LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 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
1 5.169 315 320 329 rBV 107529 156237 8.94% 1.253%
2 5.646 395 401 417 rBV 712546 1090904 62.44% 8.751%
3 7.287 674 680 694 rBV 725142 1156784 66.21% 9.279%%
4 7.645 735 741 752 rBV 804617 1267541 72.55% 10.168%
5 8.116 815 821 832 rBB 171704 278545 15.94% 2.234%

8.434 869 875 887 rBB 574461 925160 52.96% 7.421%
9.304 1016 1023 1041 rBV 418590 709810 40.63% 5.694%
10.928 1293 1299 1312 rBB 208576 339061 19.41% 2.720%
13.369 1708 1714 1726 rBV 959943 1367845 78.29% 10.973%
14.204 1852 1856 1864 rBB 54815 74840 4.28% 0.600%

=
QO ~NO®

11 14.751 1943 1949 1957 rBB2 280884 406122 23.25% 3.258%
12 16.239 2197 2202 2214 rVB 956846 1333146 76.31% 10.694%
13 17.486 2409 2414 2421 rVB 315142 450087 25.76% 3.610%
14 18.339 2553 2559 2568 rBV2 87084 121210 6.94% 0.972%
15 19.598 2768 2773 2782 rBV3 38194 59160 3.39% 0.475%

16 20.068 2848 2853 2858 rBV 1547869 1747041 100.00% 14.014%
17 20.827 2978 2982 2985 rBV3 19826 23047 1.32% 0.185%
18 21.292 3057 3061 3071 rBV5 51692 101191 5.79% 0.812%
19 21.621 3112 3117 3124 rBV 338680 417763 23.91% 3.351%
20 21.715 3131 3133 3137 rVB3 25621 22215 1.27% 0.178%

21 23.950 3507 3513 3522 rVB 215384 418355 23.95% 3.356%

Sum of corrected areas: 12466064
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016357.D

1400000
1200000

1000000

7.65

800000 565 729

600000 8.43

400000

10.93
8.12
200000 517

£ L L

T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016357.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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 11.22 ng 156237 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 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 Butane 58 C4H10 000106-97-8 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 320 (5.169 min): BM016357.D (-315) (-) m/z 42.95 100.00%
43.0
5000 591
101.0 R R UL UL I
| | 83.1 | 480 5.00 5.20 5.40 5.60
) | RSOSSN . m/z 59.10 50.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA IR LR I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.46%
: 83.0
0 Tl n . .
R I UL SULIL UL JULILRE IR U SULL I IR SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
o 280 500 520 540 560
5000 m/z 58.10 13.26%
20.0 101.0
0 150 | 1Ll 730 830
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #224: Butane L LI L L L DL B
43.0 480 5.00 5.20 5.40 5.60
m/z 39.00 11.59%
5000 29.0
58.0
10 150 \‘\‘ [
e L RS UL SRS LS RS AN RS RS IR RRRRS A N R UL I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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 91.01 ng 1267540 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14

Abundance Scan 742 (7.651 min): BM016357.D (-735) (-) m/z 132.00 100.00%
132.0
5000 66.1
40.1 R I LI I I
| 540 | |75-° 86,9 96|'0195.0 7.40 7.60 7.80 8.00
Ol sl bl oy 880 L TR Tm/z 66.10 42.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0 LU LI I UL I

7.40 7.60 7.80 8.00
m/z 68.10 41.26%

4.0 g9 . 103.0 .
ottt e e et
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
R R E e o BRA
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.40%
33.0 44.0 0.0 105.0
o [ 20 o | | wso |
Ot e e e T e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e B N mmaay s
132.0 7.40 7.60 7.80 8.00
0
69.0 m/z 69.10 22.62%
104.0
5000
31.0 51.0
m/z--> 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 : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.34 5.39 ng 121210 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2559 (18.339 min): BM016357.D (-2553) (-) m/z 41.10 100.00%

1
73.0

5000

129.1 213.1

1571 185.2

256.2 18.00 18.20 18.40 18.60

0! m/z 43.10 89.95%
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
18.00 18.20 18.40 18.60
120.0 256.0 m/z 73.00 76.65%
97.0 -
0 | Il .|| Al 1 152,0171.0 194,0213.0
B R O L AR AARNRRR R BE SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0 AR B REE mam R
18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 76.61%
o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37189: n-Decanoic acid A R B
60.0 18.00 18.20 18.40 18.60
m/z 55.05 74 .24%
5000
29.0 129.0
172.0
m/z--> 6 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 : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.60 2.83 ng 59160 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 59
3 Octadecanoic acid. 2-hvdroxv-1.3... 625 C39H7605 000504-40-5 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2773 (19.598 min): BM016357.D (-2768) (-) m/z 41.05 100.00%

5000

19.20 19.40 19.60 19.80 20.00

0! m/z 43.05 94 _.21%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #108842: Octadecanoic acid
43.0
284.0

5000 T T T T T
19.20 19.40 19.60 19.80 20.00

m/z 60.00 85.23%

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
R e e RN
19.20 19.40 19.60 19.80 20.00
5000 2840 m/z 55.00 83.30%
129.0
185.0
0 ’ L 237.0 372.0
ERssms
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #173072: Octadecanoic acid, 2-hydroxy-1,3-propanediyl ester A e e e
43.0 19.20 19.40 19.60 19.80 20.00
m/z 57.10 70.25%
98.0
5000

ol Al 341.0 395.0 451.0 507.0 606.0
o

Tt
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016357.D

Aca On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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 6 1-Pentadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2120 4.84ng 101191  Chrysene-d12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-entadecere 210 C15H30 013360-61-7 91

131143-01-6 90
006222-02-2 87

2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02
3 Acetic acid. trifluoro-. tetrade... 310 C16H29F302

4 11-Tricosene 322 C23H46 052078-56-5 87
5 Cyclopentadecane 210 C15H30 000295-48-7 83
Abundance Scan 3061 (21.292 min): BM016357.D (-3057) (-) m/z 43.05 100.00%

43.0169.0

97.1

5000
1251 LU N I B B B B B N B O B B
175.0 207.0 25302810 o0 oo 21.00 21.20 21.40 21.60
0 m/z 57.10 99.98%
m/z--> 50 100 150 200 250 300 350
Abundance #63048: 1-Pentadecene
43.0
83.0
5000 LIS L L L L L L
21.00 21.20 21.40 21.60
111.0 m/z 41.10 94 .58%
| ] | | 400 18202100
o Sttt 17—
m/z--> 50 100 150 200 250 300 350
Abundance #140345: Bromoacetic acid, pentadecy! ester
430 830

NS
21.00 21.20 21.40 21.60
5000 m/z 55.05 91.82%
111.0
1410 1820
o Jng}Jh.'!,". — .10?‘? = ——

m/z--> 50 100 150 200 250 300 350
Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester L T
43.0 21.00 21.20 21.40 21.60
m/z 69.05 84.07%
69.0
5000
97.0
0 I J}‘ 125.0 ~ 168.0196.0
— —— e A
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081418\
Data File : BM016357.D

Acq On : 14 Aug 2018 16:37

Operator : SJ/JU

Sample : J4442-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
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 11.2 ng 156237 1 8.12 278545 20.0
unknown? .65 7.65 91.0 ng 1267540 1 8.12 278545 20.0
n-Hexadecanoic acid 18.34 5.4 ng 121210 4 17.49 450087 20.0
Octadecanoic acid 19.60 2.8 ng 59160 5 21.62 417763 20.0
1-Pentadecene 21.29 4.8 ng 101191 5 21.62 417763 20.0
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