LSC Area Percent Report

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

Data File : BF110422.D

Aca On : 2 Nov 2018 20:01 Instrument :

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

3?22'6 : J5767-01 5X CL-02-110118-A

ALS Vial : 11 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 36 rvB 74713 104766 6.63% 1.011%
2 5.569 589 592 607 rVB 367620 369095 23.36% 3.563%
3 6.569 758 762 775 rBV 398858 410944 26.01% 3.967%
4 6.722 784 788 795 rBV 449824 425157 26.91% 4.105%
5 6.951 824 827 838 rVB 574674 531085 33.61% 5.127%
6 7.110 850 854 864 rBV 345310 326802 20.68% 3.155%
7 7.516 919 923 935 rBV 224092 250173 15.83% 2.415%
8 8.239 1041 1046 1068 rVB 634179 718170 45.45% 6.933%
9 9.310 1224 1228 1237 rBV 461202 470069 29.75% 4 .538%
10 9.704 1289 1295 1302 rVB 50888 60061 3.80% 0.580%
11 9.904 1325 1329 1334 rBV 19300 22213 1.41% 0.214%
12 9.992 1341 1344 1357 rVB 696624 728081 46.08% 7.029%
13 10.404 1411 1414 1417 rBV 39183 34207 2.16% 0.330%
14 10.786 1475 1479 1486 rBV 165966 171576 10.86% 1.656%
15 10.880 1491 1495 1503 rBvV2 32982 48045 3.04% 0.464%
16 11.327 1568 1571 1574 rBV 30662 25694 1.63% 0.248%
17 11.486 1594 1598 1607 rBvV 653210 630624 39.91% 6.088%
18 11.751 1640 1643 1646 rBvV 22617 18213 1.15% 0.176%
19 11.857 1657 1661 1667 rVB 479331 382886 24.23% 3.697%
20 11.992 1681 1684 1686 rBV 18638 18456 1.17% 0.178%
21 12.163 1710 1713 1718 rBV 18027 18526 1.17% 0.179%

22 12.545 1774 1778 1780 rBV 1809112 1580140 100.00% 15.255%
23 12.563 1780 1781 1788 rVVv2 1013097 822233 52.04% 7.938%
24 12.645 1792 1795 1800 rVB 162117 149474 9.46% 1.443%

25 12.704 1801 1805 1809 rBV 82041 69451 4._.40% 0.671%
26 12.933 1838 1844 1849 rVB 72891 88162 5.58% 0.851%
27 13.063 1863 1866 1870 rBV 350080 314136 19.88% 3.033%
28 13.374 1914 1919 1924 rBV3 20491 29788 1.89% 0.288%
29 13.621 1956 1961 1965 rBV2 17345 22109 1.40% 0.213%
30 13.951 2013 2017 2020 rBv4 26819 32833 2.08% 0.317%
31 14.045 2030 2033 2035 rBV3 13394 18772 1.19% 0.181%
32 14.133 2042 2048 2051 rBV 543127 592867 37.52% 5.724%
33 14.263 2068 2070 2073 rVB 22147 17351 1.10% 0.168%
34 14.568 2119 2122 2129 rVB4 50252 67941 4_30% 0.656%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110422.D

Aca On 2 Nov 2018 20:01

Operator : JU/SJ

3?22'6 i J5767-01 5X CL-02-110118-A
ALS Vial : 11 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\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.886 2173 2176 2180 rVB 35048 35124 2.22% 0.339%
36 15.021 2194 2199 2205 rBV 32296 58962 3.73% 0.569%
37 15.204 2227 2230 2233 rBV2 25310 38960 2.47% 0.376%
38 15.233 2233 2235 2240 rVB2 71107 74566 4.72% 0.720%
39 15.657 2300 2307 2312 rVB 301875 455723 28.84% 4._.400%
40 16.086 2377 2380 2386 rVB3 51667 79863 5.05% 0.771%
41 16.615 2468 2470 2476 rVB2 34827 44758 2.83% 0.432%

Sum of corrected areas: 10358056
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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

Abundance TIC: BF110422.D

1500000
1000000

500000 6. 576. 72

A A

™|
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: BF110422.D

1500000

12.56
1000000

8.24 9.99 11.49

500000 9.31 11.86
13.06

10.79 12.64
9.70 g g 10.40 ho.88 11.33 11.7511.992.16 71012.9
A A A~

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: BF110422.D

1500000

1000000

14.13
500000 15.66

1457 14.8%.045

.37 13.62

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\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 7

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

2.26 3.95 ng 104766 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 17

Abundance Scan 29 (2.257 min): BF110422.D (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
2.202.30 2.40 2.50 2.60 2.70
Ol bt "m/z 43.05  40.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.10 30.33%
29.0
0 A L,
RN SV UL I SULLS UL UL IR UL S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 g5 87.0 2.202.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 27 .84%
29.0
15\'0 H\ ‘ | ‘ N \‘ | , 97.0
e R R R AR RS AR AR AN RERSS SRS BERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8391: 3-Pentanol, 2,4-dimethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 40.95 12.69%
5000 430 580
27.0
dorer 30 ML Wieo gl ms0 sso mso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.
6.72 16.01 ng 425157 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 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 788 (6.722 min): BF110422.D (-784) (-) m/z 132.00 100.00%
132.0
5000 681
200 540 9.0 o k0 obo 760
o} R B m/z 68.10 36.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LA SR LR AR

6.40 6.60 6.80 7.00
m/z 134.00 32.02%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
B B
74.0 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 23.53%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine s B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.23%
97.0
5000
70.0
52.0
3]‘"0 Lol | Lol 116.0 !
o R T RO S | SUNES B R S
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 : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 4 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.86 12.14 ng 382886 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 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Decanoic acid. methyl ester 186 C11H2202 000110-42-9 87

5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1662 (11.863 min): BF110422.D (-1657) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 2272 o o e N Emma
|| 97.1 o0, | 185.2 ' 270.3 11.60 11.80 12.00 12.20
0 ....,....',.-.'.. AP SIWIINE - S T S M m/z 87.00 73.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LI L L L L L L LB LN B
43.0 11. 60 11. 80 12. 00 12. 20
143.0 m/z 43.05 34 .56%
| [ o0 171.0 199.0 227.0 270.0
O R A A e L B L A RARRA RRRRR R =L Ras
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84485: Tridecanoic acid, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 27.04%
0 LIl ‘H‘ I \97\0 \14‘30 18\50\ 2280
I o o B e e e e e e S RARRERERREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .15%
5000 43.0
97.0 143.0
ook 720 120057 i 1580 2410 anso e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.55 50.11 ng 1580140 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1779 (12.551 min): BF110422.D (-1774) (-) m/z 67.00 100.00%

67.0

41.0
5000
| 220.2 263.2 2943 12.20 12.40 12.60 12.80
Otrrrr s m/z 81.05 86.26%
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 IIIIIIIllllllllllll
12.20 12.40 12.60 12.80
m/z 55.05 72.05%

ol |‘, 123.0 1490 4759 2620 294.0
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
67.0

12.20 12.40 12.60 12.80
m/z 95.05 61.33%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R R AmE mamE
410 67.0 12.20 12.40 12.60 12.80
m/z 41.05 56.18%
5000 95.0

123.0 150.0 294.0
\ “ TR ,178.0 220.0 263.0 \

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.56 26.08 ng 822233 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
Abundance Scan 1781 (12.563 min): BF110422.D (-1780) (-) m/z 55.10 100.00%
1
5000
111.1
138.1 180.2 222.2 264.2 206.3 12.20 12.40 12.60 12.80
o} ' m/z 41.10 68.71%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
5000 AR LR UL SR
12,20 12.40 12.60 12.80
180.0 296.0
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 83.0 m/z 74.00 53.96%
29.0
d I} | ' ' ' -
|""|"'

0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester R e
41.0 | 74.0 12.20 12.40 12.60 12.80

m/z 43.10 45 _.95%

5000
|....|...M

|
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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.74 ng 149474 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 95
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1796 (12.651 min): BF110422.D (-1792) (-) m/z 74.00 100.00%
74.0
5000 43.0
1240 12,60 12.80 13.00
o} m/z 87.00 77.67%
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 SR BULLIN IR U
12.40 12.60 12.80 13.00
m/z 43.00 38.34%
. 15.0 171.0 199.0 5y7 2550 2980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 m/z 55.05 31.43%
43.0
143.0
o dde 5702200777 1350 15 210 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester
74.0 12.40 12.60 12.80 13.00
m/z 41.10 24 .94%
5000
430 143.0 2150
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 Dodecane, l1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.29 ng 67941 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 60
2 Heneicosane 296 C21H44 000629-94-7 60
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 58
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 52
5 Tetratetracontane 619 C44H90 007098-22-8 49

Abundance Scan 2122 (14.568 min): BF110422.D (-2119) (-) m/z 57.00 100.00%

57.0

5000
131 15315874 22712981 o094 14.20 14.40 14.60 14.80
(o} m/z 43.10 69.99%
miz--> 50 100 150 200 250 300 350
Abundance #140551: Dodecane, 1-iodo-
57.0
5000 LA L L L L LB L
85.0 14.20 14.40 14.60 14.80
0
29.0 0 169.0 296.0 m/z 71.05 58.73%
0 o fl 1410 | 197.0225.0
I~ I T T T T I T T I T T T T T T T T T T T T I T T T T I T T
mz--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
.
14.20 14.40 14.60 14.80
5000 650 m/z 85.10 36.92%
29.0
. | I ﬂ13014101690197022502530 296.0
....,.. B e
mz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- A Ba T o e
57.0 14.20 14.40 14.60 14.80
m/z 41.10 31.35%
5000 85.0
13.0
0 “1} ﬂ k14}01690 210.0239.0267.0 309.0338 0366.0
S SRV b A e .
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 1,3-Propanediamine, N(1),N(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.02 2.59 ng 58962 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Propanediamine. N(1).N(1)-di... 234 C11H18N6 1000338-05-2 53
2 N.N-Dimethvl-2-isopropoxvethvlamine 131 C7H17NO 071126-59-5 50
3 2-Penten-1-amine. N.N.2-trimethv... 127 C8H17N 055630-70-1 50
4 1-Dodecanamine. N.N-dimethvl- 213 C14H31N 000112-18-5 50
5 1-Hexanamine, 2-ethyl-N,N-dimethyl- 157 C10H23N 028056-87-3 50
Abundance Scan 2199 (15.021 min): BF110422.D (-2194) (-) m/z 58.10 100.00%

54.1
5000
84.0 109.1 157.0  199.1224.1 2541 2820 318 0 14.80 15.00 15.20 15.40

Ol st i 1330 ettt | M/Z 59.00  8.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #88685: 1,3-Propanediamine, N(1),N(1)-dimethyl-N(3)-(7-met...

58.0
5000 LA IL L B L B L Y L L LB
14.80 15.00 15.20 15.40
m/z 55.00 7.86%
ol 34 84.0 10901340 1620 1010 2340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13942: N,N-Dimethyl-2-isopropoxyethylamine
58.0
s e RRmaS R S
14.80 15.00 15.20 15.40
5000 m/z 72.00 7.16%
300, | ;80 1310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11924: 2-Penten-1-amine, N,N,2-trimethyl-, (E)- s e !
58.0 14.80 15.00 15.20 15.40
m/z 41.00 6.36%
5000
28.0 98.0 127.0
0‘ ﬁwﬁwwwmwwmm IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 10 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.27 ng 74566 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 2234 (15.227 min): BF110422.D (-2233) (-) m/z 57.00 100.00%

5000
1370 2070 2531 3181 15.00 15.20 15.40 15.60
0 m/z 71.10 56.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L L L LB
15.00 15.20 15.40 15.60
0.0 m/z 43.10 52.41%
) | J40183022502670309.03510 4370
i o e T i o o L B A o o R L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
R N R A REEEmmas
15.00 15.20 15.40 15.60
5000 m/z 85.10 40.64%
9.0
N | ; 141.0183.0 225.0267.0309.0 367.0
L LA B o S e o o B o

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #235973: Hexatriacontane A A RREEs na
15.00 15.20 15.40 15.60

m/z 69.05 25.45%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
R e EEEms e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110422.D

Aca On : 2 Nov 2018 20:01

Operator : JU/SJ

Sample : J5767-01 5X

Misc :

ALS Vial : 11 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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.50 ng 79863 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 50
2 Hexadecane 226 C16H34 000544-76-3 50
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 50
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 50
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 50
Abundance Scan 2381 (16.092 min): BF110422.D (-2377) (-) m/z 57.10 100.00%
57.1
5000 85.0
| | 12|7 1 15801832 211 0237.1 267.0 317.0 I I1'58I0I I1&30'0I I:I.éiZIOI '1&34'0' )
Onlnnlluu'||:|=||'|!|||llnlulu II||I||||l n I.I|II||IIllulIII'II|=II|IIII|IIIIIII|I|=II|I”|””|II m/z 71_10 52_64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57.0
5000 85.0 L SN BN BULLILN B

mmmmmmmm
29.0 m/z 43.10 49 _.43%

|| |11¢130 141.0 169.0 197.0 225.0 254.0

bt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane
57.0
R B e B
15.80 16.00 16.20 16.40
5000 m/z 85.00 38.60%
85.0
29.0
ol ‘ H 113.0 141.0 169.0 197.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83033: Tetradecane, 4-ethyl- A EEREE RS
43.0 15.80 16.00 16.20 16.40
m/z 55.00 23.27%
5000 71.0
99.0
o M 1270 1550 197.0 5569
e e e e e R R B
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\

Data File : BF110422.D

Acg On : 2 Nov 2018 20:01

Operator : JU/SJ

3?22'6 i J5767-01 5X CL-02-110118-A
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.26 4.0 ng 104766 1 6.95 531085 20.0
unknown6.72 6.72 16.0 ng 425157 1 6.95 531085 20.0
Hexadecanoic acid... 11.86 12.1 ng 382886 4 11.49 630624 20.0
9,12-Octadecadien... 12.55 50.1 ng 1580140 4 11.49 630624 20.0
11-Octadecenoic a... 12.56 26.1 ng 822233 4 11.49 630624 20.0
Methyl stearate 12.65 4.7 ng 149474 4 11.49 630624 20.0
Dodecane, 1l-iodo- 14 .57 2.3 ng 67941 5 14.13 592867 20.0
1,3-Propanediamin... 15.02 2.6 ng 58962 6 15.66 455723 20.0
Hentriacontane 15.23 3.3 ng 74566 6 15.66 455723 20.0
Octadecane 16.09 3.5 ng 79863 6 15.66 455723 20.0
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