LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 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-BG111318.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 5.168 313 320 326 rBV 35652 57511 2.17% 0.392%
2 5.632 390 399 409 rBV 667417 1135514 42.91% 7.738%
3 7.236 664 672 684 rBV 700890 1247410 47.13% 8.500%
4 7.612 728 736 748 rBV 667199 1182423 44.68% 8.057%
5 8.088 810 817 824 rBV 130627 232915 8.80% 1.587%

8.411 864 872 881 rVB 483801 883648 33.39% 6.021%
9.263 1008 1017 1026 rBV 422831 790506 29.87% 5.387%
182645 352312 13.31% 2.401%
13.340 1704 1711 1720 rBV 1146156 1835820 69.37% 12.510%
14.721 1939 1946 1956 rVB2 309913 507814 19.19% 3.460%
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11 16.208 2193 2199 2215 rBV2 677853 1130556 42.72% 7.704%
12 17.465 2407 2413 2423 rBV 403387 630811 23.84% 4._.299%
13 19.733 2794 2799 2808 rBV 197137 233576 8.83% 1.592%
14 19.850 2815 2819 2827 rVB 43714 51673 1.95% 0.352%
15 20.068 2850 2856 2863 rBV 2015722 2646503 100.00% 18.034%

16 20.773 2972 2976 2982 rBV 155071 177099 6.69% 1.207%
17 21.748 3135 3142 3156 rBV 394681 686381 25.94% 4.677%

18 21.895 3162 3167 3172 rBV 27411 38004 1.44% 0.259%

19 22.512 3267 3272 3278 rVB2 26346 41817 1.58% 0.285%

20 23.223 3387 3393 3402 rVB3 29064 59938 2.26% 0.408%

21 24.040 3526 3532 3541 rVvB4 25073 55574 2.10% 0.379%

22 25.074 3689 3708 3722 rBVv2 184508 665157 25.13% 4_.533%

23 27.571 4122 4133 4142 rVBY 10125 32086 1.21% 0.219%
Sum of corrected areas: 14675048
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038120.D
2000000

1500000

1000000

5.63 7.24 761

500000 841 9.26

8.09 10.90

5.17
R B B o L L L T L o L e SIS

Time--> 3.50 4.00 4.50 5.00 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG038120.D
2000000 20107

1500000

13.34
1000000

16.21

500000 17.46 21.75
14.72
19.73 20,77

9.8 1.90 2251
O A A S B B e e R

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: BG038120.D
2000000

1500000
1000000

500000

25.07
23.22 24.04 ]\ 27.57

O e T e

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\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 5

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

5.17 4.94 ng 57511 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 320 (5.168 min): BG038120.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
100.9 AR N UL UL
| 83.0 | 480 500 520 5.40 5.60
0'WH“P“W“JWHW“hVHw““H“W“”P“W““V“W““VHW““P“' m/z 59.00 56.52%
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 A I L I
59.0 480 500 5.20 540 5.60
m/z 100.90 17.51%
L L A SRR R B RAAR S RARAN AR LA RSN AR RARAN LARAN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0
480 500 520 540 560
5000 m/z 58.00 16.19%
43.0
0 l e, 830 g0 123.0 141.0 159.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone A A A
59.0 480 500 520 5.40 5.60
m/z 41.00 7.89%
5000 43.0
150 290 || | 80
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 540 560

8270-BG111318.M Fri Nov 23 04:49:52 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 101.53 ng 1182420 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 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 736 (7.612 min): BG038120.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 so | %0 | 120 745 7ho 7o 500
o T NSNS [ W PR - .- M 1 N | m/z 68.00 43.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o 7 ik b abe
4o o m/z 133.90  33.91%
‘ 79.0 :
0'W'”'P'”I”'WJ“'w'”fmhh'muﬁ'”l”hl”'ﬂ'””P'”I"W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.80%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.23%
5000
67.0
80.0 91.0
0"|“"|“"w"ﬁ%3"iﬁgﬁl“”l'ﬂkl“"m"w%???}iiﬁ"w e AL S U LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 3

R.T. EstConc Area Relative to ISTD R.T.
19.73 6.81 ng 233576 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 38

Abundance Scan 2799 (19.733 min): BG038120.D (-2794) (-) m/z 56.00 100.00%
56.0
5000
129.0 2311 A SR SN AR
83.0 : 19.40 19.60 19.80 20.00
157.0 185.0 213.0
B S ,i..”..,'.“..e“..n',..l..,....,....,....,...'. b 3220 57 00 52.59%
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 A BARAR AR AUV
mmmmmmmm
29.0 m/z 43.00 36.98%
| 33.0 129.0 257.0
0 Il l ” N T | 157.0 1850 2130 | ||. 2830 3120
m/z--> 25 45 60 85 160 150 150 1éo 1§o 260 220 240 260 280 360
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
19.40 19.60 19.80 20.00
5000 m/z 41.00 35.22%
29.0
129
0 ““ | Ml i “‘8ﬁ|\0 H\ el 157 0 185 0 213 0 \ 25‘7 0281 0 312.0
m/z--> 25 45 60 85 100 150 150 160 180 200 220 240 260 2é0 360
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester T e AT

57.0 19.40 19.60 19.80 20.00
m/z 55.00 31.19%

5000
20.0 239.0
' 85.0 1290
i |52, B0 m0umozae | | g s
R | .”.””.”w””“”w””.”.””“”.””“”w””

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038120.D

Aca On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 4
R.T. EstConc Area Relative to ISTD R.T.
20.77 5.16 ng 177099 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 64
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 47
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
5 4-Propylcyclohexylamine 141 COH1S9N 102653-37-2 35
Abundance Scan 2976 (20.773 min): BG038120.D (-2972) (-) m/z 56.00 100.00%
56.0
5000 /\
” 30 1230 1850 2852 20.40 20.60 20.80 21.00
) 241.1 : : : :
| — II lum‘.-i,' ] AorA T AT 1, 2 Ths7 57.00  58.97%
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56.0
5000
229.0 20.40 20.60 20.80 21.00
0
U | o 1200 g0 | \ 2810 m/z 43.00 38.63%
oLr——— I I|. I.kll .“l. |I .'1|57.'0.‘ .|. e |I I.2|55|'0I I|I ———
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
20.40 20.60 20.80 21.00
0
5000 285.0 400 m/z 41.00 31.31%
129.0
3.0 185.0 241.0
oL .,‘ | ‘lI‘L\F,‘uJ,MI\ J L 0T T st 1 o |
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57.0 20.40 20.60 20.80 21.00
m/z 55.00 30.73%
5000
29.0 285.0
83.0 129 |
OII\I\I‘I‘\JMm \“J \‘h Lh ‘ .1570185.()'21.3.0.24.10.‘..‘.l..:?4}0.? At TPt
m/z--> 50 100 150 200 250 300 20,40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112118\
Data File : BG038120.D

Acq On : 21 Nov 2018 16:57

Operator : JU/SJ

Sample : PB114976BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 4.9 ng 57511 1 8.09 232915 20.0
unknown7 .61 7.61 101.5 ng 1182420 1 8.09 232915 20.0
Hexadecanoic acid... 19.73 6.8 ng 233576 5 21.75 686381 20.0
Butyl myristate 20.77 5.2 ng 177099 5 21.75 686381 20.0
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