LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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

5.169 314 320 332 rBV 111547 171436 7.86% 1.251%
5.646 396 401 419 rBV 768520 1159533 53.17% 8.463%
rBv 787119 1240626 56.89% 9.054%
7.645 735 741 757 rBB 861081 1352486 62.02% 9.871%
8.116 815 821 830 rBB 173841 279138 12.80% 2.037%
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8.434 869 875 884 rBvV 612242 996360 45.69% 7.272%
9.304 1016 1023 1038 rBvV 453841 756790 34.70% 5.523%
10.928 1293 1299 1310 rBV 197879 337481 15.48% 2.463%
13.369 1708 1714 1725 rBV 1083336 1536083 70.44% 11.211%
14.204 1852 1856 1864 rVB 61318 84671 3.88% 0.618%

=
QO ~NO®

11 14.751 1944 1949 1957 rVB3 277661 409709 18.79% 2.990%
12 16.239 2197 2202 2214 rBV 1110716 1528214 70.08% 11.153%
13 17.486 2409 2414 2424 rVB2 326091 473877 21.73% 3.458%
14 18.339 2554 2559 2566 rBV 90145 117985 5.41% 0.861%
15 19.598 2769 2773 2779 rBV3 30774 39917 1.83% 0.291%

16 20.068 2848 2853 2858 rBV 1856190 2180637 100.00% 15.915%
17 21.292 3057 3061 3067 rBv4 64443 109490 5.02% 0.799%

18 21.621 3112 3117 3123 rBV 370973 470641 21.58% 3.435%
19 23.950 3507 3513 3523 rVB 238615 456804 20.95% 3.334%

Sum of corrected areas: 13701878
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081418\
Data File : BM0O16355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

: Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM072318.M

Abundance

1500000

1000000

500000

5.65

5.17

TIC: BM016355.D

7.65
7.29

8.43

8.12

10.93

0
Time-->

6.00 6.50

3.50 4.00

450 5.00 5.50

7.00

7.50 8.00

8.50

9.00

9.50

T I
10.00 10.50 11.00 11.50

Abundance

1500000

1000000

500000

13.37

14.75

14.20

TIC: BM016355.D

16.24

17.49

18.34

19.60

20.07

0
Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

1500000

1000000

500000

0

21.62
23.95

21.29

TIC: BM016355.D

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM072318.M Wed Aug 15 16:19:35 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.17 12.28 ng 171436 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propvlamine 59 C3HO9N 000107-10-8 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33

Abundance Scan 320 (5.169 min): BM016355.D (-314) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.0
480 5.00 520 5.40 5.60
o...,....,....,....','!:.?,1'.1.':4,....,....,8.3'.0..,...:,|....,. m/z 59.10  45.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A N R IR
480 5.00 520 5.40 5.60
59.0 m/z 101.00 19.10%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
3d.0
480 5.00 520 540 5.60
5000 m/z 58.10 11.66%
59.0
o 17.0 A0 50
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R L
43.0 4.80 5.00 520 5.40 5.60
m/z 41.10 11.30%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.65 Concentration Rank 1

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

7.65 96.90 ng 1352490 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 10

Abundance Scan 742 (7.651 min): BM016355.D (-735) (-) m/z 132.00 100.00%
13%.0
5000 66.1
40.1 L B UL AL U
54.0 0 6l o 7.40 7.60 7.80 8.00
ol 114, m/z 66.10 41.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
13%.0
5000 67.0 ULELLE UL UL R R

7.40 7.60 7.80 8.00
m/z 68.10 40.84%

44.0 103.0
0 It Ll | . I
e e e R e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
N VN
69.0 104.0 740 7.60 7.80 8.00
5000 m/z 134.00 34.09%
31.0 51.0
0 L1 H 1 . |
T R e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R T s mas
56.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 21 .56%
5000
150 217 920 ]| 760 910 |
Orrrr e e e e e e e e R EERE e s SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 4

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

18.34 4.98 ng 117985 Phenanthrene-d10 17.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Undecanoic acid 186 C11H2202 000112-37-8 52
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 2559 (18.339 min): BM016355.D (-2554) (-) m/z 41.05 100.00%
41,0
73.0
5000
129.0 213.2
I AEREREEEE DR
157.1 1850 18.00 18.20 18.40 18.60
o m/z 43.05 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA [N L L L L L |
18.00 18.20 18.40 18.60
1200 256.0 m/z 60.00 82.28%
97.0 .
0 | | .|| TR 152.0171.0 194,0213.0
”.P.”,..... RN o o e e A RARRARREEEEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0 R e e RN R E s
18.00 18.20 18.40 18.60
5000 129.0 m/z 73.00 79.26%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46616: Undecanoic acid T
60.0 18.00 18.20 18.40 18.60
m/z 55.00 78.19%
5000 29.0
87.0 129.0
| ‘ H‘ ‘ 157.0 186.0
ol P Y W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016355.D

Aca On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.65 ng 109490 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 1-Docosanol 326 C22H460 000661-19-8 90
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 3061 (21.292 min): BM016355.D (-3057) (-) m/z 43.10 100.00%
431
5000 83.0
251 1670 2110 2500 01| | 2100 7120 7140 7160
Oy m/z 55.10 88.67%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LU AN BRI DU B
21.00 21.20 21.40 21.60
250 m/z 57.10 78.18%
o 196.0
miz--> 0 50 100 150 200 250 300 350 400
Abundance #131002: 1-Docosanol
43.0
121,00 21.20 2140 21.60
5000 83.0 m/z 41.05 60.81%
ol l[ Ll J | {270 168.0 2100 2500 308.0
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester I AEEREE TS
57.0 21.00 21.20 21.40 21.60
m/z 69.05 51.89%
97.0
5000
o..J..,...J.;J.L.#l-f’,3.6?'?2:0,2-.0.2.3?".?8.3-.0,....,....,....
miz--> 0 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BM072318.M Wed Aug 15 16:19:37 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081418\
Data File : BM016355.D

Acq On : 14 Aug 2018 15:24

Operator : SJ/JU

Sample : J4442-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 12.3 ng 171436 1 8.12 279138 20.0
unknown? .65 7.65 96.9 ng 1352490 1 8.12 279138 20.0
n-Hexadecanoic acid 18.34 5.0 ng 117985 4 17.49 473877 20.0
Trichloroacetic a... 21.29 4.7 ng 109490 5 21.62 470641 20.0

8270-BM072318.M Wed Aug 15 16:19:37 2018 Page: 7



