LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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 5.388 300 306 317 rBV2 39786 66182 1.99% 0.491%
2 5.858 379 386 395 rBV 533165 866370 26.10% 6.433%
3 7.444 648 656 667 rBV 511989 919390 27.70% 6.827%
4 7.820 712 720 732 rBV 499514 882029 26.57% 6.550%
5 8.290 794 800 807 rVB2 97107 166140 5.00% 1.234%

8.613 849 855 866 rvB 348892 639161 19.25% 4.746%
9.459 991 999 1009 rBV 286511 539918 16.26% 4._.009%
11.110 1273 1280 1291 rBV 124021 233740 7.04% 1.736%
13.525 1684 1691 1698 rBV 914690 1482914 44.67% 11.012%
14.912 1920 1927 1935 rBV2 226578 391753 11.80% 2.909%

=
QO ~NO®

11 16.398 2173 2180 2200 rBV 962631 1579066 47.57% 11.726%
12 17.662 2386 2395 2408 rBV2 400762 656264 19.77% 4.873%
13 19.912 2773 2778 2782 rBV2 92059 109324 3.29% 0.812%
14 20.247 2829 2835 2843 rBV 2417921 3319651 100.00% 24.651%
15 20.958 2951 2956 2960 rBV 71549 84617 2.55% 0.628%

16 21.146 2980 2988 2994 rBV7 24278 67107 2.02% 0.498%
17 21.986 3122 3131 3139 rBV 433206 775401 23.36% 5.758%
18 25.458 3710 3722 3735 rBvV2 212853 687625 20.71% 5.106%

Sum of corrected areas: 13466652
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028825.D
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20.25

2000000

1500000

10000007 13.53 16.40

500000 17.66 21.99
14.91

19.91 2096 15
2L,

O B e T L o o o o o o LAELAL  L A B i

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: BG028825.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown5.39 Concentration Rank 3

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

5.39 7.97 ng 66182 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-0Octanol 130 C8H180 000589-98-0 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 32
4 3-I2-Ethoxvcarbonvl-2-methvDpro... 290 C14H2604S 021153-32-2 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 306 (5.388 min): BG028825.D (-300) (-) m/z 43.10 100.00%
43.1
5000
101.1
5.00 5.20 5.40 5.60 5.80

,....,t....,|....1,6.1-.0..,."’.3.3;2]....,....,....,....,.‘.‘8.3;7 m/z 59.10 66.20%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 ||||||||III|IIII|IIII|II
5.00 5.20 5.40 5.60 5.80

m/z 101.10 19.93%

101.0
‘ al i ‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
59.0
IIIIIIIIIIIIIIIAIIIIIIIII
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 14.34%
101.0
14.0
B L B LA e o L O LA
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 8.52%
5000
4 i |90
R o e T B o N B o o o B A
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1

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

7.82 106.18 ng 882029 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 720 (7.820 min): BG028825.D (-712) (-) m/z 132.10 100.00%
132.1
5000 68.1 /\
96.1 USRI SR R R
40.1 541 ‘ 7.40 7.60 7.80 8.00 8.20
..,....,....,...:II.'..:,!!..,.-!-.n.',..'.--. ?‘?.9,..!..’fP.‘??....,....,'...,.. m/z 68.10 44._82%
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 ARAN AR LARRE RS B
7.40 7.60 7.80 8.00 8.20
310 510 ‘ m/z 66.10 31.74%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 31.06%

150 280 39.0 520 830 770 900 1040 ..
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

.

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R BREE m e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 20.16%
5000
92.0
65.0
2o 20 510 B0 7o | w0y, |
e e e e e e e e REEA N e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.
19.91 2.82 ng 109324 Chrysene-di12 21.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 96
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 55
4 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 43
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43

Abundance Scan 2778 (19.912 min): BG028825.D (-2773) (-) m/z 56.10 100.00%
56.1
5000
257.3
e e
129.1
7.1 1712 2132 19.60 19.80 20.00 20.20
31243500 4057  n/7 57.10  56.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
19.60 19.80 20.00 20.20
o 2570 m/z 55.20  35.75%
: |‘| I | h H‘ M\ M \h | T 18502}?9‘I I\‘I — |?1|2|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
19.60 19.80 20.00 20.20
5000 m/z 257.30 34.00%
07.0 1290 g5 0 2570 3150
m/z--> 55 160 1éo 200 2%0 360 3%0 400
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester AT T
57.0 19.60 19.80 20.00 20.20
m/z 41.15 31.51%
5000
239.0
98.0 129 0
189 V H | 170020 \ 12700 312.0
m/z--> 50 100 1éo 200 2%0 360 3%0 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092017\
Data File : BG028825.D

Aca On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.
20.96 2.18 ng 84617 Chrysene-di12 21.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 58
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 55
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
5 Chloromethyl 2-chloroundecanoate 268 C12H22C1202 080418-88-8 32

Abundance Scan 2956 (20.958 min): BG028825.D (-2951) (-) m/z 56.10 100.00%
58.1
5000
285.3
129.1
85.1 1851 2412 3403 3868 20.60 20.80 21.00 21.20
: m/z 57.10 59.21%
m/z--> 50 100 150 200 250 300 350
Abundance #131257: Butyl myristate
56.0
5000
229.0 20.60 20.80 21.00 21.20
m/ 41.10 36 .45%
\ IR - ‘ |
! N h\ X | ! | |-
m/z--> 50 100 150 200 250 300 350
Abundance
56.0
20.60 20.80 21.00 21.20
0
5000 2650 au00 m/z 43.10 35.96%
129.0
97.0 185.0 241.0
m/z--> " s0 100 150 200 250 300 350
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
57.0 20.60 20.80 21.00 21.20
m/z 285.30 25.86%
5000
285.0
70 ||| 1020 w0 zmo | | w0
I\ | 1 | L
m/z--> % 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
Data File : BG028825.D

Acq On : 20 Sep 2017 10:40

Operator : SJ/JU

Sample : PB102386TB

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
unknown5 .39 5.39 8.0 ng 66182 1 8.29 166140 20.0
unknown? .82 7.82 106.2 ng 882029 1 8.29 166140 20.0
Hexadecanoic acid... 19.91 2.8 ng 109324 5 21.99 775401 20.0
Butyl myristate 20.96 2.2 ng 84617 5 21.99 775401 20.0
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