LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO072718\
Data File : BF107763.D
Aca On = 27 Jul 2018 23:04 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4095-03 CON-BALLARDS-0-2
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:\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 5.195 482 486 499 rBV 331088 437763 13.43% 1.308%
2 5.595 550 554 591 rBY 1795000 2889412 88.66% 8.634%
3 6.595 720 724 744 rBVY 1794880 2916305 89.49% 8.714%
4 6.731 744 747 777 rVB 2342926 3258824 100.00% 9.738%
5 6.960 783 786 803 rBV 675764 969633 29.75% 2.897%
6 7.113 808 812 829 rBVY 2110003 2353055 72.21% 7.031%
7 7.525 878 882 906 rBVY 1164903 1912402 58.68% 5.714%
8 8.242 1000 1004 1028 rBvV 1033608 1322767 40.59% 3.953%
9 8.813 1096 1101 1106 rBV 57195 53603 1.64% 0.160%
10 9.054 1139 1142 1146 rBV3 28606 32856 1.01% 0.098%

11 9.313 1182 1186 1195 rBV 3000252 3119619 95.73% 9.322%
12 9.377 1195 1197 1201 rVvVv 126337 154269 4.73% 0.461%

13 9.413 1201 1203 1208 rVB2 69109 84140 2.58% 0.251%
14 9.589 1227 1233 1237 rBV6 18161 32973 1.01% 0.099%
15 9.707 1247 1253 1260 rVB 245906 298196 9.15% 0.891%
16 9.860 1276 1279 1283 rBV2 25505 36405 1.12% 0.109%
17 9.907 1283 1287 1291 rVB 109786 90728 2.78% 0.271%
18 10.001 1299 1303 1315 rVB 1184495 1296774 39.79% 3.875%
19 10.230 1340 1342 1346 rVB4 28386 38317 1.18% 0.114%

20 10.407 1369 1372 1376 rVB 129642 101195 3.11% 0.302%

21 10.624 1404 1409 1412 rBVZ2 59607 75713 2.32% 0.226%
22 10.795 1434 1438 1450 rBV 1317623 1756867 53.91% 5.250%
23 10.883 1450 1453 1464 rVB 155956 276305 8.48% 0.826%
24 11.095 1483 1489 1490 rBV6 24694 46813 1.44% 0.140%
25 11.330 1526 1529 1532 rBV 139244 105097 3.22% 0.314%

26 11.360 1532 1534 1537 rVB 61059 53181 1.63% 0.159%
27 11.495 1553 1557 1560 rBV 934448 1061134 32.56% 3.171%
28 11.577 1568 1571 1574 rVB 33375 36717 1.13% 0.110%
29 11.760 1599 1602 1605 rVB 116858 95706 2.94% 0.286%
30 12.001 1639 1643 1645 rBV2 163627 173585 5.33% 0.519%
31 12.113 1658 1662 1664 rBV2 60711 69533 2.13% 0.208%
32 12.165 1668 1671 1674 rBV 121093 88607 2.72% 0.265%
33 12.289 1690 1692 1695 rBV2 34335 39739 1.22% 0.119%

34 12.554 1733 1737 1744 rBV2 126761 189335 5.81% 0.566%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

3?22'6 i J4095-03 CON-BALLARDS-0-2
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

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

Method
Title

35 12.713 1760 1764 1773 rBV 707505 778830 23.90% 2.327%

36 12.942 1797 1803 1809 rBV 650375 893341 27.41% 2.669%
37 13.077 1822 1826 1834 rBV 2420987 2499005 76.68% 7.467%
38 13.283 1859 1861 1864 rVB 133751 105092 3.22% 0.314%
39 13.548 1903 1906 1915 rVB 760324 802849 24 .64% 2.399%
40 13.630 1917 1920 1922 rBV2 134565 133327 4._.09% 0.398%

41 13.954 1973 1975 1980 rVB3 247838 257025 7.89% 0.768%
42 14.148 2003 2008 2011 rBV2 1113245 1525316 46.81% 4 _.558%
43 14.577 2079 2081 2086 rBVY 134308 135872 4_.17% 0.406%
44 15.224 2188 2191 2194 rBVY 243084 365076 11.20% 1.091%
45 15.683 2266 2269 2274 rVB 391005 502662 15.42% 1.502%

Sum of corrected areas: 33465963
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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

Abundance TIC: BF107763.D
3000000

2500000 6.73
7.11
2000000

5.60 6.60

1500000
7.52

1000000
6.96

500000 520 k\\‘m__ K\_\_

o
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: BF107763.D
3000000 9|31

2500000

2000000

1500000 10.79
10.00

8.24
12.7112.94

1000000

500000

-
13.00

Ol i e e T ——

I I R T T I
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BF107763.D
3000000

2500000

2000000

14.15

1500000

1000000

500000

O r———
Time--> 13.50

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 unknown5.20 Concentration Rank 4

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

5.20 9.03 ng 437763 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 487 (5.201 min): BF107763.D (-482) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.1 L B e B R
| 83.0 | 480 500 520 540 560
oY O | s MU m/z 59.00 67.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 | NI LIS L L LB L
410 4.80 5.00 5.20 5.40 5.60
’ 101.0 m/z 101.10 20.04%
29.0 :
Obrrerrrer el 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
RS R R
4.80 5.00 520 5.40 5.60
5000 m/z 58.00 16.62%
59.0
15.0 101.0
31.0
0 ‘ Tl Ly ‘ 83.0 : ‘
AN L o o o R R S L R R RS R A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol R N e e
59.0 480 500 520 540 560

m/z 41.00 9.16%

5000 200 41.0 83.0
101.0
| UL Ll 700 | 1120 1290

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 unknown6.73 Concentration Rank 1

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

6.73 67.22 ng 3258820 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (6.731 min): BF107763.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PUASEPESSRBERARARRARAN
mn54o| J 6.40 6.60 6.80 7.00
0 Sl gro |yusy Yoo m/z 68.00 39.82%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BEAAEAESREBE R SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.12%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.72%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
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 15.44%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 4 Tridecane Concentration Rank 9

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

9.38 2.38 ng 154269 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 80

Abundance Scan 1197 (9.377 min): BF107763.D (-1195) (-) m/z 57.00 100.00%
5%.0
e vWﬁA\JUMM
410 85.0 et T o M
112.0127.0 9.00 9.20 9.40 9.60 9.80
o...,....-,':..-||,....,':|...",...-.,....,....,.%7.“.2,.1.9?.2].. m/z 43.05 68.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
il U\NW
5000 SNBSS RN
85.0 9.00 9.20 9.40 9.60 9.80
410 m/z 71.05 47.87%
oL, 200 ., 1130 14101560 184.0
m/z--> 20 40 60 50 160 150 150 1éo 1éo 260
Abundance #59880: Tetradecane
57.0
9.00 9.20 9.40 9.60 9.80
5000 85.0 m/z 41.00 30.80%
41)0
0 mb Lol gl oy 1130 1410 1600  198.0
iz 20 40 G0 8 100 130 140 160 180 200 WM
Abundance #38316: Dodecane R ma e AR
43.0 9.00 9.20 9.40 9.60 9.80
m/z 85.05 24 .96%
71.0
5000
0 | | | momso o oo
o) SN | Y S S s N I
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 15';0 2(')0 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 5.21 ng 276305 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1452 (10.877 min): BF107763.D (-1450) (-) m/z 57.00 100.00%
57.0
5000
85.1
131 10.60 10.80 11.00 11.20
ol ,‘. | fPlMLo w51 2248 3338 m/z 43.00 67.72%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L L

10.60 10.80 11.00 11.20
m/z 71.10 47.62%

29.0
Amw DU ]]11? 0114‘1 0160.0197.0225.0253.0  295.0323.0 _ 367.0
" e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
5.0
e
10.60 10.80 11.00 11.20
5000 m/z 85.10 34.95%
85.0
29.0 113.0
oL Ol 241.0169.0197.0225.0 253.0281.0309.0 338.0
e e e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane s A EREE e e A
57.0 10.60 10.80 11.00 11.20
m/z 41.00 34.04%
5000
85.0
29.0
o ‘ | ‘Pwmmm%mmnm%w%m
T T T T T e
m/z--> 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\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 6 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.27 ng 173585 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 51
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46
Abundance Scan 1643 (12.001 min): BF107763.D (-1639) (-) m/z 73.00 100.00%
73.0
43.0 192.1
5000
11.60 11.80 12.00 12.20 12.40
0 m/z 60.00 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid

73.0

5000 129.0 M

11.60 11.80 12.00 12.20 12.40
e Lﬂ
0

m/z 192.10 76 .59%

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 43.00 75.97%
157.0 1850 213.0 256.0
o} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54752: Phenanthrene, 1-methyl- B BEE e e
192.0 11.60 11.80 12.00 12.20 12.40
m/z 57.05 70.12%
5000
95.0 165.0
0 39.0 630” 1| 115.0 1390 h‘ HH
AL B o o o B e e B A R e R e o I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.55 3.57 ng 189335 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptacosane 380 C27H56 000593-49-7 58
3 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 53
4 Octadecane 254 C18H38 000593-45-3 53
5 Octacosane 394 C28H58 000630-02-4 52
Abundance Scan 1736 (12.548 min): BF107763.D (-1733) (-) m/z 57.00 100.00%
57.0 206.1
5000 85.0
127.1 165.1 237126822982 3500 12.20 12.40 12.60 12.80
0...1\',".'.“.'"." 20202 909 Th/z 206.10 | 88.50%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000

12.20 12.40 12.60 12.80
m/z 43.05  53.95%

99.0
N s 0169 0198.0226.0
e — T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
A Ba T o
12.20 12.40 12.60 12.80
5000 m/z 71.05 46.39%
99.0
27,00 || | |7y, 141.0169.0 211.0 253.0 295.0 337.0 380.0
e = T R Btk AR L A L A Le2
m/z--> 50 100 150 200 250 300 350
Abundance #48874: Undecane, 3,9-dimethyl- A Ba T o
57.0 12.20 12.40 12.60 12.80
m/z 191.10 38.43%
5000
2o | | 90 180y, 0
O —— T T R e e
m/z--> 50 100 150 200 250 300 350 12. 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.55 10.53 ng 802849 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 94
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1906 (13.548 min): BF107763.D (-1903) (-) m/z 59.00 100.00%
5d.0
5000
98.0 126.1 13.20 13.40 13.60 13.80
154.1
ow—_euﬂ o 1531 184.2212.2238.2264.2 3112 340.3 m/z 72.00 53.16%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 UV BN SUURRE I
13.20 13.40 13.60 13.80
m/z 55.00 36 .50%
29.0 281.0
o LS00 1840 2200 253077
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 25.41%
m/z--> 50 100 150 200 250 300 350
Abundance #160272: Pentadecanamide, 15-bromo- L B o
59.0 13.20 13.40 13.60 13.80
m/z 43.05 20.65%
o M\JV
240.0
0 29.04 || 186.0114.01420170.0 212.0 | 278.0 3210
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO072718\

Data File : BF107763.D

Aca On - 27 Jul 2018 23:04

Operator : JU/SJ

ﬁ?ggle i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.37 ng 257025 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 74
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 74
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 60
5 Heptadecane 240 C17H36 000629-78-7 49
Abundance Scan 1974 (13.948 min): BF107763.D (-1973) (-) m/z 226.10 100.00%
226.1
57.0
5000
o m/z 57.00 75.15%
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane
57.0
5000 RN AU BRI UGS
13.60 13.80 14.00 14.20
m/z 43.00 56.77%
0! 10 .I A nll i .141'0 183.0 22(.3'0
m/z--> 50 100 150 200 250 300 350
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
55.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 53.61%
‘ 85.0
ol 50 moo 2o
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester L B o
43.0 13.60 13.80 14.00 14.20
m/z 71.10 47 .33%
85.0
5000
0 ‘ Lo 62?01550 224.0253.0
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO72718\

Data File : BF107763.D

Acq On = 27 Jul 2018 23:04

Operator : JU/SJ

3?22'6 i J4095-03 CON-BALLARDS-0-2
ALS Vial : 22 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]
unknown5.20 5.20 9.0 ng 437763 1 6.96 969633 20.0
unknown6.73 6.73 67.2 ng 3258820 1 6.96 969633 20.0
Tridecane 9.38 2.4 ng 154269 3 10.00 1296770 20.0
Hexacosane 10.88 5.2 ng 276305 4 11.49 1061130 20.0
Tridecanoic acid 12.00 3.3 ng 173585 4 11.49 1061130 20.0
Hexadecane 12.55 3.6 ng 189335 4 11.49 1061130 20.0
9-Octadecenamide, ... 13.55 10.5 ng 802849 5 14.15 1525320 20.0
Heptadecane 13.95 3.4 ng 257025 5 14.15 1525320 20.0

8270-BF072018.M Mon Jul 30 15:30:13 2018 Page: 12



