LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072318\

Data File : BF107590.D

Aca On : 23 Jul 2018 16:11 Instrument :
Operator : JU/SJ BNA_F

Sample : J4030-05 2X gggqtzsjmp'e'd 1
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 - 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-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.195 482 486 502 rBV 471944 516156 16.81% 1.415%
2 5.601 551 555 577 rBVY 2098132 2692808 87.67% 7.383%
3 6.601 722 725 746 rBVY 2077363 2832266 92.21% 7.765%
4 6.742 746 749 756 rBVY 2570150 2823147 91.92% 7.740%
5 6.972 785 788 795 rBVY 1597745 1696326 55.23% 4.651%
6 7.025 795 797 809 rvv3 96424 205265 6.68% 0.563%
7 7.131 811 815 829 rVB 2374445 2379501 77.47% 6.524%
8 7.536 880 884 894 rBVY 1554766 1780843 57.98% 4.882%
9 8.260 1003 1007 1012 rBV 1996905 2109158 68.67% 5.783%
10 8.660 1073 1075 1078 rVB 94370 66580 2.17% 0.183%
11 8.830 1101 1104 1109 rBV 94818 72585 2.36% 0.199%
12 9.072 1143 1145 1148 rBV2 80145 74945 2.44% 0.205%
13 9.260 1175 1177 1180 rVB 108159 81555 2.66% 0.224%

14 9.330 1185 1189 1198 rBV 3391942 3071405 100.00% 8.421%
15 9.395 1198 1200 1204 rBvV2 135778 145617 4.74% 0.399%

16 9.719 1252 1255 1263 rVB2 643420 703370 22.90% 1.928%
17 9.877 1279 1282 1285 rBV2 121196 131820 4._.29% 0.361%
18 9.924 1288 1290 1293 rVB2 159045 151437 4._.93% 0.415%
19 10.019 1300 1306 1310 rBV 2040120 2002054 65.18% 5.489%
20 10.213 1337 1339 1344 rBV3 70860 97087 3.16% 0.266%

21 10.254 1344 1346 1350 rVB3 121128 139143 4_.53% 0.381%
22 10.330 1356 1359 1361 rBV3 125323 162190 5.28% 0.445%
23 10.424 1372 1375 1378 rBV2 252259 271511 8.84% 0.744%
24 10.648 1410 1413 1416 rBV 465915 447146 14.56% 1.226%
25 10.813 1437 1441 1444 rBV 1327803 1469157 47.83% 4.028%

26 10.919 1455 1459 1462 rBV 1053075 1037610 33.78% 2.845%
27 11.354 1531 1533 1535 rBvV 204794 154234 5.02% 0.423%
28 11.383 1535 1538 1541 rBV 1450925 1315280 42.82% 3.606%
29 11.513 1557 1560 1563 rBV 1656816 1602392 52.17% 4._.393%
30 11.536 1563 1564 1571 rVB 627672 462324 15.05% 1.268%

31 11.736 1595 1598 1601 rBV 512052 550432 17.92% 1.509%
32 12.024 1644 1647 1649 rBV3 392797 416912 13.57% 1.143%
33 12.471 1721 1723 1729 rVB 476514 508082 16.54% 1.393%
34 12.730 1765 1767 1772 rVB 768892 736501 23.98% 2.019%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On : 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.071 1822 1825 1827 rBV 1017617 1108449 36.09% 3.039%

36 13.101 1827 1830 1836 rVB 2331530 2459121 80.07% 6.742%

Sum of corrected areas: 36474409
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\

BF107590.D

23 Jul 2018 16:11

JussJ

J4030-05 2X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.20 6.09 ng 516156 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 487 (5.201 min): BF107590.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 500 520 540 560
69.1 . 111.1 : : : :
o..,....,....,....-,':...,..-!Ii....',....,8.3~.9.,...:,|....,-...., m/z 59.00 64.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRR UL AR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 19.85%
0 20 | 9o 8205900
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 16.19%
410 101.0
o150 30 7500 69.0 830
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.05%
5000 41.0
31.0
69.0 870
0 |}?:q |""|""|"'§q'9"' i""‘i"" |"'M |"9§'?"" T S R LR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74

Concentration Rank 1

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

6.74 33.29 ng 2823150 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.742 min): BF107590.D (-746) (-) m/z 132.00 100.00%
132.0 q
5000 68.0
40.0 54.0 9%.0 1151 6.40 6.60 6.80 7.00
0 : B E e m/z 68.00 41.08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.10%
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
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.03%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.95%
74.0
5000 98.0 116.0
O—rr1 ‘.‘, i .‘.“‘, " - f‘l“. T ‘.“, - T ?'5.80. T |].'8.9'.0. AVWVL%
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\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown7.02 Concentration Rank 11

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

7.02 2.42 ng 205265 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 47
2 1-I1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 38
3 Acetic acid. trichloro-. heptvl ... 260 C9H15CI1302 065611-31-6 25
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 25
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 17

Abundance Scan 796 (7.019 min): BF107590.D (-795) (-) m/z 57.00 100.00%
51.0
69.0 R o o e R
g0 100 . 1340 6.60 6.80 7.00 7.20 7.40
Lol 5 177 149.0
O preet et bbbt e e e m/z 41.00 44 _85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 RS S SR R
29041'0 6.60 6.80 7.00 7.20 7.40
70.0 83.0 m/z 43.05 28.45%
so || T se0 g
O”W””P”W””P”W”JP”W””P”W“”P”W””P”W””P“W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
42.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 55.00 22.51%
29.0

71.0
830 ggo 1120 128.0 143.0

?

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #111130: Acetic acid, trichloro-, heptyl ester T
57.0 6.60 6.80 7.00 7.20 7.40
m/z 69.00 18.69%
41.0
5000 700
29.0
“ ‘ 82,0 980 1170
0”'P“'P”'P”W'”W'”“'”“'”W“”W'”W”'W”J“”'W”'W”'W”" | LA L A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl10.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.71 ng 271511 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 25
2 Tridecane 184 C13H28 000629-50-5 25
3 Dodecane 170 C12H26 000112-40-3 25
4 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 25
5 Tetradecane, 1-chloro- 232 C14H29cClI 002425-54-9 25

Abundance Scan 1374 (10.419 mm) BF107590.D (-1372) (-) m/z 247.15 100.00%

123.

5000

A,
LI B I B L B

10.20 10.40 10.60 10.80

0 m/z 123.10 96.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28421: Undecane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT
85.0 10 20 10. 40 10. 60 10 80
29.0 | m/z 55.00 85.70%
‘ ‘ I ‘ 113.0 156.0
] R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R e R o R
10.20 10.40 10.60 10.80
5000 m/z 69.10 64.71%
29.0 85.0
o 113.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38318: Dodecane R B A ma
57.0 10.20 10.40 10.60 10.80
m/z 57.00 59.63%
5000
85.0
29.0
o ‘ ‘ L 113 0 1410 170 0
R R A AR R B e R RS aaas e A RERREEEEE S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.65 4_47 ng 447146 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 50
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50

Abundance Scan 1413 (10.648 min): BF107590.D (-1410) (-) m/z 57.05 100.00%

57.0
5000

10.40 10.60 10.80 11.00

141.1 169.1 197.1220.3 246.2

0 m/z 71.10 46.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L L L LB
10 40 10. 60 10 80 11. OO
113.0 m/z 43.00 37.80%
29.0 ‘ ‘ 183.0
o Tl | 13501550 T 9950 2530
T e T T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R R A EEEEamas
10.40 10.60 10.80 11.00
5000 m/z 85.10 21.04%
29.0 85.0

113.0 141.0 184.0

é

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48872: Undecane, 2,5-dimethyl- T T T
57.0 10.40 10.60 10.80 11.00
m/z 41.00 18.59%
- M”/\/MJ\WJLJ
29.0 112.0
ekt ke M50 1690 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Undecane, 6-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.92 12.95 ng 1037610 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 87
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 72
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
Abundance Scan 1459 (10.919 min): BF107590.D (-1455) (-) m/z 57.00 100.00%
57.0
5000
85.1 ) e e
113.1
183.2 10.60 10.80 11.00 11.20
Ol prrrethreb b et bt RT 2210 2533 8338 sz 71.10 64.46%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48842: Undecane, 6-ethyl-
57.0
5000 AR AR LR SRR
10,60 10.80 11.00 11.20
29.0 85.0 1120 m/z 43.00 45 _.25%
154.0
0.,.‘.‘..,...‘,..“:. I UGN ...
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10.60 10,80 11.00 11.20
5000 m/z 85.10 24 _29%
85.0
0l,.30.0 120100 1830 60
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71405: Dodecane, 2,6,10-trimethyl- R B
57.0 10.60 10.80 11.00 11.20
m/z 41.00 19.80%
5000
29.0 85.0
miz-> 20 46 60 éo 160 120 140 160 180 200 220 240 260 280 300 320 | 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.38 16.42ng 1315280  Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 90

2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90

3 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204

1000104-10-8 86

4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1537 (11.377 min): BF107590.D (-1535) (-) m/z 57.00 100.00%
57.0
5000
1 85.1
| 113.1 11.00 11,20 11.40 11.60
141.1
ol b b ol g, 5016922002 2462 2951 0 "m/z 71.10  66.53%
m'z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L L L L
85.0 11.00 11.20 11.40 11.60
m/z 43.00 46.15%
29.0
ol | | 1180141.0160.0197.0225.0253.0281.0 323.0351.0380.0
T T T T T [T T e e
mz--> 50 100 150 200 250 300 350
Abundance
57.0
.
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 34.13%
113.0
0 141.0  183.0211.0239.0267.0296.0
e T T — e
mz--> 50 100 150 200 250 300 350
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid B e M S L
57.0 11.00 11.20 11.40 11.60
m/z 41.00 23.75%
97.01250
184.0
5000
15F0
mz--> 50 100 150 200 250 300 350 11.00 1120 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 6.87 ng 550432 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 92
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 87
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1599 (11.742 min): BF107590.D (-1595) (-) m/z 57.00 100.00%
5%.0
i bww
5000
st Tt s n g 1140 1160 1180 1700 "
Obrrrregr btk sk e ,,, bt .| M7z 71.10 0 72.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 L A SURBLRE BN SR
nmnmnmnm
m/z 43.00 58.09%
o HH\l 90 19102160 2450 312.0 342.0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57.0
11.40 11,60 11.80 1200
5000 85.0 m/z 85.10 52.29%
113.0 141.0
0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59889: Tridecane, 2-methyl- e R BmmmE T
57.0 11.40 11.60 11.80 12.00
m/z 41.00 21.94Y%
5000
85.0
29.0
\‘ |l ‘ ‘11? 0 15\5 0 183.0
O T { R e A N e o A TR R B
m/z--> ﬁ&eomﬁmmmﬁmmmnmmmwmmmﬁo n%nmnmnm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 5.20 ng 416912 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 Octadecanoic acid 284 C18H3602 000057-11-4 41

Abundance Scan 1646 (12.018 min): BF107590.D (-1644) (-) m/z 192.10 100.00%

43.0 1921

5000

11.80 12.00 12.20 12.40
m/z 43.00 88.91%

o 25.2 256.2 290.0 328.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0

5000 TT T T[T T T T [T T T T[T T TT[TT
11.80 12.00 12.20 12.40
0
157.0 1850 2130 256.0 m/z 60.00 80.71%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 ,73.0
11.80 12.00 12.20 12.40
5000 129.0 m/z 73.00 75.04%
199.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39472: n-Decanoic acid ST T
60.0 11.80 12.00 12.20 12.40
m/z 57.00 66.48%
5000f 29.0 129.0
87.0
\ ‘ 172.0
ouwunyubnthuwwﬂ.”.L”.”.””.”.””.”.””.”.””“”. S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107590.D

Aca On 23 Jul 2018 16:11

Operator : JU/SJ

Sample : J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.47 6.34 ng 508082 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1723 (12.471 min): BF107590.D (-1721) (-) m/z 57.00 100.00%
57.0
5000
85.1
‘ |113 ' 1411 169.21041017.02402 2732 309.1 1220 12.40 1260 1280
JBNED | N S S S e Pk~ 2 S £ T LS m/z 71.10 47.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 85.0 L BN B SULRILR SR
12:20 12.40 12.60 12.80
m/z 43.00 41.09%
ol ‘\ U J1130 15?0‘1830 2110 2390 _ 2810
miz-> 20 45 eb 85 100 150 140 160 180 200 220 240 260 280 300
Abundance
57.0
12:20 12.40 12,60 12.80
0
5000 85.0 m/z 85.10 30.92%
197.0
i 113.0 141 0 160.0 2950
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140553: 1-lodo-2-methylundecane A EEEEE T
57.0 12.20 12.40 12.60 12.80
m/z 55.00 17.71%
5000
85.0
29.0
0 “ ‘ | “1130 1690 2110 206.0
miz-> 20 45 eb 80 100 150 140 160 180 200 220 240 260 280 300 12:20 12.40 12.60 12.80

8270-BF072018 .M Tue Jul 24 13:13:41 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072318\
Data File : BF107590.D

Acq On : 23 Jul 2018 16:11

Operator : JU/SJ

Sample - J4030-05 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 6.1 ng 516156 1 6.97 1696330 20.0
unknown6 .74 6.74 33.3 ng 2823150 1 6.97 1696330 20.0
unknown? .02 7.02 2.4 ng 205265 1 6.97 1696330 20.0
unknown10.42 10.42 2.7 ng 271511 3 10.02 2002050 20.0
Pentadecane, 2,6,... 10.65 4.5 ng 447146 3 10.02 2002050 20.0
Undecane, 6-ethyl- 10.92 12.9 ng 1037610 4 11.51 1602390 20.0
Heptacosane 11.38 16.4 ng 1315280 4 11.51 1602390 20.0
Bacchotricuneatin c 11.74 6.9 ng 550432 4 11.51 1602390 20.0
n-Hexadecanoic acid 12.02 5.2 ng 416912 4 11.51 1602390 20.0
Eicosane, 10-methyl- 12.47 6.3 ng 508082 4 11.51 1602390 20.0
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