LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021919\
Data File : BM018861.D

Aca On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample : K1525-07

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\HPCHEMI\BNA M\METHODS\8270-BM021119.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 4.857 297 301 310 rBV 308816 422780 2.62% 0.387%
2 5.298 369 376 390 rBVY 7471238 10498764 65.02% 9.602%
3 6.881 637 645 660 rBY 6862418 11832572 73.28% 10.822%
4 7.239 698 706 720 rBVY 7411909 11521045 71.35% 10.537%
5 7.704 778 785 792 rBVY 1257723 1941136 12.02% 1.775%

8.022 828 839 850 rBV 5051886 7986244 49._.46% 7.304%
8.875 976 984 1001 rBV 4025980 6704816 41.53% 6.132%
10.492 1250 1259 1273 rBV 1524054 2635473 16.32% 2.410%
12.968 1673 1680 1695 rBV 9010509 12978388 80.38% 11.870%
13.815 1817 1824 1838 rBV 336518 529126 3.28% 0.484%

=
QO ~NO®

11 14.351 1907 1915 1929 rBV2 2136921 3269294 20.25% 2.990%
12 15.851 2159 2170 2194 rBV 7522076 10783182 66.78% 9.862%
13 17.103 2376 2383 2397 rBV 2562610 3704684 22.94% 3.388%
14 17.992 2528 2534 2545 rBV 382848 592091 3.67% 0.542%
15 19.274 2748 2752 2762 rBV2 113734 179664 1.11% 0.164%

16 19.739 2825 2831 2841 rBV 13865481 16146242 100.00% 14.768%
17 20.997 3041 3045 3055 rBvV 508739 800214 4._.96% 0.732%
18 21.297 3090 3096 3105 rBV 2741724 3561798 22.06% 3.258%
19 22.327 3269 3271 3280 rVB 157224 195969 1.21% 0.179%
20 23.550 3472 3479 3490 rVB2 1547146 3052450 18.91% 2.792%

Sum of corrected areas: 109335932
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
: BM018861.D

: 19 Feb 2019 17:48

: Ju/sd

: K1525-07

: 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM018861.D

5.30 7.24

6.88

8.02
8.87

7.70

4.86
A

.

10.49

0
Time-->

I
7.00 750 8.00 850

350 400 450 5.00 5.50

T T
6.00 6.50

9.00

9.50

T I T
10.00 10.50 11.00 11.50

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM018861.D

12.97
15.85

14.35 17.10

13.82

A
T T

17.99

19.27

1974

Time-->

ok

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM018861.D

21.30
23.55

21.00

22.33

A

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BM021919\
Data File : BM018861.D

Aca On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample : K1525-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 4

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

4._86 4_.36 ng 422780 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 38
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 36
5 Acetic acid, 10,11-dihydroxy-3,7... 298 C17H3004 1000194-28-5 33

Abundance Scan 301 (4.857 min): BM018861.D (-297) (-) m/z 43.00 100.00%
43
59
5000
101
B AR EmEss e S
83 4.60 4.80 5.00 5.20
S ..!|,....,....-,....,....,1.4.7..,....,.1.9.1.,297.. S— m/z 59.10 73.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 500 5.20
m/z 101.10 28.87%
27 ) ) s
miz-> 20 40 60 B0 100 130 140 160 180 200 220 240 250 280
Abundance #248: Guanidine
43 59
460 480 500 520
5000 18 m/z 58.05 18.11%
IIIII""'I""'I""I""I'"'I""I""IIIII I S DA B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B ABESER RS
59 4.60 4.80 5.00 5.20
m/z 41.00 10.35%
5000 41
73 126 142 N S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018861.D

Aca On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample : K1525-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 unknown7.24 Concentration Rank 1

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

7.24 118.70 ng 11521000 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2-Cyclohexen-1-one 96 C6HB80 000930-68-7 10

Abundance Scan 706 (7.239 min): BM018861.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 7.20 7.40 7.60
54 . . .
0 .':,f??.l,'!.l.l.ﬁ..'.,....,....,..1??,.295?. m/z 68.10 51.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A

7.00 7.20 7.40 7.60
m/z 134.00 33.03%

15 28 39 52 83 77 00 104,

" I Al o inl
LA e L B L B L B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 A L EREas me
104 7.00 7.20 7.40 7.60
5000 m/z 66.00 32.63%
31 51 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine Eamma
132 7.00 7.20 7.40 7.60
m/z 69.05 21 .30%
5000
33 44 o 105
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018861.D

Aca On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample : K1525-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.20 ng 592091 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 2534 (17.992 min): BM018861.D (-2528) (-) m/z 73.00 100.00%
78
43
5000
129
97 213 R AR AR BN
US| 143157171185199" | T5p7 256 o, 17.60 17.80 18.00 18.20 18.40
m/z 60.00 73.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
5
5000 29 256 AR U B U BN

17.60 17.80 18.00 18,20 18.40
m/z 43.10 57.74%

21
143157171185, 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73

N B B o B e e
43 5 17.60 17.80 18.00 18.20 18.40
5000 o m/z 57.05 53.06%
29 185 228
115
1 143157171 | 1¢ ‘
A Mgl L L |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid L e B B
43 5o 7 17.60 17.80 18.00 18.20 18.40

m/z 55.05 50.54%

129
5000 29
3 1

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018861.D

Aca On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample : K1525-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.00 4.49 ng 800214 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 93
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83

Abundance Scan 3045 (20.997 min): BM018861.D (-3041) (-) m/z 57.05 100.00%

57
5000 111

20.60 20.80 21.00 21.20 21.40

[139 168 207 252281 326356 415 475

O e o L L D e e e R m/z 83.10 96.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
41 69
97
5000

20.60 20.80 21.00 21.20 21.40
105 m/z 69.10 91.74%
AL 154182 224252

Al
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #53619: Cyclotetradecane
56
RN R e e
83 20.60 20.80 21.00 21.20 21.40
5000 m/z 43.10 82.94%
29 111
196
LR X
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89786: 9-Octadecene, (E)- T T T T T
55 20.60 20.80 21.00 21.20 21.40
83 m/z 97.05 82.42%
5000
111

| 1J4391681962242$2

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021919\
Data File : BM018861.D

Acq On : 19 Feb 2019 17:48

Operator : JU/SJ

Sample - K1525-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119._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... 4.86 4.4 ng 422780 1 7.70 1941140 20.0
unknown? .24 7.24 118.7 ng 11521000 1 7.70 1941140 20.0
n-Hexadecanoic acid 17.99 3.2 ng 592091 4 17.10 3704680 20.0
3-Octadecene, (E)- 21.00 4.5 ng 800214 5 21.30 3561800 20.0
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