LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\

Data File : BF098021.D

Aca On : 25 Aug 2017 00:15 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; 14922-01 2X SA@LWRZE
ALS Vial : 22 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-BF081517.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 4.922 479 482 491 rVB 123411 145592 7.75% 0.707%
2 5.340 548 553 556 rBY 1789950 1759834 93.63% 8.542%
3 6.369 723 728 740 rVB 1946484 1879567 100.00% 9.123%
4 6.504 747 751 754 rBVY 2030397 1774734 94.42% 8.614%
5 6.740 787 791 794 rBV 904042 754278 40.13% 3.661%
6 6.893 813 817 821 rBVY 1587797 1341400 71.37% 6.511%
7 7.298 882 886 889 rBVY 1209770 1080523 57.49% 5.245%
8 8.022 1005 1009 1012 rBY 1155354 944649 50.26% 4 .585%
9 9.098 1187 1192 1195 rBV 2094436 1779815 94.69% 8.639%
10 9.175 1202 1205 1211 rBV5 17450 26958 1.43% 0.131%
11 9.492 1255 1259 1263 rBV 253242 219167 11.66% 1.064%
12 9.710 1294 1296 1300 rBV 29071 24576 1.31% 0.119%
13 9.775 1300 1307 1312 rBY 1016264 944671 50.26% 4 .585%
14 10.210 1378 1381 1384 rVB 58707 41598 2.21% 0.202%
15 10.428 1415 1418 1424 rVB 25342 36705 1.95% 0.178%

16 10.557 1436 1440 1450 rBV 1032338 929296 49.44% 4.511%
17 10.681 1458 1461 1470 rVB 86308 101508 5.40% 0.493%

18 11.128 1534 1537 1540 rBV 72055 61109 3.25% 0.297%
19 11.157 1540 1542 1546 rVB 26568 25605 1.36% 0.124%
20 11.251 1554 1558 1562 rBV 896183 858543 45.68% 4.167%
21 11.380 1576 1580 1582 rBV 33330 29639 1.58% 0.144%
22 11.557 1607 1610 1613 rBV 45185 43188 2.30% 0.210%
23 11.657 1623 1627 1630 rVB 554184 444363 23.64% 2.157%
24 11.827 1653 1656 1659 rBV2 53120 48631 2.59% 0.236%
25 11.963 1676 1679 1682 rVB 38560 30253 1.61% 0.147%
26 12.063 1692 1696 1700 rBV7 11329 22814 1.21% 0.111%

27 12.339 1739 1743 1745 rBV 1163291 1038007 55.23% 5.038%
28 12.363 1745 1747 1749 rVB 1159844 891852 47.45% 4_.329%
29 12.445 1758 1761 1767 rVB2 264936 261337 13.90% 1.269%

30 12.686 1797 1802 1805 rBV3 70648 87441 4._.65% 0.424%
31 12.722 1806 1808 1812 rVB3 28706 25152 1.34% 0.122%
32 12.839 1824 1828 1831 rBV 1646568 1429363 76.05% 6.938%
33 13.022 1854 1859 1861 rBV5 35778 63804 3.39% 0.310%
34 13.074 1866 1868 1873 rVV3 30461 48483 2.58% 0.235%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.739 1978 1981 1989 rBvV4 94965 148398 7.90% 0.720%
36 13.886 2002 2006 2009 rBV 858893 807722 42.97% 3.921%
37 15.304 2243 2247 2252 rBV 390244 451270 24.01% 2.190%

Sum of corrected areas: 20601845
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF098021.D

2000000 6.3P

5.34

1500000
1000000

6.74

500000

4.92

6.89

7.30

0

5.00

Time--> 5.50

Abundance TIC: BF098021.D

2000000

1500000
12.36
8.02 1234

9.77 10.56

11.25

1000000

500000
12.45

9.17

12

12.84

)| 13307

12.00

12.50

10.50 11.00 11.50

9.50

10.00

0

Time--> 9.00

13.00 13.50

Abundance TIC: BF098021.D

2000000

1500000

13.89

1000000
15.30

500000

18.00

17.50

17.00

16.00 16.50

15.50

15.00

14.00 14.50

Time-->

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 3.86 ng 145592 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetamide. N-(aminocarbonvl)- 102 C3H6N202 000591-07-1 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 482 (4.922 min): BF098021.D (-479) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 T T e T T T
| 83.0 4.60 4.80 5.00 5.20
o BNV S| Rt A m/z 59.00 53.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I I
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 20.36%
: 83.0
0 1 N . .
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 4.80 500 520
5000 m/z 58.00 17.12%
101.0
| 150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s R R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.07%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.50 Concentration Rank 1

R.T. EstConc Relative to ISTD

1774730

1,4-Dichlorobenzene-d4

MW  MolForm

1 Tranvlcvpromine-propionvl

189 C12H15NO

2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12
3 Benzene. l-ethenvl-3.5-dimethvl-
4 4-Chloro-6-fluoro-pvrimidine

5 5-Fluoro-2-chloropyrimidine

132 C10H12
132 C4H2CIFN2
132 C4H2CIFN2

1000123-86-3 10
028749-81-7 9
005379-20-4 9
051422-01-6 9
062802-42-0 9

Abundance Scan 750 (6.498 min): BF098021.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.1
960 LN I I B I B B
40.0 114.9 6.20 6.40 6.60 6.80
o : T m/z 68.10 51.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
116.0
5000 98.0 R e e N R
6.20 6.40 6.60 6.80
m/z 66.00 33.04%
ol L aso o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R e LA B
117.0 6.20 6.40 6.60 6.80
5000 m/z 134.00 31.18%
39.0 910
' 65.0
O T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- R B L T
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.05 20.86%
5000
39.0 65.0 o0
0.¥§q.u..;.uu.,f..u,.u.wuh.ln.w‘. — SN I S | G
m/z--> 20 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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.36 ng 101508 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1461 (10.681 min): BF098021.D (-1458) (-) m/z 57.05 100.00%
571.0
5000
1131 1410 169.0 10.40 10.60 10.80 11.00
o m/z 71.05 78 .86%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48851: Dodecane, 2-methyl-
43.0
5000 710 LA L L L L L LB
10,40 10,60 10.80 11.00
99.0 141.0 m/z 43.00 73.11%
0'%9'“%4¢”HM"L|“M'l'“'l"hl""L"'?ﬁﬁé RASS SURSS BRARE B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
85.0 10,40 10,60 10,80 11.00
5000 m/z 85.05 48_.34%
29.0
. 130 1410 1690 1970 240.0
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane e LB R A
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.35%
5000 85.0
29.0
m/z--> 0 20 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 250 240 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 10.35 ng 444363 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 87
Abundance Scan 1628 (11.663 min): BF098021.D (-1623) (-) m/z 74.00 100.00%
74.0
5000
O g et L i %0 Tiao 1500
199.1 - - - -
0 ....,l...|.|',..|-.. WGP dzy | 293 77 87,00 70.53%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 L UL BRI SULRUSN I
430 1140 11.60 11.80 12.00
143.0 m/z 43.05 23.72%
| M 970 | 1850 221.0 210.0
o S N G - T S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.40 1160 11.80 12.00
5000 43.0 m/z 55.00 19.85%
. 9701370 30 1850 2270 2700
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate L B B E I S
74.0 11.40 11.60 11.80 12.00
m/z 41.10 16.85%
5000
43.0
0 10101210 M0 4710 1990 2420
I""I""I""IIIII SRR D N B IIIII""I""I TTTpT T T T T T T T T T 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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 24 .18 ng 1038010 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 95
Abundance Scan 1743 (12.339 min): BF098021.D (-1739) (-) m/z 67.00 100.00%
67.0

50001 411
1231 1501 12.00 12.20 12.40 12.60
- 178.1 220.2 263.2 .
Olrrrr el 29421 "m/z 81.10 84.30%
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)-
41.0 67.0
5000 Tpr it [ rrrrprrrrprrors
12.00 12.20 12.40 12.60
m/z 95.05 54 _75%
o il 123.0 1490 4759 262.0 294.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
R R e R
41.0 %5.0 12.00 12.20 12.40 12.60
5000 > m/z 55.00 53.18%
294.0
123.0
150.0 178.0 220.0 263.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate EEE RS
. 12.00 12.20 12.40 12.60
m/z 41.10 45_.29%
5000
294.0
1230 150.0 1780  ,500 2630
0 S B EEE R a e e S

’ T I T I
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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 7-Octadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.36 20.78 ng 891852 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 96
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 76

Abundance Scan 1747 (12.363 min): BF098021.D (-1745) (-) m/z 55.10 100.00%

5000

264.2 906.4 12.00 12.20 12.40 12.60

0 0 m/z 69.05 78.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141274: 7-Octadecenoic acid, methyl ester

180.2 222.2

5000

12.IOO 12.I20 12.I4O 12!60
m/z 74.00  75.08%

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
SHDNENNY . S ——
12.00 12.20 12.40 12.60
5000 83.0 m/z 83.10 64.01%
111.0
29.0 1370 1800 2220 2640

o 296.0
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 s e e Al
12.00 12.20 12.40 12.60

m/z 41.10 63.63%

5000

180.0 222.0 264.0 296.0

T I T T
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:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.45 6.09 ng 261337 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
Abundance Scan 1762 (12.451 min): BF098021.D (-1758) (-) m/z 73.95 100.00%
74.0
5000
43.0
1220 12,40 12,60 12.80
o} m/z 87.00 76 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LR SO BULILN I
1220 12.40 12,60 12.80
‘ m/z 43.05 31.20%
o |

143.0 208.0
97.0 255.0
190 ) | WO T 1m0 190 aypg 260 P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12.20 12. 40 12. 60 12.80

5000 m/z 55.00 22 .95%
43.0 970 1430 gso 2980
o180 120.0 171.0 199.0 2270 <77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester R BB EBERE=—e
74.0 12. 20 12. 40 12. 60 12. 80

m/z 41.00 20.01%

5000
43.0
143.0
97.0 241.0  284.0
| \ ‘\ ‘m ;1200 | 185.0 2130 f t

I
L B L L B L B L L R R RN AR RN RERRE R L LB o

o

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

8270-BF081517.M Fri Aug 25 13:42:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098021.D

Aca On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Nonadecanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.67 ng 148398 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1981 (13.739 min): BF098021.D (-1978) (-) m/z 57.10 100.00%

il M
5000

13.40 13.60 13.80 14.00
o’ m/z 69.10 95.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55.0 83.0

5000 : Dl
13.40 13.60 13.80 14.00

m/z 83.10 90.11%
Rtanis

' 168.0196.0 238.0266.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0 83.0

186.0 230.1 267.1 301.2

o

13.40 13.60 13.80 14.00
5000 111.0 m/z 43.05  88.85%

SN R L L R N L R LR R R LR R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #227401: Heptadecy! heptafluorobutyrate e o A REREE R
13.40 13.60 13.80 14.00

m/z 55.00 84 .57%

5000

210.0 238.0

283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082417\
Data File : BF098021.D

Acq On : 25 Aug 2017 00:15

Operator : SJ/JU

Sample : 14922-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.92 3.9 ng 145592 1 6.74 754278 20.0
unknown6 .50 6.50 47.1 ng 1774730 1 6.74 754278 20.0
Dodecane, 2-methyl- 10.68 2.4 ng 101508 4 11.25 858543 20.0
Hexadecanoic acid... 11.66 10.4 ng 444363 4 11.25 858543 20.0
9,12-Octadecadien... 12.34 24_.2 ng 1038010 4 11.25 858543 20.0
7-Octadecenoic ac... 12.36 20.8 ng 891852 4 11.25 858543 20.0
Methyl stearate 12.45 6.1 ng 261337 4 11.25 858543 20.0
n-Nonadecanol-1 13.74 3.7 ng 148398 5 13.89 807722 20.0
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