LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40 Instrument :
Operator : SJ/JU BNA_G

Sample - 17004-07 ClientSampleld :
Misc - C-MW-11-121817
ALS Vial : 16 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_G\METHODS\8270-BG122117 .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 3.447 19 27 38 rBv 88875 189150 3.98% 1.000%
2 3.541 38 43 49 rvVB 30700 48378 1.02% 0.256%
3 6.238 495 502 513 rBVY 309047 534521 11.26% 2.826%
4 7.918 779 788 799 rBB 195233 366136 7.71% 1.936%
5 8.336 850 859 869 rBY 607923 1111062 23.41% 5.874%

8.823 935 942 952 rBB 150462 271211 5.71% 1.434%
9.164 991 1000 1013 rVB 610690 1143433 24.09% 6.045%
424070 802837 16.91% 4.244%
11.714 1423 1434 1444 rBV 210152 400860 8.44% 2.119%
14.088 1830 1838 1849 rVB 1718735 2756068 58.06% 14.570%
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11 15.457 2064 2071 2080 rVB2 393845 655059 13.80% 3.463%
12 16.931 2315 2322 2333 rBV 1457488 2312861 48.72% 12.227%
13 18.195 2527 2537 2549 rBV 570560 904657 19.06% 4.782%
14 19.011 2671 2676 2686 rBV2 86012 127891 2.69% 0.676%
15 20.245 2882 2886 2896 rBv2 102701 157318 3.31% 0.832%

16 20.727 2961 2968 2976 rBV 3390975 4747035 100.00% 25.095%
17 22.096 3195 3201 3209 rBV2 68886 117154 2.47% 0.619%

18 22.548 3270 3278 3290 rVB2 598898 1122581 23.65% 5.934%
19 26.332 3909 3922 3934 rBV 344449 1148017 24.18% 6.069%

Sum of corrected areas: 18916229
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

ﬁ?gg le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031728.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

Sample - 17004-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.54 3.57 ng 48378 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 43 (3.541 min): BG031728.D (-38) (-) m/z 73.10 100.00%
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43

340 360 380
rerprrreleb b b e | Wz 43.00  34.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5000 e oyt

o

S5 340 360  3.80
m/z 87.10 26.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
30
73 T I I T 1 7T T I L T 1 1T I 1
3.40 3. 60 3. 80
5000 m/z 55.05 23.62%
0 13 54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1877: Acetamide, N-ethyl- e e
30 3 40 3. 60 3. 80
m/z 71.10 13.73%
5000 87
I e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.40 3. 60 3. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

3?22 le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 3 unknown8.34 Concentration Rank 2

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

8.34 81.93 ng 1111060 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 32
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 25

Abundance Scan 860 (8.341 min): BG031728.D (-850) (-) m/z 132.00 100.00%
5000
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96 IIIIIIIIIIIIIIIIIIIII
40 54 7 o7 5 8.00 8.20 8.40 8.60
0 e m/z 134.00 33.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LR U
8.00 8.20 8.40 8.60
31 51 78 m/z 68.10 29.85%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
800 8.20 840 860
5000 67 m/z 66.10 19.99%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B B B e
57 132 8.00 8.20 8.40 8.60
24 m/z 96.00 12.96%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | U
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

3?22 le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.83 ng 127891 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2676 (19.011 min): BG031728.D (-2671) (-) m/z 73.00 100.00%

18.60 18.80 19.00 19.20 19.40
0f m/z 60.00 82.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 78
5000

B
43 60
129 213
5000

29 18.60 18.80 19.00 19.20 19.40
‘ , 115129 171 214 m/z  43.10  77.42%
1 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.60 18.80 19.00 19.20 19.40
5000{ 29 256 m/z 57.10 70.02%
129
97 213
115
143157171185199 227240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 18.60 18.80 19.00 19.20 19.40
m/z 41.00 63.42%
5000
OI H\ H ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20 19.40

8270-BG122117.M Tue Dec 26 17:08:58 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

3?22 le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.25 3.48 ng 157318 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 46
3 Dodecanoic acid 200 C12H2402 000143-07-7 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38

Abundance Scan 2887 (20.251 min): BG031728.D (-2882) (-) m/z 73.00 100.00%

43 60 73

129

5000

20.00 20.20 20.40 20.60

0 m/z 60.00 89.84%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 60 73
5000 129

20.00 20.20 20.40 20.60
m/z 43.10 85.51%

14357171

ob— l‘. |
m/z--> 4|0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60 73
129 20.00 20.20 20.40 20.60
5000 m/z 55.00 84 .24%
43
87
101115 143 172
S A A L LAl LA Ll Ll Ll LN LS LS LA LA
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
73 20.00 20.20 20.40 20.60
60 m/z 57.10 79.98%
50001 43 129
7 115 157
i
0"|"'w" |'“'W"u'v"""“ AR NARRa RaRY TTT T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

3?22 le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 7 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.10 2.09 ng 117154 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 81
2 1-Heneicosanol 312 C21H440 015594-90-8 70
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 62
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 62

Abundance Scan 3202 (22.102 min): BG031728.D (-3195) (-) m/z 97.10 100.00%

5000
125

21.80 22.00 22.20 22.40
m/z 83.10 90.75%

153168 189 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

5000
21.80 22.00 22.20 22.40
m/z 55.00 81.20%
29 139
0 1L 167182 210 238 264280 308
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
21.80 22.00 22.20 22.40
5000 111 m/z 43.10 80.92%
29

0 139 167182 210 238 266 294

m@ﬂmﬁm@mﬁwﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate R m B
21.80 22.00 22.20 22.40

m/z 57.10 72 .65%

5000 4

126 154169 238

195210 265 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\

Data File : BG031728.D

Acq On : 23 Dec 2017 1:40

Operator : SJ/JU

3?22 le 17004-07 C-MW-11-121817
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.54 3.6 ng 48378 1 8.82 271211 20.0
unknown8.34 8.34 81.9 ng 1111060 1 8.82 271211 20.0
Tridecanoic acid 19.01 2.8 ng 127891 4 18.19 904657 20.0
Octadecanoic acid 20.25 3.5 ng 157318 4 18.19 904657 20.0
Behenic alcohol 22.10 2.1 ng 117154 5 22.55 1122580 20.0
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