LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample = J5691-07

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\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 heiaht area % max. total
1 3.765 77 81 87 rBv 28443 43055 1.24% 0.204%
2 5.181 316 322 331 rBV 46333 76983 2.22% 0.365%
3 5.645 390 401 411 rBV 964021 1625843 46.97% 7.700%
4 7.249 663 674 690 rBY 1044944 1956609 56.53% 9.266%
5 7.625 729 738 750 rBV 955943 1720053 49.69% 8.146%
6 8.101 812 819 829 rBV 183914 324933 9.39% 1.539%
7 8.424 866 874 882 rVB 688081 1224176 35.37% 5.798%
8 9.276 1011 1019 1028 rBV 600419 1125703 32.52% 5.331%
9 10.921 1292 1299 1309 rBV 277838 503020 14.53% 2.382%
10 13.353 1705 1713 1727 rBV 1524180 2508940 72.48% 11.882%

11 14.176 1846 1853 1864 rBV 210325 331134 9.57% 1.568%
12 14.734 1941 1948 1958 rVB2 468880 769535 22.23% 3.644%
13 16.221 2194 2201 2212 rBV 1306849 2045746 59.10% 9.689%
14 17.484 2409 2416 2425 rBV2 606351 967032 27.94% 4 _.580%
15 18.336 2556 2561 2569 rBV2 40994 69508 2.01% 0.329%

16 20.081 2852 2858 2867 rBV 2552156 3461426 100.00% 16.393%
17 21.368 3072 3077 3091 rBV3 57521 132984 3.84% 0.630%
18 21.761 3138 3144 3157 rBV2 563123 1006328 29.07% 4._.766%

19 21.920 3167 3171 3178 rvVB2 28822 43415 1.25% 0.206%

20 22.543 3272 3277 3283 rBV2 26486 42425 1.23% 0.201%

21 23.254 3393 3398 3407 rVB3 26870 56452 1.63% 0.267%

22 24.082 3533 3539 3547 rBV4 25169 60738 1.75% 0.288%

23 25.099 3698 3712 3728 rBV2 284256 978011 28.25% 4.632%

24 26.238 3895 3906 3909 rBV9 12521 41136 1.19% 0.195%
Sum of corrected areas: 21115185
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample : J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method :
Quant Title :

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG037628.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample : J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 (S)-(+)-1,2-Propanediol Concentration Rank 4

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

3.76 2.65 ng 43055 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 2-Butanol. (R)- 74 C4H100 014898-79-4 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 80 (3.759 min): BG037628.D (-77) (-) m/z 45.00 100.00%
44.0
5000
e e R
61.0 3.40 3.60 3.80 4.00
....,....,-[ll-...-~,'....,8?-.9..,....,....,....,....,....,29‘?'.9. m/z 43.00 17.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #946: (S)-(+)-1,2-Propanediol
44.0
5000 LR R S SR
3.40 3.60 3.80 4.00
m/z 43.95 8.49%
29.0 61.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #944: R-(-)-1,2-propanediol
44.0
340 360 380 400
5000 m/z 61.00 4._.82%
29.0
'}%ﬂ'w“'ﬁ"éfﬁ"l'”'l"”l"'W"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #940: Propylene Glycol A R e
45.0 3.40 3.60 3.80 4.00
m/z 42.00 4_15%
5000
27'? 61.0
! I I8 U
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00

8270-BG101818.M Tue Oct 30 15:47:42 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample : J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 3

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

5.18 4.74 ng 76983 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 Acetone 58 C3H60 000067-64-1 10
4 3-Octanol 130 C8H180 000589-98-0 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 322 (5.181 min): BG037628.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 560
...,....,....,....,....-,':...,..:I,...6.9-,9...,8.3'.0..,...:,|....,. m/z 59.00 55.23%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN L I L
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.10%
el , 83.0 ,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
54.0
480 500 520 540 560
5000 43.0 m/z 58.00 17.31%
31.0
15\.0 | ‘ ‘ ‘ | Il 69.0 87\.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LI L L B LI N BN B}
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.51%
5000
15.0
58.0
27.0
”'?9"P¢'W"mu'”“lh"P'”l'”'I”"P"W"”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample : J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 105.87 ng 1720050 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
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 737 (7.619 min): BG037628.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 540 9.0 J 720 7.40 7.60 7.80 8.00
(o} L e m/z 68.00 43.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 SRR A A R

7.20 7.40 7.60 7.80 8.00
m/z 133.90 31.82%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 28.21%
SUNSISINN AU DR M WY O 1
m/z--> 20 40 60 100 120 140 160 180
Abundance #14396. 1,2,4-Trifluorobenzene e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.90%
5000 630 810
112.0
.,.3:1‘.0.“, AT VN OV - N — /L R G
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102918\
Data File : BG037628.D

Aca On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample : J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.64 ng 132984 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
Abundance Scan 3077 (21.368 min): BG037628.D (-3072) (-) m/z 57.00 100.00%
57.0
5000
111.1
1629 2069 21.00 21.20 21.40 21.60
,JU I“ | gsroweze 2089 2649 8848 5 Ti3 00 61.94%
m/z--> 50 100 150 200 250 300 350
Abundance #133067: Ethanol, 2-(hexadecyloxy)-
57.0
5000 85.0 A AR SRR AR

21.00 21.20 21.40 21.60

31. 111.0 m/z 71.00 52.03%
“|h h1ﬁ10}69019602240 255.0581 o
7
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester

57.0

21.00 21.20 21.40 21.60

5000 m/z 55.00 48 _07%

29.0

L 1110 1480 196.0 241.0

e — T T
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanol, 2-octyl-

57.0 21.00 21.20 21.40 21.60
m/z 85.00 43.19%
5000 83.0

‘\ N JL i} 168.0196.0224.02520

m/z--> 50 100 150 200 250 300 350 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\BG102918\
Data File : BG037628.D

Acq On : 29 Oct 2018 18:30

Operator : JU/SJ

Sample - J5691-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
(S)-(+)-1,2-Propa. .. 3.76 2.6 ng 43055 1 8.10 324933 20.0
2-Pentanone, 4-hy... 5.18 4.7 ng 76983 1 8.10 324933 20.0
unknown? .62 7.62 105.9 ng 1720050 1 8.10 324933 20.0
Ethanol, 2-(hexad... 21.37 2.6 ng 132984 5 21.76 1006330 20.0
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