LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\

Data File : BG029339.D

Aca On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample : 15834-04 e
Misc : S
ALS Vial : 3 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.244 327 333 340 rVB 178556 258469 4._.66% 1.129%
5.720 407 414 425 rVB 745967 1177701 21.24% 5.145%
rBv 777519 1415384 25.53% 6.183%
7.700 742 751 759 rBV 750685 1286322 23.20% 5.619%
8.170 823 831 838 rBV 193218 333500 6.01% 1.457%
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8.493 877 886 895 rBvV 556864 951757 17.16% 4.158%
9.333 1019 1029 1037 rBvV 473432 843061 15.20% 3.683%
10.984 1302 1310 1318 rVB 292604 516963 9.32% 2.258%
13.411 1716 1723 1731 rBV 1533471 2360904 42.58% 10.314%
14.227 1854 1862 1869 rBVY 226733 315859 5.70% 1.380%

=
QO ~NO®

11 14.785 1948 1957 1966 rBV2 482898 799235 14.41% 3.492%
12 16.125 2180 2185 2191 rBV 50107 77308 1.39% 0.338%
13 16.266 2202 2209 2226 rBV 1792381 2688474 48.48% 11.745%
14 17.523 2416 2423 2432 rBV 737904 1107403 19.97% 4._.838%
15 18.387 2564 2570 2577 rBV 122422 200831 3.62% 0.877%

16 19.650 2781 2785 2796 rBV3 50779 103312 1.86% 0.451%
17 20.114 2858 2864 2873 rVB 4101450 5545086 100.00% 24.224%
18 20.502 2926 2930 2939 rVB4 45478 118825 2.14% 0.519%
19 21.789 3143 3149 3156 rBV2 836064 1401290 25.27% 6.122%
20 25.103 3703 3713 3725 rVB2 472560 1388817 25.05% 6.067%

Sum of corrected areas: 22890501
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029339.D

Aca On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample : 15834-04

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG029339.D
4000000

3000000

2000000

1000000 572 7.32 7.70

8.49 9.33
5.24 8.17

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG029339.D
4000000 20.11

10.98

3000000

2000000 16.27
13.41

21.79
1000000 1752
14.79
14.23 . 18.39 19.65 Lzo.so
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG029339.D
4000000

3000000
2000000

1000000
25.10
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029339.D

Aca On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample = 15834-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.24 15.50 ng 258469 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 332 (5.238 min): BG029339.D (-327) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 500 520 540 5.60
il o[l era 30 | S0 57 28
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L I U
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 17.70%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
500 520 540 5.60
5000 m/z 58.00 15.45%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.78%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029339.D

Aca On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample = 15834-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.70 Concentration Rank 1

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

7.70 77.14 ng 1286320 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 751 (7.700 min): BG029339.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SR ASRAE SRS SRS S
40.0 540 | ‘ 7.40 7.60 7.80 8.00
..,....,....,...:l'.'..:,:!..,::~.-.|,..':~.,5?f‘:?,..!.,.196.-?....,...., I m/z 68.00 42.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R A RS AR AR
7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.00 34.61%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.61%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L B L B
132.0 7.40 7.60 7.80 8.00
m/z 69.00 17.24%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101817\
Data File : BG029339.D

Aca On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample = 15834-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.39 3.63 ng 200831 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2570 (18.387 min): BG029339.D (-2564) (-) m/z 72.95 100.00%

5000

:

213.1

185.1
1571 256.2 18.00 18.20 18.40 18.60 18.80

360.1
m/z 60.00 90.32%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60 18.80
0
Hgm 1570155 2130 256.0 m/z 43.00 82.44%
— "“l“‘” hl‘:‘““:”‘hl“ a““‘.“l I\ ‘: I‘ I‘I ‘l I‘le . “: — T
m/z--> 50 100 150 200 250 300 350
Abundance
430 730
B e e R R
18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 41.00 72 .48%
171.0
214.0
15.0 101.0
L B e e e e e e e o I LN e e e o e e e S ML B
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid A A mme
43.0,,73.0 18.00 18.20 18.40 18.60 18.80
m/z 57.10 72.02%
5000 129.0

185.0 241.0 2840
157.0, | 2130, | |

T I T T I
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60 18.80

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101817\
Data File : BG029339.D

Acq On : 18 Oct 2017 19:52

Operator : SJ/JU

Sample - 15834-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 15.5 ng 258469 1 8.17 333500 20.0
unknown?7 .70 7.70 77.1 ng 1286320 1 8.17 333500 20.0
n-Hexadecanoic acid 18.39 3.6 ng 200831 4 17.52 1107400 20.0
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