LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.516 33 39 56 rvB2 32869 75166 3.85% 0.569%
2 5.819 426 431 441 rVB 17874 32809 1.68% 0.248%
3 6.324 509 517 529 rBV 583877 1040309 53.28% 7.875%
4 8.004 795 803 818 rBV 637752 1174879 60.17% 8.893%
5 8.415 865 873 887 rBV 591402 1098646 56.26% 8.316%

6 8.909 947 957 965 rBV 157452 281376 14.41% 2.130%
7 9.244 1006 1014 1024 rBV 414885 766377 39.25% 5.801%
8 10.107 1153 1161 1170 rBV 360770 680052 34.83% 5.148%
9 11.793 1440 1448 1456 rBV 230555 431079 22.08% 3.263%
10 14.149 1841 1849 1863 rBV 893756 1454251 74.47% 11.008%
11 14.942 1976 1984 1989 rBV 69244 102918 5.27% 0.779%
12 15.353 2048 2054 2060 rBV 25078 31661 1.62% 0.240%
13 15.523 2076 2083 2092 rBvV2 360377 584531 29.93% 4._.425%
14 16.287 2210 2213 2218 rVB 27278 34757 1.78% 0.263%
15 16.992 2327 2333 2349 rBvV 701378 1071693 54.88% 8.112%
16 17.145 2354 2359 2371 rVB 25639 43809 2.24% 0.332%
17 18.249 2540 2547 2556 rBV2 452593 694528 35.57% 5.257%
18 19.048 2678 2683 2694 rBV 42969 75643 3.87% 0.573%

19 20.763 2970 2975 2990 rBV 1456635 1952697 100.00% 14.781%
20 22.132 3201 3208 3218 rBV3 38820 125058 6.40% 0.947%

21 22.602 3281 3288 3301 rBV2 364206 735170 37.65% 5.565%
22 24.511 3607 3613 3618 rVB3 16975 33783 1.73% 0.256%
23 26.403 3922 3935 3952 rBV2 183322 689345 35.30% 5.218%

Sum of corrected areas: 13210537
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG033086.D
1400000

1200000
1000000

800000

8.00
600000 6.32 8.42

400000 10.11

11.79
200000 8.91

3.52 5.82
O P T T T e T T T T T T T e T T e e e e e

Time--> 3.50 4.00 4.50 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG033086.D
1400000 2076

1200000

1000000
14.15

800000
16.99

600000
18.25
400000 15.52 22.60

200000
14.94 15 5 16.29 7.14 19.05 22.13

O S £ O o S T L e R R EEmaa e S

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: BG033086.D
1400000

1200000
1000000
800000
600000
400000

200000 26.40
24.51

O A RRARE RERr R ama Ramaa B L R L L AR ARmas L 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:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 5

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

5.82 2.33 ng 32809 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 7
5 Propylamine 59 C3HON 000107-10-8 5

Abundance Scan 431 (5.819 min): BG033086.D (-426) (-) m/z 43.05 100.00%
43
5000 59
5| . 1‘|’1 540 560 580 6.00 620
ottt e m/z 59.00 44.19%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS RN SR LA A
59 5.40 5.60 5.80 6.00 6.20
m/z 101.05 16.30%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
43
540 560 580 6.00 620
5000 59 m/z 58.05 14 _79%
73
101
o 28 37 51 67 79 86
LU UL SR SR SRR UL FELRLEL IR SO SR LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43 540 5.60 580 6.00 6.20
m/z 41.05 8.60%
5000
58
%5 27 37, 72 100
O R B e I I o
m/z--> 10 20 30 4'0 50 6 70 8 90 1(')0 110 540 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 78.09 ng 1098650 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 874 (8.421 min): BG033086.D (-865) (-) m/z 131.95 100.00%
5000 68
0 s |l 07 Prosiss J 20 550 80 ko 5k
ol Arer | Meus o m/z 68.05 42.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
8.00 8.20 8.40 8.60 8.80
2 78 m/z 133.95 33.85%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 8.00 820 8.40 8.60 8.80
5000 og 116 m/z 66.05 27.54%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R BRams s e )
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 17.77%
117
5000
29 91
A
0 II\IIIIII\I\Il‘l‘lll‘wllIIIIIIII\ |l“| T
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.18 ng 75643 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2683 (19.048 min): BG033086.D (-2678) (-) m/z 43.10 100.00%
43 73
5
5000 129
7 213
01115 143157171185199 227 256 g 18.80 19.00 19.20 19.40
0 m/z 73.05 89.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256
18.80 19.00 19.20 19.40
21 m/z 60.05 85.09%
m/z--> "55"26"36 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 18.80 19.00 19.20 19.40
5000 - 129 m/z 41.10 72 .70%
gr 115 ah 214
101 143157 @ 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 78 18.80 19.00 19.20 19.40
57 m/z 57.05 69.51%
5000 129
29
143157171185199 242
oL15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033086.D

Aca On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample = J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 6 Trifluoroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.13 3.40 ng 125058 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. pentadecvl...
2 Heptafluorobutvric acid. n-tetra...
3 Trifluoroacetoxy hexadecane

4 Heptafluorobutvric acid. hexadec...
5 Pentafluoropropionic acid, tetra...

324 C17H31F302
410 C18H29F702
338 C18H33F302
438 C20H33F702
360 C17H29F502

959010-23-2 94
007365-36-8 91
006222-03-3 91
006385-15-5 91
006222-06-6 91

m/z 55.05 100.00%

21.80 22.00 22.20 22.40

m/z 57.05 88 .56%

21.80 22.00 22.20 22.40

m/z 43.05 84 .34%

21.80 22.00 22.20 22.40

m/z 69.05 72 .75%

21.80 22.00 22.20 22.40

Abundance Scan 3208 (22.132 min): BG033086.D (-3201) (-)
55
83
5000 111
| 130 207 283
o’ L L B e
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 111
L LA w0 o s
m/z--> 50 100 150 200 250 300 350
Abundance
57
83
5000 111
29 169
0 140 196,15 241 392
e e e L A e e e o B R LN I e o o o s e
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
29 125
it -t
m/z--> 50 100 150 200 250 300 350

m/z 83.05 67 .99%

21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033086.D

Acq On : 12 Mar 2018 13:01

Operator : SJ/JU

Sample - J1873-09

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 5.82 2.3 ng 32809 1 8.91 281376 20.0
unknown8 .42 8.42 78.1 ng 1098650 1 8.91 281376 20.0
n-Hexadecanoic acid 19.05 2.2 ng 75643 4 18.25 694528 20.0
Trifluoroacetic a... 22.13 3.4 ng 125058 5 22.60 735170 20.0
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