LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.934 480 484 498 rVB 86822 138262 2.83% 0.333%
2 5.334 547 552 555 rBV 4154818 4335329 88.74% 10.440%
3 6.369 722 728 744 rBV 3716806 4842256 99.12% 11.660%
4 6.486 744 748 751 rBV 4348425 4505090 92.22% 10.848%
5 6.710 783 786 795 rBV 1145417 1066422 21.83% 2.568%
6 6.869 808 813 816 rBV 3796432 3530343 72.26% 8.501%
7 7.286 878 884 894 rBV 2739486 3078341 63.01% 7.413%
8 7.998 999 1005 1019 rBV 1420359 1462666 29.94% 3.522%
9 9.074 1182 1188 1191 rBV 4994436 4885360 100.00% 11.764%
10 9.469 1250 1255 1262 rBV 418267 416403 8.52% 1.003%
11 9.674 1286 1290 1294 rBV 58855 49616 1.02% 0.119%

12 9.751 1298 1303 1313 rBV 1707961 1610467 32.97% 3.878%
13 10.174 1372 1375 1378 rVB 149166 113232 2.32% 0.273%
14 10.392 1407 1412 1415 rBV 47575 60281 1.23% 0.145%
15 10.545 1434 1438 1449 rBV 2550009 2652538 54.30% 6.387%

16 10.645 1452 1455 1460 rVvVv 144733 140967 2.89% 0.339%

17 11.092 1528 1531 1534 rBV 61204 54923 1.12% 0.132%
18 11.233 1552 1555 1566 rBV 1515553 1609528 32.95% 3.876%
19 12.451 1759 1762 1768 rVB 60524 58736 1.20% 0.141%
20 12.680 1796 1801 1804 rBVZ2 66675 73416 1.50% 0.177%

21 12.827 1820 1826 1829 rBV 3783486 4154283 85.04% 10.004%
22 13.715 1973 1977 1983 rBV2 111464 148190 3.03% 0.357%
23 13.880 2000 2005 2014 rBV 1073307 1177754 24.11% 2.836%
24 13.962 2016 2019 2022 rBV2 59739 55178 1.13% 0.133%
25 14.615 2127 2130 2136 rBV2 312076 351997 7.21% 0.848%

26 15.309 2243 2248 2257 rBV 678357 955986 19.57% 2.302%

Sum of corrected areas: 41527564
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012918\
BF102607.D
29 Jan 2018 19:55

U

J1344-05

- 5373

9

TIC Library :

Sample Multiplier: 1

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

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 2.59 ng 138262 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102607.D (-480) (-) m/z 43.00 100.00%
43
59
5000
1 4.60 4.80 500 5 '26'4""
o....,....',':..:-|,....,8.3...',|....,....,....,....,....,2.97.. m/z 59.00 56.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S RS N A LA
59 460 480 500 520
m/z 101.00 18.32%
15 4 101
M 1y ' 83 \‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 4.60 480 500 520
5000 m/z 58.00 16.53%
29 101
o2 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50 4.60 4.80 5.00 5.20
m/z 40.95 8.35%
5000
41
0"“|'M“Jm“'wi“qugq'wt"'|'“'|"'w""|”"|"“
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown6.49

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

6.49 84.49 ng 4505090 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.492 min): BF102607.D (-744) (-) m/z 132.00 100.00%
132
5000
68
96 PSSP ASRNE SRR R
40 54 75 104 6.20 6.40 6.60 6.80
o..,...::'.'..4.8,::..F?:l-.',..'..f‘?.??,...'. e 5l | "m/z 68.05 35.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS RS LRSS AR
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 33.85%
0 34“\‘\‘47\\‘\ 6;"\ ‘\\‘7%\‘\ 89 L, 103110 \124 [l
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
m/ 66.00 22.74%
5000 104 z o
39 52 66 /8
92 117
G R B R R I RS IS SRS B SRS RRARE R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H—Cyc|0penta[d]pyridazine, 2'm9thy|' LI L L L L L
132 6.20 6.40 6.60 6.80
m/z 69.05 13.89%
5000
6 104
39 51 7 90 117
Y A ST PN || RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 4 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.52 ng 148190 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 90
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 81
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 76

Abundance Scan 1978 (13.721 min): BF102607.D (-1973) (-) m/z 57.00 100.00%

57
43

83

97

5000
0! m/z 43.00 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
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I I I I
13.40 13.60 13.80 14.00
11 m/z 55.05 75.58%
125 168, 196

139154°9%1p""° 211 227
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29
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04
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43 SRR L AR
71 13.40 13.60 13.80 14.00
5000 g5 m/z 83.10 67.21%
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o 139154168182196210224238252 269

mmmwﬁmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate e R EaSE T
7 13.40 13.60 13.80 14.00

m/z 69.05 63.70%

83 97
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29 12

5
139154169 196210 238 45 0g3

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF012218 .M Tue Jan 30 14:37:43 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 7.36 ng 351997 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 94
2 Dodecanamide 199 C12H25N0 001120-16-7 89
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Tetradecanamide 227 C14H29NO 000638-58-4 78
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 72

Abundance Scan 2131 (14.621 min): BF102607.D (-2127) (-) m/z 59.00 100.00%

59

5000

S

14.40 14.60 14.80 15.00

114 138154170 189207 226 252 277294 320

o m/z 72.00 66.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LA B L L L L LB L LB
14.40 14.60 14.80 15.00
a1 m/z 55.00 48 .75%
Ot et bbb 158, 104 221208 Zoa28L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R R EaEEE s
14.40 14.60 14.80 15.00
5000 m/z 43.10 31.66%
28
0 86 128 156 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106565: Hexadecanamide N B B !
59 14.40 14.60 14.80 15.00
m/z 41.05 28.74%
5000
43
oL 27 oy ) 8 114 142 170 195212 233255
T A e e e e [ e e e R R EaEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102607.D

Acq On : 29 Jan 2018 19:55

Operator : SJ/JU

Sample - J1344-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.93 2.6 ng 138262 1 6.71 1066420 20.0
unknown6 .49 6.49 84.5 ng 4505090 1 6.71 1066420 20.0
Ethanol, 2-(tetra... 13.72 2.5 ng 148190 5 13.88 1177750 20.0
9-Octadecenamide, ... 14.62 7.4 ng 351997 6 15.31 955986 20.0
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