LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 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 M\METHODS\8270-BM121518 .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 4.675 299 304 309 rBV 70643 102186 2.16% 0.278%
2 5.128 375 381 395 rBVY 2176987 3100377 65.61% 8.433%
3 6.704 642 649 661 rBY 2116117 3445430 72.92% 9.372%
4 7.028 696 704 717 rBV 2216527 3518088 74.45% 9.569%
5 7.481 775 781 790 rVB 493110 766524 16.22% 2.085%
6 7.792 825 834 845 rBVY 1554888 2490500 52.71% 6.774%
7 8.645 970 979 997 rBV 1184912 2038009 43.13% 5.543%
8 10.251 1245 1252 1261 rBV 594597 1008347 21.34% 2.743%
9 12.751 1670 1677 1692 rBV 2818096 4159432 88.03% 11.314%
10 13.616 1817 1824 1838 rBvV 221189 362605 7.67% 0.986%
11 14.051 1892 1898 1908 rBV6 19195 48785 1.03% 0.133%

12 14.145 1908 1914 1921 rBV2 840219 1311810 27.76% 3.568%
13 15.663 2165 2172 2180 rBV 2453855 3389840 71.74% 9.220%
14 16.915 2378 2385 2389 rBV 1037021 1495738 31.65% 4.068%
15 16.957 2389 2392 2398 rVB 175558 241914 5.12% 0.658%

16 17.051 2405 2408 2412 rVB 42608 52339 1.11% 0.142%
17 17.827 2536 2540 2548 rBV3 216431 313812 6.64% 0.854%
18 18.992 2733 2738 2743 rBV 381394 518122 10.97% 1.409%
19 19.356 2796 2800 2804 rVB 265447 358919 7.60% 0.976%
20 19.398 2805 2807 2811 rVB 58126 60038 1.27% 0.163%

21 19.568 2831 2836 2842 rBV 3853314 4725219 100.00% 12.853%
22 20.856 3051 3055 3061 rBV3 458745 612444 12.96% 1.666%

23 21.139 3099 3103 3107 rBV 1034556 1368472 28.96% 3.722%
24 23.309 3467 3472 3477 rVB 734740 1275949 27.00% 3.471%

Sum of corrected areas: 36764899
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018369.D
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4000000

3000000

2000000 21.14 23.31

20.86
1000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 5

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

4.68 2.67 ng 102186 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 28
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (4.681 min): BM018369.D (-299) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 207 440 4.60 4.80 5.00
| SRR | | | VRSN E SEMMM M MEMMMMM N m/z 59.10 74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L L L U
59 440 460 480 5.00
m/z 101.10 30.53%
31 | g3 101
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
440 4.60 480 500
0
5000 101 m/z 58.10 16.89%
28 59
‘ 70 84
1? \H‘ ulll \‘\m [ .
L L L L S S S S L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28752: 2-Nonanone, 9-hydroxy- A masm L e L
43 58 4.40 4.60 4.80 5.00
m/z 41.00 14 .84%
5000
71 g2
0"”I"”IM'”W'N”Ih'gz"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.03 Concentration Rank 1

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

7.03 91.79 ng 3518090 1,4-Dichlorobenzene-d4 7.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 704 (7.028 min): BM018369.D (-696) (-) m/z 132.00 100.00%
5000 68
40 54 ? 6.60 6.80 7.00 7.20 7.40
o &l X m/z 68.10 48.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AR NSRS RS A
6.60 6.80 7.00 7.20 7.40
70 m/z 66.10 34 .79%
31 44
0 P b, 88 116
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.99%

63
15 283 82 4 77 %9 Wue |

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #13677: 3-Chloro-6-fluoro-pyrazine e
132 6.60 6.80 7.00 7.20 7.40

69 m/z 69.05 23.40%
104
5000
31
0 ...,..‘..”‘,l.H.,.l..‘,....,.‘...,.. N
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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.
17.83 4.20 ng 313812 Phenanthrene-d10 16.92
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 74
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Heptanoic acid 130 C7H1402 000111-14-8 27

Abundance Scan 2540 (17.827 min): BM018369.D (-2536) (-) m/z 73.00 100.00%

5000

17.60 17.80 18.00 18.20
m/z 60.00 72.92%

327
o 355

m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid

-

5000 256

129 17.60 17.80 18.00 18.20
97 ‘ 213 m/z 41.10 69.81%
157 185
0.2 ey, J.L‘;.L'?qg,h. —
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73
43 T T
17.60 17.80 18.00 18.20
5000 m/z 55.10 68.51%
129
185 228
97
AET D e C—
m/z--> 50 100 150 200 250 300 350
Abundance #37192: n-Decanoic acid e RARREEE RS
60 17.60 17.80 18.00 18.20
a1 m/z 43.05 63.26%
5000 129
\ 87 11 172
I 0
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122118\
Data File : BM018369.D

Aca On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample : J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 Heptafluorobutyric acid, n-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 8.95 ng 612444 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 3056 (20.862 min): BM018369.D (-3051) (-) m/z 83.10 100.00%
5000 AWM»MWJhwwWWj\kNMAﬁNMNMAJ\A
HRL R PN SUN S
139 20.60 20.80 21.00 21.20
168191 286 369 401
ol g2l 2ih s 3l 431 m/z 69.10 91.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
69
5000 L SR BN SULRILE I
20.60 20.80 21.00 21.20
m/z 55.10 86.77%
125

169 195 224 252

A

i

m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 e BALREE mmm s
97 20.60 20.80 21.00 21.20
5000 m/z 97.05 81.57%
st
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester L ML B e )
57 20.60 20.80 21.00 21.20
83 m/z 57.10 81.10%
5000
111
29
m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122118\
Data File : BM018369.D

Acq On : 21 Dec 2018 22:29

Operator : JU/SJ

Sample - J6493-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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... 4.68 2.7 ng 102186 1 7.48 766524 20.0
unknown7 .03 7.03 91.8 ng 3518090 1 7.48 766524 20.0
n-Hexadecanoic acid 17.83 4.2 ng 313812 4 16.92 1495740 20.0
Heptafluorobutyri... 20.86 8.9 ng 612444 5 21.14 1368470 20.0
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