LSC Area Percent Report

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

Data File : BF104205.D

Aca On > 4 Apr 2018 2:46 Instrument :
Operator : JU/SJ BNA_F

Sample  : J2182-08 SGatistlE)
Misc i 6-WM-DIP-4-EW@3.5
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:\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 2.304 32 37 47 rVB 139111 197835 5.63% 0.677%
2 5.210 527 531 545 rBV 87088 141600 4_.03% 0.485%
3 5.592 592 596 628 rBY 1999401 2968755 84.46% 10.160%
4 6.598 762 767 786 rBVY 2080269 3098026 88.14% 10.602%
5 6.734 786 790 813 rVB 2609545 3213708 91.43% 10.998%
6 6.957 825 828 845 rBV 346583 564740 16.07% 1.933%
7 7.116 851 855 879 rBY 2106618 2498400 71.08% 8.550%
8 7.528 921 925 947 rBVY 1306983 2022411 57 .54% 6.921%
9 7.669 947 949 956 rVB2 25938 39562 1.13% 0.135%
10 8.239 1042 1046 1063 rBV 640279 846919 24.09% 2.898%

11 9.310 1224 1228 1244 rBV 2990822 3515087 100.00% 12.029%
12 9.704 1289 1295 1301 rBV 273260 311678 8.87% 1.067%

13 9.904 1326 1329 1333 rVB 71207 56151 1.60% 0.192%
14 9.998 1341 1345 1362 rBV 938707 1007977 28.68% 3.449%
15 10.380 1406 1410 1412 rBV 65353 53550 1.52% 0.183%
16 10.404 1412 1414 1417 rVB 90551 65985 1.88% 0.226%

17 10.792 1476 1480 1492 rBV 1659778 2152083 61.22% 7.365%
18 10.880 1492 1495 1504 rVB 89566 136037 3.87% 0.466%
19 11.492 1596 1599 1615 rBV 724695 988535 28.12% 3.383%
20 13.080 1864 1869 1890 rBV 2796530 3138989 89.30% 10.742%

21 13.945 2013 2016 2028 rBV 341862 389491 11.08% 1.333%
22 14.145 2047 2050 2061 rBV 554609 758941 21.59% 2.597%
23 14.592 2121 2126 2134 rBV6 27194 46393 1.32% 0.159%
24 14.892 2173 2177 2187 rBV 238566 311031 8.85% 1.064%
25 15.686 2308 2312 2329 rVB 339721 598056 17.01% 2.047%

26 16.174 2390 2395 2402 rBv4 25196 58090 1.65% 0.199%
27 16.645 2469 2475 2479 rBvV4 20403 41047 1.17% 0.140%
Sum of corrected areas: 29221077
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040318\

BF104205.D

4 Apr 2018 2:46

Ju/SJ

J2182-08 6-WM-DIP-4-EW@3.5
22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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 5

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

2.30 7.01 ng 197835 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 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 36 (2.298 min): BF104205.D (-32) (-) m/z 73.05 100.00%
7B
5000 43 /\¥
55 87 L\ S
220 240  2.60
obr-prrprreblibl e v W/Z 43.00  36.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T
43 220 240  2.60
55 87 m/z 87.10 26.58%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 = —_———
220 240  2.60
5000 41 55 m/z 55.05 25.32%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- T A A
5 73 220 240  2.60
m/z 71.10 12.33%
5000
43
o | %1 371, . 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 : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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 5.01 ng 141600 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 56
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 2-Nonanone 142 C9H180 000821-55-6 10

Abundance Scan 531 (5.210 min): BF104205.D (-527) (-) m/z 43.00 100.00%
a3
59
5000
101 R S
83 4.80 500 5.20 5.40 5.60
Olr el ..!l,....,....,|....,....,....,.... e e m/Z 59.10  63.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S R LR
59 4.80 5.00 520 540 5.60
m/z 101.10 23.22%
15 101
0 2\\7 i 83 ‘
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240
Abundance
59
480 500 520 540 560
5000 71 m/z 58.00 17.32%
a5 159
o 23 114128 145 177199 597 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- T T T T T T
59 4.80 500 5.20 5.40 5.60
m/z 41.00 9.27%
5000 101
116
0.”.“.”,”.W.Z%“.”,”.w.”.“.”,”...”...”,”.w.”
m/z--> 60 80 100 120 140 160 180 200 220 240 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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.

6.73 113.81 ng 3213710 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 789 (6.728 min): BF104205.D (-786) (-) m/z 131.95 100.00%
132
5000 68 A\
96 AR SRS RN LR
40 54 -8 06 6.40 6.60 6.80 7.00
0! I B e B B m/z 68.05 40.95%
m/z--> 20 40 60 80 100 120 140 160 180
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 32.99Y%
‘ ‘ ‘ \ | ‘\ L, ‘

| 107
0,, I e
m/z--> 20 80 100 120 140 160 180
Abundance

57 132
e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.85%
158 189
O B B e R SRy
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00

m/z 69.05 16.25%

5000
104
66
ol14 27 39 51 P 7 g | 15 ‘

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF032818.M Wed Apr 04 12:57:52 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.75 ng 136037 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1495 (10.880 min): BF104205.D (-1492) (-) m/z 57.10 100.00%
g7
5000 85
113 10.60 10.80 11.00 11.20
155
ol \ A g, s A w/z 71.10 64.21%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000
85 10.60 10.80 11.00 11.20
29 m/z 43.10 61.77%
0 \‘ \‘ h “\ Ii M‘ 1%‘\-3 { 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,60 10.80 11,00 1120
5000 85 m/z 85.10 43.31%
29
ot ——
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane B a B M e
57 10.60 10.80 11.00 11.20
m/z 41.10 25.84%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 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:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.94 10.26 ng 389491 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 2015 (13.939 min): BF104205.D (-2013) (-) m/z 57.05 100.00%

g7 83
5000 111

3 139 167 207 Bmmmmmmm

0 m/z 83.05 95.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000

13.60 13.80 14.00 14.20
m/z 55.05 90.31%

29
il 167 196 224 252 280 308
I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_

13.60 13.80 14.00 14.20

o

5000 11 m/z 69.05 82.59%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
5 83 13.60 13.80 14.00 14.20
m/z 43.05 82.47%
5000
29
o Il 167 196 238 266 294
e
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 : BF104205.D

Aca On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample : J2182-08

Misc :

ALS Vial : 22 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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 8.20 ng 311031 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 2177 (14.892 min): BF104205.D (-2173) (-) m/z 59.00 100.00%

5000

N

w
[6)]
©

14.60 14.80 15.00 15.20
| 184 221 240 294 320337
owj..-'. . 263 m/z 72.00 74.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000 LN L L L L LB LB
137 14.60 14.80 15.00 15.20
83 11 m/z 55.05 48_.39%
ol Il \‘w o ‘ 154170 193208 240 277204 320337
“v“"' T T T [ T T e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
R o RS
14.60 14.80 15.00 15.20
5000] 41 m/z 43.05 32.53%
83 126
100 154 184 220238 264281

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... T
14.60 14.80 15.00 15.20

m/z 41.10 29 .35%

4

5000

5

83

111 141157 181196212229
R MR e
m/z--> 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 : BF104205.D

Acq On > 4 Apr 2018 2:46

Operator : JU/SJ

Sample - J2182-08

Misc :

ALS Vial : 22 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 7.0 ng 197835 1 6.96 564740 20.0
2-Pentanone, 4-hy... 5.21 5.0 ng 141600 1 6.96 564740 20.0
unknown6.73 6.73 113.8 ng 3213710 1 6.96 564740 20.0
Heptadecane 10.88 2.8 ng 136037 4 11.49 988535 20.0
Behenic alcohol 13.94 10.3 ng 389491 5 14.15 758941 20.0
13-Docosenamide, ... 14.89 8.2 ng 311031 5 14.15 758941 20.0
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