00% 12.322%

26 12.498 1768 1770 1776 rVVv2 3818176 3579396 67.24% 8.285%
27 12.574 1780 1783 1787 rVB 1065754 854995 16.06% 1.979%
28 12.986 1849 1853 1857 rBV 2189241 2111496 39.66% 4._.887%
29 13.298 1904 1906 1909 rBV 83822 75051 1.41% 0.174%
30 13.868 2000 2003 2007 rBV 501320 522438 9.81% 1.209%

31 13.968 2018 2020 2024 rBV 102306 102223 1.92% 0.237%

32 14.051 2030 2034 2037 rBV 865374 853546 16.03% 1.976%
33 15.545 2284 2288 2294 rBV 576341 765611 14.38% 1.772%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 43203093
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF103133.D

4000000
6.65

5.50 6.51
3000000 7.03

2000000

6.87
1000000¢:13

s L O

L i S Qo GG |0 SIS | S5

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: BF103133.D

12147

4000000 12.50

9.23
3000000
11.79 12.99
2000000 10.70

8.16 9.92
11.40 2.57

1000000
13.30

9.62
L 9.8 10.33,) 5| [L0-80 ]ﬂ]k 11.6811.92

e R L T e e

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 13.50
Abundance TIC: BF103133.D

4000000

3000000

2000000

14.05 15.54
1000000{ 13.87

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.13 24 .93 ng 1218550 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF103133.D (-3) (-) m/z 73.00 100.00%

n
5000 43
55
87

220 230 240 2.50

Obrre e e 88 98 | Tm/Z 43.00  43.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- J\
73
5000 AR AR A SRR
2.20 2.30 2.40 2.50
55 87 m/z 55.00 32.52%
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T
T T T T T T T T T T T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 AN AR U LN R
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 24 .25%
29
o 65 97 112 129
memmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- N A ma e

73 220 230 2.40 2.50
m/z 41.00 13.69%

5000
43
oLo2 15 2 ] 53 e | 88

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.11 3.31 ng 161677 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF103133.D (-511) (-) m/z 43.00 100.00%
43
59
5000
s iR 500 520 540
83 : : : :
o...,....,....,....,'....‘?.1.!I,....,....,....,....,|....,....,.... e || M7z 59.00  61.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L LS UL L
59 480 500 520 540
m/z 101.00 20.05%
15 4 101
0 N 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540
5000 41 m/z 58.00 16.65%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59 480 5.00 5.20 5.40
m/z 41.00 8.81%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 480 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF022118\

BF103133.D

21 Feb 2018 13:51

SJ/JU

J1391-01 AU-05-022018-A
8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 3 unknown6.65 Concentration Rank 2

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

6.65 71.47 ng 3494220 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF103133.D (-771) (-) m/z 132.00 100.00%
5000 68
40 o6 " 640 6.60 6.80 7.00
54 . : : :
o [ | Weus M+ m/z 68.00 39.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.14%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.92%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14.97%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.14 ng 130336 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1401 (10.328 min): BF103133.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
71 g5
9 113 127 149 10.00 10.20 10.40 10.60
0 P R it | A— m/z 43.00 59.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane
a3 ¥
5000 71 AU SRR AR
85 10100 10,20 10,40 10.60
29 m/z 71.00 34.88%
o o % 118 197 141 155 168 182 212
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance
57
43 USSR B R
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 31.48%
29
oL 15 9 113 127 141 155 169 198
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance #48835: Tridecane R R RS DL
43 57 10.00 10.20 10.40 10.60
m/z 41.00 27.06%
71
5000
85
29
| | e st e
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.01 ng 206338 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 1481 (10.798 min): BF103133.D (-1479) (-) m/z 57.00 100.00%
57
5000
113 10.40 10.60 10.80 11.00 11.20
o...,....-,...-|,.."..,e..-.i,..~.-.,.-..1.‘,‘9.1.?7..1.7.5.... sl | m/z . 43.00  67.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane
57
[
5000 LA A SUALN UL
4 85 10,40 10.60 10.80 11.00 11.20
m/z 71.00 50.85%
0 \‘ \‘ ‘\ “ Il M‘ 1%‘\-3 i 141 169 196 24\.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.00 31.29%
41 85
oL.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48835: Tridecane ’J L R e
57 10.40 10.60 10.80 11.00 11.20

m/z 41.00 30.05%

5000
85

20 | | | J 13 141 184 !

R i SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 7 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 38.66 ng 1989310 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1650 (11.792 min): BF103133.D (-1645) (-) m/z 73.95 100.00%
!
5000
43
D 11120 1150 1150 1200 1250
199 241 270 : : : : :
R 5 N I .'..,|...1?,7.... PIPas | 2 200 L 86,95 75.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 SR SULILE BN SUBLL I
43 11040 11.60 11.80 12.00 12.20
7 143 m/z 43.00 30.03%
. TM || 101115129 | 157171185199913227547 270
0 Y S M M P e et g W
Abundance
74
11.40 11.60 11.80 12.00 12.20
5000 m/z 55.00 27 .16%
55
4 43 g
oL 101115129" 15771185199 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate R e e e
74 11.40 11.60 11.80 12.00 12.20
m/z 41.00 21.97%
5000
43
29 7 143
||||||||||||||| |||||||||||||||||||||||||||| TTTT [T T T T [TToTT —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.85 ng 146715 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1672 (11.922 min): BF103133.D (-1668) (-) m/z 60.00 100.00%
43 60 73
5000 129
o1 171 213
U5 | 1435711185198 219 56 11.60 11.80 12.00 12.20
0 m/z 73.00 92 .04%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 57.00 90.65%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 11'60 11.80 12.00 12.20
5000 m/z 43.00 87.02%
o 129 242
199
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #61117: Dodecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 76.23%
5000
129
157 200

T? 101 115
L

143 171
H\‘ I ‘ ml 185 ‘ ___,WVJ

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.47 103.47 ng 5323530 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1765 (12.469 min): BF103133.D (-1762) (-) m/z 67.00 100.00%

47 o
41
5000
135150 112.20 12.40 12.60 12.80
263

o — 178102 220 237 294 m/z 81.00 79.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

81

12!20 12.I40 12!60 12.I80
m/z 55.00 72.99%

5000

10 135149164175

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 8
41 1 P T T P
12.20 12.40 12.60 12.80
5000 96 m/z 95.00 52.91%
27 110 0
124 15 164178 223 263 279294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester R BAREEEEEE
12.20 12.40 12.60 12.80
m/z 41.00 52.69%

41

5000

294

263

124
190164178197 220234048
T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\

Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

ﬁ?ggle i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.50 69.57 ng 3579400 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1770 (12.498 min): BF103133.D (-1768) (-) m/z 55.00 100.00%

5000

],

12 20 12. 40 12 60 12. 80
Of m/z 69.00 60.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 f/t

Abundance #141290: 11-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 41.00 59.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41

24 1220 1240 1260 12.80
5000 m/z 74.00 50.87%
o7 264

111
27 222
o 138152 180 7" )6 278

ermmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester R B e
12.20 12.40 12.60 12.80

m/z 83.00 47 .17%

5000

296

5000
264

111
138152 180 207 222236

278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12.40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

Sample : J1391-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 16.62 ng 854995 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 94
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 92
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
Abundance Scan 1782 (12.569 min): BF103133.D (-1780) (-) m/z 73.95 100.00%
74
5000 43
9 12.20 12.40 12.60 12.80
o} m/z 87.00 69.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43 LU SRR N S I
12.20 12.40 12.60 12.80
143 m/z 43.00 39.79%
oL ‘ L9 s T L 199 221 255270 2%
m/z--> 25 45 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12,40 12.60 12.80
5000 m/z 55.00 30.81%
43
143
. 59 10146 171 199 227 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester P T T R
74 1220 12.40 12.60 12.80
m/z 41.00 25.62%
5000
43 o 143
ozl B e, | e e 2 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103133.D

Aca On : 21 Feb 2018 13:51

Operator : SJ/JU

Sample : J1391-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 12 Cyclotetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.87 12.24 ng 522438 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 2003 (13.868 min): BF103133.D (-2000) (-) m/z 57.00 100.00%
57
83
5000 11
SR AR SUNRILA SR SR
139 163 13.60 13.80 14.00 14.20
ol |l ek (91210230 263 205 321 346 380 | 175" 55 00  84.21%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 LRI B DU BRI B
13 60 13. 80 14. oo 14 20
29 m/z 43.00 80.55%
139
0 \\‘ \“ \‘ “‘ ‘ \“\ ‘ ‘\ h 1(\\37 m 1?5 222 ; 251 " 279 308 \‘
m/z--> 55 160 150 260 2éo 360 3%0
Abundance
57
97 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 77.01%
125
29
o 77 154 177196 224 269 370
m/z--> 55 100 150 260 2éo 300 3%0
Abundance #164113: Trifluoroacetic acid, pentadecy! ester AR EEEEEEEEE
13.60 13.80 14.00 14.20
83 m/z 97.00 65.10%
5000 111
29 l ‘ 140
0 lLi Lo 2210 255 a5
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\

Data File : BF103133.D

Acg On : 21 Feb 2018 13:51

Operator : SJ/JU

3?22'6 i J1391-01 AU-05-022018-A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.13 24.9 ng 1218550 1 6.87 977757 20.0
2-Pentanone, 4-hy... 5.11 3.3 ng 161677 1 6.87 977757 20.0
unknown6 .65 6.65 71.5 ng 3494220 1 6.87 977757 20.0
Pentadecane 10.33 2.1 ng 130336 3 9.92 1215370 20.0
Heptadecane 10.80 4.0 ng 206338 4 11.40 1029020 20.0
Hexadecanoic acid... 11.79 38.7 ng 1989310 4 11.40 1029020 20.0
n-Hexadecanoic acid 11.92 2.9 ng 146715 4 11.40 1029020 20.0
9,12-Octadecadien... 12.47 103.5 ng 5323530 4 11.40 1029020 20.0
11-Octadecenoic a... 12.50 69.6 ng 3579400 4 11.40 1029020 20.0
Methyl stearate 12.57 16.6 ng 854995 4 11.40 1029020 20.0
Cyclotetracosane 13.87 12.2 ng 522438 5 14.05 853546 20.0
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