LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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

5.187 317 323 333 rvB2 41177 73018 2.21% 0.372%
5.645 394 401 412 rBV 869876 1420407 43.05% 7.233%
rBv 947609 1738481 52.69% 8.853%
7.631 731 739 751 rBV 868223 1506050 45.65% 7.669%
8.107 813 820 834 rVB 180133 322284 9.77% 1.641%
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8.430 867 875 883 rBvV 596202 1073940 32.55% 5.469%
9.282 1011 1020 1029 rBV 537225 977839 29.64% 4_979%
rBv 263000 485118 14.70% 2.470%
13.359 1706 1714 1725 rBV 1457645 2336526 70.82% 11.898%
14.182 1848 1854 1861 rBV 108675 160015 4._.85% 0.815%
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11 14.740 1942 1949 1959 rBV2 454368 749410 22.71% 3.816%
12 16.221 2194 2201 2214 rBV 1136721 1857951 56.31% 9.461%
13 17.484 2409 2416 2427 rVB2 597868 941185 28.53% 4._.793%
14 18.336 2555 2561 2571 rBV2 61223 105174 3.19% 0.536%
15 19.605 2774 2777 2786 rBV7 19510 34211 1.04% 0.174%

16 20.081 2852 2858 2867 rBV 2508039 3299389 100.00% 16.801%
17 20.856 2986 2990 2993 rBV2 32185 35637 1.08% 0.181%
18 21.368 3073 3077 3090 rBv2 112121 206864 6.27% 1.053%
19 21.767 3138 3145 3156 rVB 559212 968019 29.34% 4._.929%

20 21.926 3167 3172 3178 rBV 40585 60542 1.83% 0.308%

21 22.549 3273 3278 3285 rBV2 41539 79800 2.42% 0.406%

22 23.260 3394 3399 3406 rVB2 40971 75595 2.29% 0.385%

23 24.088 3534 3540 3549 rVB3 37294 94556 2.87% 0.482%

24 25.099 3701 3712 3730 rVvB2 297033 965715 29.27% 4.918%

25 26.244 3901 3907 3917 rVB3 24209 69870 2.12% 0.356%
Sum of corrected areas: 19637596
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG102418\

BG037515.D

24 Oct 2018 17:28

JussJ

J5515-11

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG037515.D

7.25

5.64 7.63

8.43 9.28

811 10.93

519

0

Time--> 3.50

4.00 4.50 500 5.50 6.00 6.50

7.00 750 8.00 8.50

9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance
2500000

2000000

1500000

1000000

500000

0

13.36

TIC: BG037515.D

20.08

16.22

17.48
14.74

21.37
20.86

14.18 18.34 19.60 1,L93 22.55

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
2500000

2000000

1500000

1000000

500000

O

23.
.

TIC: BG037515.D

25.10

L

26

24.09 26.24

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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 3

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

5.19 4.53 ng 73018 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 324 (5.192 min): BG037515.D (-317) (-) m/z 43.00 100.00%
43
59
5000
101 GRS LA R IR L
53 83 | 480 5.00 5.20 5.40 5.60
ot ke e m/z 59.00 61.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS LA S IR
480 500 520 540 5.60
m/z 101.00 20.96%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540 560
5000 43 m/z 58.00 18.70%
31
15 69 87
e S S UL SULIULS SUSIILS IS IULIULS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- L B B et S et
59 480 500 520 5.40 5.60
m/z 41.00 8.52%
5000 41
31
| [
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 93.46 ng 1506050 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.631 min): BG037515.D (-731) (-) m/z 131.90 100.00%
132
5000 68
96 R R I R
40 54 g5 15 170 7.20 7.40 7.60 7.80 8.00
01 m/z 68.00 43.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 | UL I R
97 7.20 7.40 7.60 7.80 8.00
17 m/z 133.90 34 .20%
0 ...|....|.... \H H‘\ T T T
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28 .85%
104
ol 14 27 39 51 77 89 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil P
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.94%
5000
91 105
0 39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 20 4'0 6|0 8IO 1(')0 150 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.23 ng 105174 Phenanthrene-d10 17.48
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 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2562 (18.342 min): BG037515.D (-2555) (-) m/z 73.00 100.00%

5000

18.00 18.20 18.40 18.60

0 m/z 43.10 92.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000
18.00 18.20 18.40 18.60
m/z 60.00 85.03%
213
143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 18.00 18.20 18.40 18.60
5000 m/z 57.00 74.69%
129
29 87 115 171185 214
0l.15 ip1 152 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 7B 18.00 18.20 18.40 18.60
5 m/z 55.00 73.40%
5000 129
29
199
143157171185 242
0 15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 4.27 ng 206864 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 92
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 81
Abundance Scan 3077 (21.368 min): BG037515.D (-3073) (-) m/z 57.00 100.00%
57
5000 97
125 21.00 21.20 21.40 21.60
153 179 207
oL L1 ll,lll T 29 288 s m/z 43.00 75.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55
83
5000 JLUUNEU BN B SUNLRE
11 21.00 21.20 21.40 21.60
29 m/z 55.00 64 .29%
AL o a2
0..h..l‘...“.‘Hll‘.”.‘l|...‘.|l...luuuuluuuu|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97
21.00 21.20 21.40 21.60
5000 m/z 71.00 51.52%
125
0 29 169 196 224 252 97 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57 21.00 21.20 21.40 21.60
m/z 96.95 48.87%
83
5000
29 111
168 196
0 IJIJIII .H.‘. .'llul:.lsfgl‘.l. . "ll .2.%.7.25.8. T e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102418\
Data File : BG037515.D

Acq On : 24 Oct 2018 17:28

Operator : JU/SJ

Sample - J5515-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.19 4.5 ng 73018 1 8.11 322284 20.0
unknown7 .63 7.63 93.5 ng 1506050 1 8.11 322284 20.0
n-Hexadecanoic acid 18.34 2.2 ng 105174 4 17.48 941185 20.0
Cyclopentadecane 21.37 4.3 ng 206864 5 21.77 968019 20.0
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