LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\

Data File : BF110423.D

Aca On : 2 Nov 2018 20:29 Instrument :

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

3?22'6 : J5767-03 5X CL-02-110118-B

ALS Vial : 12 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-BF102318.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 2.257 24 29 35 rvB 69385 89604 2.09% 0.594%
2 5.569 589 592 613 rBV 336495 341547 7.96% 2.263%
3 6.569 759 762 778 rVB 363803 382010 8.90% 2.532%
4 6.722 784 788 794 rBV 408963 387066 9.02% 2.565%
5 6.951 824 827 835 rBV 596710 535209 12.47% 3.547%
6 7.110 850 854 862 rVB 307720 290299 6.76% 1.924%
7 7.516 919 923 931 rBV 202669 232360 5.41% 1.540%
8 8.239 1042 1046 1051 rBV 664234 648116 15.10% 4 ._.295%
9 9.310 1224 1228 1236 rBV 430251 398979 9.29% 2.644%
10 9.375 1236 1239 1243 rVV 56292 49244 1.15% 0.326%
11 9.698 1290 1294 1299 rVB2 59267 68120 1.59% 0.451%
12 9.904 1326 1329 1334 rVB 63486 60215 1.40% 0.399%
13 9.998 1341 1345 1353 rVB 703816 678519 15.81% 4 .496%
14 10.404 1410 1414 1416 rBvV2 93988 80797 1.88% 0.535%
15 10.622 1447 1451 1454 rBV2 37814 45850 1.07% 0.304%

16 10.786 1476 1479 1488 rBV 149748 158028 3.68% 1.047%
17 10.880 1491 1495 1505 rVvB2 92281 133940 3.12% 0.888%

18 11.327 1568 1571 1574 rBV 79531 62686 1.46% 0.415%
19 11.486 1594 1598 1606 rBV 617408 589174 13.73% 3.904%
20 11.751 1641 1643 1646 rBV 62636 51962 1.21% 0.344%

21 11.857 1657 1661 1664 rBV 1373411 1040364 24.24% 6.894%
22 12.163 1710 1713 1721 rBV 54763 54842 1.28% 0.363%
23 12.551 1774 1779 1781 rBV 4147105 4292629 100.00% 28.447%
24 12.569 1781 1782 1788 rVV2 2770857 2007570 46.77% 13.304%
25 12.651 1792 1796 1799 rVvVv 470012 418436 9.75% 2.773%

26 12.704 1801 1805 1808 rBV 59103 58305 1.36% 0.386%
27 12.939 1843 1845 1851 rVB 61230 61275 1.43% 0.406%
28 13.069 1863 1867 1870 rBV 297841 264639 6.16% 1.754%
29 13.374 1915 1919 1922 rBV 46241 46735 1.09% 0.310%
30 13.951 2013 2017 2020 rBV2 41894 48553 1.13% 0.322%
31 14.039 2030 2032 2036 rBV 41362 49648 1.16% 0.329%
32 14.133 2043 2048 2054 rBV 590560 590417 13.75% 3.913%
33 14.568 2118 2122 2125 rBV 74468 92620 2.16% 0.614%
34 14.886 2173 2176 2180 rVB 52996 52000 1.21% 0.345%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.233 2233 2235 2243 rVB 69227 80320 1.87% 0.532%

36 15.657 2299 2307 2312 rVB2 275875 459111 10.70% 3.042%
37 16.092 2376 2381 2387 rVB 63214 109136 2.54% 0.723%
38 16.615 2468 2470 2479 rVB2 47628 79671 1.86% 0.528%

Sum of corrected areas: 15089996
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF110218\
BF110423.D
2 Nov 2018 20:29

J5767-03 5X

- JU/SJd

12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

3000000

2000000

1000000

TIC: BF110423.D

5.57

6.95

6.5/.72 J\ 7.11

7.52

0
Time-->

3.50 4.00 4.50 5.00 5.50 6.00

Tl

—

6.50 7.00 7.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF110423.D

10.00
9.31

11.86

11.49

0:
)‘&37 9.70 gkgﬁL 10/.L4010,6§ @?\88 1133 117 12.16

1255

13.57

12.

A
L —

65

13.07
.7012.9

0
Time-->

9.50 10.00 10.50 11.00

11.50 12.00 12.50

13.00

Abundance
4000000

3000000

2000000

1000000

.37

14.13

131960

14.57

TIC: BF110423.D

15.66
14.89 15.23 16.09 16.62

DUNP SIS

0
Time-->

13.50

14.00

14.50

15.00 15.50 16.00 16.50

I
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\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11

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

2.26 3.35 ng 89604 1,4-Dichlorobenzene-d4 6.95
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 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 29 (2.257 min): BF110423.D (-24) (-) m/z 73.00 100.00%
74.0
5000 43.1
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
S | YO A A — (Y 5 B {0 B E K L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 UL AR AL RN AR
43.0 2.202.30 2.40 2.50 2.60 2.70
" 550 87.0 m/z 55.00 29.40%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 26.71%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 15.40%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.72 14.46 ng 387066 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 788 (6.722 min): BF110423.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 54,0 9.0 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 38.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AL AN AR

6.40 6.60 6.80 7.00
m/z 134.00 32.32%

31.0 510
o e
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.73%
41.0 97.0
‘ ‘ 117.0
oMo ge LW
miz--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl B e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .79%

74.0

5000 98.0 116.0

T 1580 1890

N ! I 0 SN S

I T
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Silane, trichlorooctadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.38 ng 80797 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1413 (10.398 min): BF110423.D (-1410) (-) m/z 57.05 100.00%
149.0
5000
1050 | 10.00 10,20 10,40 10.60 10.80
o ao W m/z 43.10 78.87%
m/z--> 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
1.0
5000 UL DAL IR I
10.00 10.20 10,40 10.60 10.80
m/z 149.00 61.65%
270 90 4350
0 1 J‘HIIBM%OMMWM35%%O%M
m/z--> 50 100 150 200 250 300 350 '
Abundance #59880: Tetradecane
57.0
10.00 10.20 10,40 10.60 10.80
5000 m/z 71.05 49 _.48%
o \ | 1‘93'0 141. 0 198 0
m/z--> 50 100 150 200 250 300 350 '
Abundance #129492: Eicosane P T T
57.0 10.00 10.20 10.40 10.60 10.80

m/z 41.00 43.57%

5000

99.0
Loy ,\ , 1410 183.0 225.0 282.0

m/z--> 50 100 150 200 250 300 350 10. OO 10 20 10. 40 10. 60 10 80

2@#
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.88 4_.55 ng 133940 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1495 (10.880 min): BF110423.D (-1491) (-) m/z 57.10 100.00%

57.1
e 80 M

l 131141 1 10,60 10.80 11.00 11.20
ob—dp ot g e e m/z 43.05 67.89%
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LA L L L L L LB
85.0 10,60 10.80 11.00 11.20
29.0 m/z 71.10 56.64%
oL L ﬁ13°14101690197022502530281030903380
. P e bl s de sl Al A
miz--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
e Al b aleses AdiAL b
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 39.02%
29.0
ol | i Jﬂ13 141.0169.0197.0225,0254.0
A o e e e
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e SR S S
57.0 10.60 10.80 11.00 11.20
m/z 41.00 32.58%
5000
85.0
290
0 | | 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
e e e e o e
mz--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.13 ng 62686 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1571 (11.327 min): BF110423.D (-1568) (-) m/z 57.10 100.00%
57.1
5000 85.0
B
113.0 141 o 11.00 11.20 11.40 11.60
ol 010910960 m/z 43.10 70.95%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 J
85.0 1100 1120 1140 11,60 |
29.0 m/z 71.10 63.96%
o | H+309141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> éo 160 1%0 260 2éo 360
Abundance #105884: Octadecane
57.0 j
11,00 11.20 11.40 11.60
5000 85.0 m/z 85.05 40.73%
29.0
ol L) [B%14101690197.0 2050 2540
m/z--> éo 160 150 260 2éo 360 J
Abundance #141425: Heneicosane T T
57.0 11.00 11.20 11.40 11.60
m/z 41.00 32.80%
5000 85.0
29.0
. | I | [M30141.0160.0197.0 225.0 253.0 296.0 .
m/z--> 50 ﬁo 150 ﬁ 250 3m nmumumu@'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 35.32 ng 1040360 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 81
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80
Abundance Scan 1662 (11.863 min): BF110423.D (-1657) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 227.2 UL U DU SUNUBN BV
| || | 97.0 151 165.0185-2 2703 11.60 11.80 12.00 12.20
Olrrrprrrrhr el ek by 22LY L 1650 by M7z 87.00  76.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L S B SULRULN IR
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.05 33.52%
| 101.0 | 1710 1990 227.0 270.0
Ol el ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
R A AR L R
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.00 27 .33%
oll U 9700170 1430 1850 20 2100
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methy! ester EREEEE S e e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .13%
5000
430 143.0
s, Ll Wit | amo 2RO 0 el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.
12.55 145.72 ng 4292630 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1779 (12.551 min): BF110423.D (-1774) (-) m/z 66.95 100.00%
67.0
41.1
5000
1231 1501 12.20 12.40 12.60 12.80
178.1 263.2 ]
I 220.2 2993 "m/z 81.05 85.26%
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)-
41.0 67.0
5000 NS U SRR SR
12.20 12.40 12.60 12.80
m/z 55.10 68 .53%
oLl 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
12.20 12.40 12.60 12.80
5000 m/z 95.05 57.31%
294.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methy! ester e AR mEa R
67.0 12.20 12.40 12.60 12.80
m/z 41.10 54 .50%
5000
294.0
150.0
124.0 178.0 920.0 263.0
o} I e o R e e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 10 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 68.15 ng 2007570 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
Abundance Scan 1782 (12.569 min): BF110423.D (-1781) (-) m/z 55.10 100.00%
1
5000
111.1 R R m e me e
1371 1802 2222 2642 2963 12.20 12.40 12.60 12.80
o} ' m/z 41.10 71.56%
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)-
.0
5000 UV AR DU SRS I
12.20 12.40 12.60 12.80
m/z 69.10 63.22%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
58.0
12.20 12.40 12.60 12.80
5000 m/z 74.00 58.31%
o 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester e P
58.0 12.20 12.40 12.60 12.80
m/z 83.10 50.77%
5000
29.0 264.0
110 360 1800 2220 296.0
o} o] ¢ el
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5

R.T. EstConc Area Relative to ISTD R.T.
12.65 14.20 ng 418436 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87

Abundance Scan 1796 (12.651 min): BF110423.D (-1792) (-) m/z 74.00 100.00%
74.0
5000 43.0
\ 143.1 o5E e
97.0 199.2 : 298.3 12.40 12.60 12.80 13.00
o...,....,....|',..|'.,':!.',..~..,..'..,|....,1.7.1..1.... 22l e m/z 87.00  74.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 " 12.40 12.60 12.80 13.00
143.0 - -
43.0 \ 1990 Z‘TO ‘ m/z 43.05 38.79%
97.0 '
ML I T O Z Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T30 1260 1250 1300
5000 m/z 55.00 28.77%
28.0
L 143.0 o550 2980
101.0 199.0
T O S =7 YA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester T T
74.0 12.40 12.60 12.80 13.00
m/z 41.05 24 _45%
5000
e 10 213.0
1010
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF102318.M Mon Nov 05 12:18:39 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.14 ng 92620 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetradecane 198 C14H30 000629-59-4 58
3 Heptadecane 240 C17H36 000629-78-7 52
4 Sulfurous acid. butyl undecvl ester 292 C15H3203S 1000309-17-8 52
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 52
Abundance Scan 2122 (14.568 min): BF110423.D (-2118) (-) m/z 57.10 100.00%
51.1

5000
11319371 169.1 1971 2331 2621 3001 14.20 14.40 14.60 14.80
0 m/z 43.10 73.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0

14.20 14.40 14.60 14.80
m/z 71.00 55.17%

5000

141.0 169.0 197.0 225.0 253,90 282.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57.0
R RN EEEEE
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 49 _.84%
29.0
. VL] 1180 1410 169.0 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane R RN EEEEE
57.0 14.20 14.40 14.60 14.80
m/z 41.10 34.63%
85.0
5000
29.0
0 L ldy H1130 141.0 1690 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14. 40 14 60 14.80

8270-BF102318.M Mon Nov 05 12:18:40 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.50 ng 80320 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 80
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 2234 (15.227 min): BF110423.D (-2233) (-) m/z 57.10 100.00%

5000
1221 1580 2051 2470 2831 322.0 15.00 15.20 15.40 15.60
0! m/z 71.10 67 .36%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane
571.0
5000 LA L L L L L L L LB
85.0 15.00 15.20 15.40 15.60
29.0 m/z 43.10 65.72%
o Pl ) f39141016001060 2400
R TE e eaa
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100330: 2-Bromo dodecane
57.0
e
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 60.85%
29.0 113.0 169.0
0 L T 1400 248.0
a ARt Ea T R o o RRARt3 nan RRERearS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94352: Hexadecane, 2-methyl- R mEEEE RS S
57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.08%
5000 85.0
29.0 197.0
20 ‘ ‘ ‘113014101690 J 225.0
O.PHWHHp”‘“”ﬁ”J”L.LN“”.”.””.”.””.”.““.”.””.” e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15 60

8270-BF102318.M Mon Nov 05 12:18:40 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.09 4.75 ng 109136 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Tricosane 324 C23H48 000638-67-5 83
4 Sulfurous acid. butyl tetradecvl... 334 C18H3803S 1000309-18-1 80
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 80
Abundance Scan 2381 (16.092 min): BF110423.D (-2376) (-) m/z 57.10 100.00%
5%.1
5000

15.80 16.00 16.20 16.40
m/z 43.10 54.05%

155.1182.1 227.1 267.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57.0

15.80 16.00 16.20 16.40
m/z 71.05 51.61%

5000

113.0 141.0 169.0 197.0 2250  268.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57.0
R R R B
15.80 16.00 16.20 16.40
5000 m/z 85.10 43.21%
85.0
29.0
o ‘ I 4 |11?014;0 169.0 17.0 2250 253.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164579: Tricosane AR EEREE L
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.38%
5000 85.0
113.0
0 290‘ ‘ P 4\14110\16\90\1970225025302810 3210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110423.D

Aca On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl6.62 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.47 ng 79671 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 Octacosane 394 C28H58 000630-02-4 49
3 Hentriacontane 437 C31H64 000630-04-6 49
4 Pentacosane 352 C25H52 000629-99-2 49
5 Heneicosane 296 C21H44 000629-94-7 46
Abundance Scan 2471 (16.621 min): BF110423.D (-2468) (-) m/z 57.10 100.00%
57.1
5000
M31 1731 51302451 2851 3281 "' 16.40 16.60 16.80 17.00
ob—b b L e m/z 43.10 61.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 LN UL BN SUULILN B
16. 40 16 60 16. 80 17. 00
m/z 71.00 49.10%
. J 11 ]9?'0‘ 141.0 }330 2250 2820
m/z--> éo 160 1éo 200 250 360 3%0 460 !
Abundance #209565: Octacosane
57.0
" 1640 16.60 16.80 17.00
5000 m/z 85.10 48 .39%
99.0
ol Iy }410 1830 2250 2810 387.0 3940
m/z--> b 160 150 260 2%0 360 350 460 !
Abundance #223852: Hentriacontane RS EmmEs o L
57.0 16.40 16.60 16.80 17.00
m/z 56.00 23.80%
5000
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110423.D

Acq On : 2 Nov 2018 20:29

Operator : JU/SJ

Sample : J5767-03 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.26 3.4 ng 89604 1 6.95 535209 20.0
unknown6.72 6.72 14.5 ng 387066 1 6.95 535209 20.0
Silane, trichloro... 10.40 2.4 ng 80797 3 10.00 678519 20.0
Tetracosane 10.88 4.5 ng 133940 4 11.49 589174 20.0
Octadecane 11.33 2.1 ng 62686 4 11.49 589174 20.0
Hexadecanoic acid... 11.86 35.3 ng 1040360 4 11.49 589174 20.0
9,12-Octadecadien... 12.55 145.7 ng 4292630 4 11.49 589174 20.0
11-Octadecenoic a... 12.57 68.2 ng 2007570 4 11.49 589174 20.0
Methyl stearate 12.65 14.2 ng 418436 4 11.49 589174 20.0
Eicosane 14 .57 3.1 ng 92620 5 14.13 590417 20.0
Heptadecane 15.23 3.5 ng 80320 6 15.66 459111 20.0
Nonadecane 16.09 4.8 ng 109136 6 15.66 459111 20.0
unknownl16.62 16.62 3.5 ng 79671 6 15.66 459111 20.0
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