LSC Area Percent Report

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

Data File : BF104202.D

Aca On 4 Apr 2018 1:27 Instrument :
Operator : JU/SJ BNA_F

Sample - J2182-05 ClientSampleld :
Misc - 6-WM-DIP-2-WW@4.5
ALS Vial : 19 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 2.287 29 34 40 rVB 110261 151377 4 .54% 0.546%
2 5.204 526 530 541 rBV 82535 125080 3.75% 0.452%
3 5.592 592 596 621 rBY 1998468 2634720 79.03% 9.511%
4 6.598 763 767 786 rBVY 1911618 2833216 84.98% 10.227%
5 6.734 786 790 816 rVB 2496272 3021503 90.63% 10.907%
6 6.957 825 828 851 rVB 328493 568195 17.04% 2.051%
7 7.116 851 855 880 rBVY 2024755 2353622 70.60% 8.496%
8 7.528 921 925 947 rBVY 1141940 1841745 55.24% 6.648%
9 7.669 947 949 958 rVB2 26291 42641 1.28% 0.154%
10 8.239 1042 1046 1067 rBV 609040 812040 24.36% 2.931%

11 9.310 1224 1228 1238 rBV 2908941 3333955 100.00% 12.035%
12 9.704 1288 1295 1301 rBV 252513 274876 8.24% 0.992%

13 9.904 1326 1329 1333 rVB 76482 58636 1.76% 0.212%
14 9.998 1341 1345 1357 rBV 918228 941706 28.25% 3.399%
15 10.404 1411 1414 1417 rVB 97669 71066 2.13% 0.257%
16 10.621 1446 1451 1454 rBV2 25966 33975 1.02% 0.123%

17 10.792 1476 1480 1492 rBV 1595397 2136400 64.08% 7.712%
18 10.880 1492 1495 1509 rVB 94201 151547 4 _55% 0.547%
19 11.492 1596 1599 1616 rBV 729448 958331 28.74% 3.459%
20 13.080 1864 1869 1893 rBV 2832238 3242690 97.26% 11.705%

21 13.951 2013 2017 2028 rBV 351350 411379 12.34% 1.485%
22 14.151 2047 2051 2060 rBV 550584 722659 21.68% 2.609%

23 14.221 2060 2063 2067 rVB5 30629 34826 1.04% 0.126%

24 14.592 2122 2126 2132 rBvV4 30248 42621 1.28% 0.154%

25 14.892 2173 2177 2185 rBV 228746 256980 7.71% 0.928%

26 14.980 2189 2192 2197 rVB 30708 33766 1.01% 0.122%

27 15.692 2308 2313 2327 rBV 334170 573935 17.21% 2.072%

28 16.174 2392 2395 2403 rVB6 22421 39387 1.18% 0.142%
Sum of corrected areas: 27702874
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104202.D

Aca On 4 Apr 2018 1:27

Operator : JU/SJ

Sample : J2182-05

Misc :

ALS Vvial : 19 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: BF104202.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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.

2.29 5.33 ng 151377 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 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 35 (2.293 min): BF104202.D (-29) (-) m/z 73.10 100.00%

73
5000
43 55 87

220 240 260
N1 ¥ R X RN RN —— (Y 52 K B o0 B QN 1oL/

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
43 220 240 260
55 87 m/z 87.00 25.89%
0 ﬁ 35 \‘ 67| 80 j\\
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130
Abundance
73
87 it ——
220 240 2.60
5000 41 55 m/z 55.00 23.60%
29
ol LLLAT AN 70 ], 97 12 129
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- o L

73 2 20 2. 40 2.60
m/z 71.00 11.53%

5000
45
29 4
o 89 %S e 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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.

5.20 4.40 ng 125080 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 529 (5.198 min): BF104202.D (-526) (-) m/z 43.00 100.00%
43
59
5000
i 450 500 550 540 560
83 : : : : :
0....,....','...-!-li....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 62.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.10 20.89%
15 4 101
0 wl ol " 83 \ ‘
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 15.63%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T T T T T T
50 480 5.00 520 5.40 5.60
m/z 41.00 9.62%
5000
43
- ‘ o 101
0...:L.Slu‘.“..‘l‘.‘..‘l“i.??‘.|‘....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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.

6.73 106.35 ng 3021500 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 789 (6.728 min): BF104202.D (-786) (-) m/z 132.00 100.00%
132
5000 68 k
40 | 6 6.40 6.60 6.80 7.00
54 75 104
o..,....,....,....,".'.‘.‘?,::..??...'....,..5.‘.7,....,....,.1.1.5.,...., - m/z 68.05 40.41%
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 SRS SRR SRR
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 31.79%
o ”M,wsﬂ,\ll\”,i‘,\,‘,,II‘,\”\II,‘,‘,\I‘m??ml}pﬁll”\,Illzlftll L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o '6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .86%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00

m/z 69.05 15.78%

5000
63 90 104
LA B A e

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 : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.16 ng 151547 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tritetracontane 605 C43H88 007098-21-7 78
Abundance Scan 1495 (10.880 min): BF104202.D (-1492) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
169
o”.w””#.J“Mwh”l”JWAfﬁ1”“”.““w.”.”..”” | m/z 71.05  67.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000 SRR UM SN SRR
85 10.60 10.80 11.00 11.20
4 m/z 43.10 61.99%
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 85.05 45 .28%
41
o 26 13158 155 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane AR R B MATS
57 10.60 10.80 11.00 11.20
m/z 41.10 27 .17%
5000 4 35
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
m/z--> 25 4b 65 éo 160 150 150 1éo 180 200 220 240 260 2§o 300 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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 11.39 ng 411379 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 2017 (13.951 min): BF104202.D (-2013) (-) m/z 83.10 100.00%

57

13.60 13.80 14.00 14.20

0 m/z 97.05 91.90%
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 111 -------------'Y’T--“

13!60 13.80 14.I00 14!20
m/z 57.05 90.65k

29
Ll 167 195 222 250 280 308 336
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
_'—I_'_'_'_'—I_'_'_'_'—I_'_’_'_'—I_'_'_'_'—rr

13.60 13.80 14.00 14.20

o

5000 111 m/z 55.00 87.01%
29
o 139 167 106 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 BB R REEE R R R e e e
55 83 13.60 13.80 14.00 14.20
m/z 43.05 84.70%
5000
29
R EAiaaNaa TR aRAar oo A e T
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 : BF104202.D

Aca On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample = J2182-05

Misc :

ALS Vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 7.11 ng 256980 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Octadecanamide 283 C18H37NO 000124-26-5 50
3 Decanamide- 171 C10H21NO 002319-29-1 50
4 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 46
5 Tetradecanamide 227 C14H29NO 000638-58-4 38

Abundance Scan 2177 (14.892 min): BF104202.D (-2173) (-) m/z 59.00 100.00%

5000

£8

14.60 14.80 15.00 15.20
m/z 72.00 73.03%

o 156 184 208 240 263 294 320337

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 B L L L L L LB LB
14160 1480 15.00 15 20
81 m/z 55.10 46 .33%
o8 9% 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
AN A A
14.60 14.80 15.00 15.20
5000 m/z 41.05 30.63%
41
oL15 86 111128 156 184 212 240 266283
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38977: Decanamide- e e B R
59 14.60 14.80 15.00 15.20
m/z 43.05 30.62%
- A/L'\LM
4 86
oL15 ﬁ s 110128 154171
T N o o NS R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1460 1480 15.00 15 20

8270-BF032818.M Wed Apr 04 12:57:08 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\
Data File : BF104202.D

Acq On > 4 Apr 2018 1:27

Operator : JU/SJ

Sample - J2182-05

Misc :

ALS Vial : 19 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... 2.29 5.3 ng 151377 1 6.96 568195 20.0
2-Pentanone, 4-hy... 5.20 4.4 ng 125080 1 6.96 568195 20.0
unknown6.73 6.73 106.3 ng 3021500 1 6.96 568195 20.0
Pentadecane 10.88 3.2 ng 151547 4 11.49 958331 20.0
n-Tetracosanol-1 13.95 11.4 ng 411379 5 14.15 722659 20.0
9-Octadecenamide, ... 14.89 7.1 ng 256980 5 14.15 722659 20.0
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