LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45 Instrument :

Operator : JU/SJ BNA_F

Sample  : J2182-20 ettt

Misc i ES-8-WATER-LATERAL-1-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.299 30 36 46 rVB 104992 146526 5.01% 0.560%
2 5.210 526 531 543 rBV 73391 120735 4.13% 0.462%
3 5.592 592 596 621 rBY 1843831 2555910 87.40% 9.772%
4 6.598 762 767 786 rBVY 1817521 2688733 91.94% 10.280%
5 6.734 786 790 818 rVB 2335604 2924464 100.00% 11.181%
6 6.957 825 828 851 rVB 383972 571358 19.54% 2.185%
7 7.116 851 855 878 rVB 1786594 2046694 69.99% 7.825%
8 7.528 921 925 947 rBVY 1094249 1728373 59.10% 6.608%
9 8.239 1042 1046 1066 rBV 685213 850473 29.08% 3.252%
10 9.310 1224 1228 1237 rBvV 2571130 2742126 93.77% 10.484%
11 9.704 1288 1295 1301 rBV 246091 272646 9.32% 1.042%
12 9.904 1326 1329 1332 rBV 72131 55760 1.91% 0.213%
13 9.998 1341 1345 1357 rBvV 1013348 997445 34.11% 3.814%
14 10.404 1411 1414 1417 rVB 86906 65997 2.26% 0.252%

15 10.792 1476 1480 1492 rBV 1594958 2085672 71.32% 7.974%

16 10.880 1492 1495 1501 rVB 78321 105506 3.61% 0.403%

17 11.327 1568 1571 1573 rBV 39809 31327 1.07% 0.120%
18 11.492 1596 1599 1616 rBV 817787 1037137 35.46% 3.965%
19 11.998 1681 1685 1689 rBV 55474 59936 2.05% 0.229%

20 13.080 1864 1869 1885 rBV 2649164 2924071 99.99% 11.180%
21 13.951 2013 2017 2024 rBV 321852 352251 12.04% 1.347%
22 14.151 2047 2051 2060 rBV 668273 862077 29.48% 3.296%
23 14.592 2123 2126 2130 rBV5 25007 29478 1.01% 0.113%
24 14.892 2173 2177 2185 rBV 181322 211354 7.23% 0.808%
25 15.692 2308 2313 2325 rVB 366505 641671 21.94% 2.453%

26 16.174 2392 2395 2403 rVBS8 22567 47250 1.62% 0.181%

Sum of corrected areas: 26154970
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : JU/SJ

ﬁ?ggle : J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104189.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 4

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

2.30 5.13 ng 146526 1,4-Dichlorobenzene-d4 6.96
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 43
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (2.299 min): BF104189.D (-30) (-) m/z 73.10 100.00%
73
5000
48 55 87 S G
220 240 260
Obr e bbb e e b e e e e || M/ 43.00 0 29.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU I L
43 220 240  2.60
55 87 m/z 87.10 24.16%
Lo ®a | alm
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AL
220 240  2.60
5000 41 55 m/z 55.05 23.99%
29
47 67 || 79 97 112 129
s R A RN A AR RS AR RS WAS RS RS LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 \“
Abundance #8363: 3-Hexanol, 2-methyl- LI AL I L N L
5 7B 220 240  2.60
m/z 71.10 11.02%
5000
43
0 \\%1 37| 1 . 67 || 83 97 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.21 4.23 ng 120735 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 Tetraglyme 222 C10H2205 000143-24-8 9

Abundance Scan 531 (5.210 min): BF104189.D (-526) (-) m/z 43.00 100.00%
48
59
5000
101 ntiatatatuond e
480 5.00 5.20 5.40 5.60
Olrrrrrreel '|,?3,|,,, e m/z 59.00  70.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrTy T T rpT T T T
59 480 5.00 520 5.40 5.60
m/z 101.00 24 .82%
15 101
0 2\\7 i 83 ‘
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance
59
480 500 520 540 5.60
5000 7 101 m/z 58.00 16.71%
a5 159
o 2 114128 145 177 199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4076: Morphollne, 4- methyl LS LN LA L BN N
43 480 5.00 520 5.40 5.60
m/z 41.00 10.38%
5000
101
15 97 71 ‘
0”'W'L'H'?ﬁ'ﬂ'ﬁg'l”'W'”'P'”l”"'”"'”I“'W'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 102.37 ng 2924460 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF104189.D (-786) (-) m/z 132.00 100.00%
132
5000 68 k
40 | e 6.40 6.60 6.80 7.00
54 75 104
0 ..,....,....,....,".'.‘.‘?,:'...??...' S (S W . S [ N m/z 68.05 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS SRR SRR AR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.49%

S % A A O .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

69 104 640 6.60 6.80 7.00
5000 m/z 66.00 24 .80%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.05 16.01%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.03 ng 105506 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1495 (10.880 min): BF104189.D (-1492) (-) m/z 57.05 100.00%
57
5000 85
13 10.60 10.80 11.00 11.20
3 140
0 ...,....-i...|,..|..,'.'...|,...'.,."...i....,....,....,.... e e | M/z. 71.05 76.68%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #105885: Octadecane
57
5000 85 R DR UL UL UL
10 60 10. 80 11. oo 11. 20
29 m/z 43.05 65.23%
Obrrert L i) 1}3 (141 169 197 225 254
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance
57
o 10.60 10.80 11.00 11.20
5000 m/z 85.05 51.20%
29 113
0 141 169 197 225 253 296
B LR L B LA AN LR LA R LR LA AR LA RARAS LR KRN RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e B e
57 10.60 10.80 11.00 11.20
m/z 41.05 28.50%
- | L\J‘/\/\N\/J\‘AJ\/WWJ\'\
29
ol ‘ h L 141 160 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 320 340 10 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 8.17 ng 352251 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2017 (13.951 min): BF104189.D (-2013) (-) m/z 83.05 100.00%
57
5000 111
3 139 13.60 13.80 14.00 14.20
o L i3 226 m/z 57.10 94.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l ~””fffTTTTTTJ-|----|---- T
13.60 13.80 14.00 14.20
m/z 97.10 93.82%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 69.05 85.50%
29

139 168 196 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 l
Abundance #115906: 1-Nonadecene e R BRE
4 13.60 13.80 14.00 14.20

m/z 43.10 85.04%

5000
125

!
i

154 182 210 238 266
B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104189.D

Aca On : 3 Apr 2018 19:45

Operator : Ju/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.90 ng 211354 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 43
3 Octadecanamide 283 C18H37NO 000124-26-5 38
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 38
5 3-Piperidinamine, 1l-ethyl- 128 C7H16N2 006789-94-2 30

Abundance Scan 2177 (14.892 min): BF104189.D (-2173) (-) m/z 59.00 100.00%

50

5000

E

A
LI I

14.60 14.80 15.00 15.20
m/z 72.00 78.05%

7154 184203221239 277 303320337

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

%

5000 41 LN L L L L L L LB LB
14.60 14.80 15.00 15.20
m/z 55.05 45 _86%
ol 18 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
e
a 14.60 14.80 15.00 15.20
5000 m/z 43.10 33.78%

137

8 112

154 193 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130204: Octadecanamide I AEEREE TS
59 14.60 14.80 15.00 15.20
m/z 69.10 29.86%
5000
4
ol15 o [yl ) 8 111178 156 184 212 240 2662%°
R P 71 P Y T P A P e T AR e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\

Data File : BF104189.D

Acq On : 3 Apr 2018 19:45

Operator : JU/SJ

ﬁ?ggle ; J2182-20 ES-8-WATER-LATERAL-L-NW@3.5
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.30 5.1 ng 146526 1 6.96 571358 20.0
2-Pentanone, 4-hy... 5.21 4.2 ng 120735 1 6.96 571358 20.0
unknown6.73 6.73 102.4 ng 2924460 1 6.96 571358 20.0
Octadecane 10.88 2.0 ng 105506 4 11.49 1037140 20.0
n-Tetracosanol-1 13.95 8.2 ng 352251 5 14.15 862077 20.0
9-Octadecenamide, ... 14.89 4.9 ng 211354 5 14.15 862077 20.0
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