LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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 3.446 20 27 39 rBv2 40533 86100 2.10% 0.447%
2 5.737 410 417 424 rBV 40394 69131 1.69% 0.359%
3 6.243 495 503 516 rVB 702659 1204799 29.42% 6.259%
4 7.923 781 789 801 rvB 695009 1332921 32.55% 6.924%
5 8.334 851 859 870 rvB 731331 1361664 33.26% 7.074%

8.822 935 942 953 rVB 134250 241439 5.90% 1.254%
9.163 990 1000 1010 rBV2 575224 1083542 26.46% 5.629%
10.026 1136 1147 1158 rBV 385066 741144 18.10% 3.850%
1426 1434 1444 rVB 192384 353829 8.64% 1.838%
14.086 1830 1838 1849 rBV 1545053 2434552 59.46% 12.647%

=
QOO ~NO®
=
=
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=
w

11 14.880 1966 1973 1980 rBV 153681 235852 5.76% 1.225%
12 15.455 2065 2071 2081 rVB2 342578 588464 14.37% 3.057%
13 16.248 2200 2206 2211 rVB2 31490 42194 1.03% 0.219%
14 16.930 2315 2322 2333 rBV 1380839 2201735 53.77% 11.438%
15 18.193 2530 2537 2549 rBvV 510223 812086 19.83% 4._.219%

16 19.016 2671 2677 2685 rBV2 67590 108911 2.66% 0.566%
17 20.250 2881 2887 2897 rBv4 40237 61958 1.51% 0.322%
18 20.726 2962 2968 2976 rBV 2897856 4094541 100.00% 21.270%
19 22.100 3197 3202 3211 rBV 99112 160923 3.93% 0.836%
20 22.553 3270 3279 3290 rBV2 523756 1016041 24.81% 5.278%

21 26.337 3911 3923 3936 rBV3 300789 1018086 24.86% 5.289%

Sum of corrected areas: 19249912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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: BG031718.D
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Abundance TIC: BG031718.D
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Abundance TIC: BG031718.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.74 5.73 ng 69131 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetone 58 C3H60 000067-64-1 10
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 417 (5.737 min): BG031718.D (-410) (-) m/z 43.00 100.00%
43
59
5000
101 USSR & WU
49 | 83 5.40 5.60 5.80 6.00
o e 1 L s m/z 59.10 58.96%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR I L S UL
540 560 5.80 6.00
59 m/z 101.00 26.53%
0 7 5 s e ey O
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 580 600
5000 m/z 58.00 20.93%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 540 560 5.80 6.00
m/z 41.00 8.24%
5000
101
15 97 3 71
o | 1,33 49 62 | 77 86
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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 unknown8.33 Concentration Rank 1

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

8.33 112.80 ng 1361660 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 858 (8.328 min): BG031718.D (-851) (-) m/z 132.00 100.00%
5000
68
o u llpe P | T ok ke ek
Oty gl A7 87 L 306 W~ m/z 68.10 31.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR VARRERARSRRARSRRRRRY
a1 o7 8.00 820 8.40 8.60
53 117 m/z 134.00 31.58%
| P
ol ol e a0 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 800 820 840 8.60
5000 m/z 66.10 20.46%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 8.00 820 8.40 8.60
24 m/z 69.10 14.06%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, N
m/z--> 40 60 80 100 120 140 160 180 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.02 2.68 ng 108911 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2678 (19.022 min): BG031718.D (-2671) (-) m/z 73.00 100.00%

7B

43

5000

18.80 19.00 19.20 19.40

0! m/z 60.00 66.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LB e e

18.80 19.00 19.20 19.40
m/z 43.10 66.66%

21
157185

ol

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.10 65.99%
171
214
o 15 101
L L i oo e e e o LA i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,78 18.80 19.00 19.20 19.40
m/z 55.10 49_.07%
5000 129
241 284
01y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122217\
Data File : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.10 3.17 ng 160923 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
Abundance Scan 3202 (22.100 min): BG031718.D (-3197) (-) m/z 83.10 100.00%
57 ﬂ
111
5000 ‘
3 139 167 207994 280 21.80 22.00 22.20 22.40
o .l.'\. bl 15022 20 3% Thyz 97.10 90.92%
m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane
55
83
5000
29 21.80 22.00 22.20 22.40
i m/z 57.10 86.01%
L i Li “L | 139 168 106 204 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
21.80 22.00 22.20 22.40
5000 11 m/z 55.05 78.87%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83 21.80 22.00 22.20 22.40
m/z 69.10 72 .85%
5000 11
29
ol Ad Ll | AT e 106 238 266
m/z--> 50 100 150 200 250 300 350 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 : BG031718.D

Acq On : 22 Dec 2017 19:25

Operator : SJ/JU

Sample - 17002-08

Misc :

ALS Vial : 6 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.74 5.7 ng 69131 1 8.82 241439 20.0
unknown8.33 8.33 112.8 ng 1361660 1 8.82 241439 20.0
n-Hexadecanoic acid 19.02 2.7 ng 108911 4 18.19 812086 20.0
Cycloeicosane 22.10 3.2 ng 160923 5 22.55 1016040 20.0
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