LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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 5.181 316 322 333 rVB 42341 72150 2.08% 0.414%
2 5.639 393 400 415 rBV 585115 972157 28.07% 5.582%
3 7.243 662 673 683 rBV 632984 1123195 32.43% 6.449%
4 7.625 730 738 749 rBV 591030 1053596 30.42% 6.049%
5 8.101 811 819 827 rVB 202776 362380 10.46% 2.081%

8.424 866 874 882 rBV 661550 1191532 34.41% 6.841%
9.276 1011 1019 1028 rBV 572569 1036138 29.92% 5.949%
10.921 1291 1299 1308 rVB 306067 568243 16.41% 3.263%
13.354 1706 1713 1721 rBV 1644472 2645540 76.39% 15.189%
14.735 1941 1948 1958 rBV2 524747 860546 24.85% 4.941%

=
QO ~NO®

11 16.221 2194 2201 2223 rBV 706688 1157487 33.42% 6.646%
12 17.478 2408 2415 2428 rBV 643276 1010851 29.19% 5.804%
13 19.746 2796 2801 2807 rBV 114388 146960 4.24% 0.844%
14 20.081 2852 2858 2869 rBV 2569654 3463082 100.00% 19.883%
15 20.786 2974 2978 2983 rVB2 94803 113391 3.27% 0.651%

16 21.768 3138 3145 3155 rBV 539298 972703 28.09% 5.585%
17 25.105 3704 3713 3730 rVB 200789 667176 19.27% 3.831%

Sum of corrected areas: 17417127
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BG037733.D
2500000

2000000

1500000

1000000
5.64 7.24 763 8.42 9.28

500000
10.92
8.10

518

L T o B o L L T L L R S o = USRS | VMMM MM

Time--> 3.50 4.00 4.50 5. OO 5. 50 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9. OO 9. 50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG037733.D
2500000 20.08

2000000

13.35
1500000

1000000
16.22 17.48 0177

14.73
500000
19.75 20.79
A
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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: BG037733.D
2500000

2000000

1500000

1000000

500000
25.10

O ———————————————————

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\HPCHEMI\BNA G\DATA\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 3.98 ng 72150 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 50
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 322 (5.181 min): BG037733.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS L L I I
83.0 480 5.00 5.20 5.40 5.60
0 m/z 59.00 61.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA IR UL I
59.0 480 500 520 540 5.60
m/z 58.00 17.94%
31.0 g30 1010
OHV“W“”%“ﬁm“PWWH“V“w““V“wh“VHWH“VHWH“P“WH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
480 500 520 540 5.60
5000 m/z 101.00 16.66%
43.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- A e R
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.12%
5000
43.0
0 | 71080 980 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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 unknown7.63 Concentration Rank 2

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

7.63 58.15 ng 1053600 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 739 (7.631 min): BG037733.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
wosso || %O J 150 7 Tk 7R 8bo
o} e e LA I B B m/z 68.00 41.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 VSRR BRAAS RARSS RS R

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.70%

o 158.0 189.0
- T I LB I L I L
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
B e e e e
97.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.44%
70.0
52.0
3]"0 ‘ 116.0
0 |, . |, |l 1 ! |
I I e e TN A LA e e o
m/z--> 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.79%
5000
104.0
39.0 | 77.0 90,0
T Y S N —
m/z--> 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\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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 4 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.75 3.02 ng 146960 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 55
3 Oxirane., 2.3-bis(l1-methvlethv)-... 128 C8H160 054644-32-5 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38

Abundance Scan 2802 (19.752 min): BG037733.D (-2796) (-) m/z 56.00 100.00%
56.0
5000
257.1
33.0 129.0
185.0 213.0 19.40 19.60 19.80 20.00
0 i 2009 322 "m/z 57.00 57.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0
5000 AR R AR AR B
19.40 19.60 19.80 20.00
29.0 m/z 43.00 38.60%
33.0 129.0 257.0
o 6. 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
19.40 19,60 19.80 20.00
5000 m/z 41.00 34 .24%
29.0
129
0 “ . 8ﬁ|\0l\\ by 157.0 1850 2130 ] 25‘7 02810 312.0
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- e B
56.0 19.40 19.60 19.80 20.00
m/z 55.00 31.76%
- NJLAWM
o ‘ d 95.0 128.0
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 1940 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110118\
Data File : BG037733.D

Aca On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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 Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.79 2.33 ng 113391 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 50
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 41
3 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 38
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 37
5 1-Oxa-4-azaspiro[4.5]decan-4-oxy... 198 C10H16NO3 1000115-84-0 35
Abundance Scan 2979 (20.792 min): BG037733.D (-2974) (-) m/z 56.00 100.00%

129.0 T T T T T T T T

58.0
5000
‘ 285.1

3.0 185.1 20 40 20. 60 20 80 21. OO 21. 20
157.0 .0 2411 340.1
Obrefbr el 2110 m/z 57.00 48.25%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate
56.0
5000 LA L L L L L L L L LB
229.0 20.40 20.60 20.80 21.00 21.20
m/z 43.00 39.92%
30 129.0 185.0 284.0
ol 1l 157.0 255.0
Tt
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56.0
S am e ERRaE R
20.40 20.60 20.80 21.00 21.20
5000 m/z 41.00 37.48%
285.0 340.0
129.0 185.0
- 241.0
oAl i | 257077 200200 | | amo |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans- A A e
56.0 20.40 20.60 20.80 21.00 21.20
m/z 55.00 32.17%
5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20 40 20. 60 20 80 21. OO 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110118\
Data File : BG037733.D

Acq On : 2 Nov 2018 00:23

Operator : JU/SJ

Sample : PB114358BL

Misc :

ALS Vial : 17 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]
2-Pentanone, 4-hy... 5.18 4.0 ng 72150 1 8.10 362380 20.0
unknown7 .63 7.63 58.1 ng 1053600 1 8.10 362380 20.0
Hexadecanoic acid... 19.75 3.0 ng 146960 5 21.77 972703 20.0
Butyl myristate 20.79 2.3 ng 113391 5 21.77 972703 20.0
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