LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 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:\HPCHEM1\BNA G\METHODS\8270-BG122116.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

5.234 402 408 417 rBvV 226793 383096 4._.32% 1.011%
5.716 484 490 505 rBvV 816905 1501056 16.92% 3.962%
rBv 540534 1079104 12.16% 2.848%
7.708 822 829 841 rBV 1528588 2793284 31.48% 7.372%
8.178 902 909 922 rVB 289793 507385 5.72% 1.339%
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8.501 957 964 975 rBV 1266705 2340423 26.38% 6.177%
9.365 1102 1111 1125 rBV 1135801 2247662 25.33% 5.932%
11.010 1383 1391 1409 rBV 332181 699757 7.89% 1.847%
13.430 1794 1803 1812 rBVY 3051666 4971796 56.03% 13.121%
14.811 2031 2038 2050 rVB 614759 1037706 11.70% 2.739%

=
QO ~NO®

11 16.298 2284 2291 2302 rBV 3082729 4806051 54.16% 12.684%
12 17.555 2499 2505 2515 rBV2 820482 1337691 15.08% 3.530%
13 17.890 2557 2562 2571 rBV2 140628 404717 4_56% 1.068%
14 18.395 2644 2648 2653 rBV6 94255 133676 1.51% 0.353%
15 19.658 2859 2863 2869 rBV7 97549 149399 1.68% 0.394%

16 19.776 2879 2883 2892 rBV 275917 545555 6.15% 1.440%
17 20.134 2939 2944 2950 rBV 6285493 8873007 100.00% 23.417%
18 21.286 3136 3140 3150 rVB3 123858 246554 2.78% 0.651%
19 21.844 3228 3235 3244 rBV 1084403 1906548 21.49% 5.032%
20 25.223 3801 3810 3823 rVB2 626470 1926417 21.71% 5.084%

Sum of corrected areas: 37890884
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample - 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025569.D

7.71
8.50 9.36

212 7.34
5.23 \ 8.18 11.01

0

Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025569.D
20.13

13.43 16.30

21.84

17.56
14.81

21.29

—

| gm0

0
Time-->

13.00 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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG025569.D

25.22

A

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\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.23 15.10 ng 383096 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 23

Abundance Scan 407 (5.228 min): BG025569.D (-402) (-) m/z 43.10 100.00%

43.1
5000

101.1 UL IIIIIIIIIIII T
480 500 520 540 560
ob Ll | 1472 2000 2821 3713042044846 5145 175910 60.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrr[rrrrprrrr [Tt

480 5.00 5.20 540 5.60
m/z 58.05 16.09%

101.0
R e e =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
4.80 5.00 5.20 5.40 5.60
5000 101.0 m/z 101.10 16.03%
0 159.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime e BRaan RE RS B R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.34%
5000
101.0
-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.71 Concentration Rank 1

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

7.71 110.11 ng 2793280 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 829 (7.708 min): BG025569.D (-822) (-) m/z 131.95 100.00%
131.9
68.1
5000
TTTTTT T T T T T T T T
7.40 7.60 7.80 8.00
0 LAl 20752453 3024 3684 4229 < SI12| sz 68.10  56.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R U LN LS LS
69.0 7.40 7.60 7.80 8.00
m/z 66.10 41 _29%
OIII|‘IIIIIII B T L e e I I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
9.0 T Th 7k b
5000 m/z 134.00 35.30%
31.0
R L U UL U L WL A WL B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R A R Rma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 _.96%
5000
33.0
1.7z0l ]
R L L UL U L WL A WL B UL B
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 4 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.89 6.05 ng 404717 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 50
2 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 38
3 Ethanone. 1-(5-ethvl-2-hvdroxv-4... 314 C18H1805 170241-39-1 37
4 Benzothiazole-6-carboxvlic acid 179 C8H5N02S 003622-35-3 33
5 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H2002 006382-07-6 28
Abundance Scan 2562 (17.890 min): BG025569.D (-2557) (-) m/z 179.10 100.00%
179.1
5000 135.1
T e 205 w0 a1 sosoaren | 560 1750 1000 20
e m/z 135.05 46.17%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0
135.0
5000

17.60 17.80 18.00 18.20
m/z 107.00 15.68%

43.0 g7
0..kj,wﬂhlhuﬂ.whIJ,..”,....“...,..”,....,”..
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
179.0
T T
135.0 17.60 17.80 18.00 18.20
5000 m/z 57.10 14.33%
41.0 91.0
Ob e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #156229: Ethanone, 1-(5-ethyl-2-hydroxy-4-methoxyphenyl)-2... B B e e
179.0 17.60 17.80 18.00 18.20

m/z 180.00 12.84%

5000
ol 390 770 1350 | 239.0 314.0
e e e
mz-> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.66 2.23 ng 149399 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2863 (19.658 min): BG025569.D (-2859) (-) m/z 43.10 100.00%

43.1

5000
2842 lll|llll|llll|llll|lll
354.8 402.7 535.1 19.40 19.60 19.80 20.00
0 . m/z 73.05 80.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
3.0
5000 129.0 e e e  RAEEE m

19.40 19.60 19.80 20.00
m/z 57.10 77.53%

185.0 241.0284.0

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
RS REEEE LS
19.40 19.60 19.80 20.00
m/z 55.10 67.98%
5000 129.0
172.0
o IS ¥ O RSN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid A RERRE B L
3.0 19.40 19.60 19.80 20.00
m/z 60.10 64.04%
5000 129.0
29 199.0242.0
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.78 5.72 ng 545555 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-I2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 72
2 Tricvclol3.3.3.0(1.5)lundec-6-en... 223 C14H13N3 118894-71-6 50
3 Malonodinitrile. 2-(3-dimethvlam... 223 C14H13N3 065996-13-6 43
4 Benzenamine. 3-(5-methyl-1H-1.3-... 223 C14H13N3 1000319-43-9 38
5 9-[4-[1,3-Diphenyl-2-imidazolidi... 542 C28H30N804 1000214-46-0 32
Abundance Scan 2884 (19.782 min): BG025569.D (-2879) (-) m/z 223.10 100.00%

228.1
5000 1351
451

| 91.1 19140 1960 19.80 20.00
294.2
I_i i 179.1 355.1 415.0 474.9 519.3 m/z 135.10 49 29%

IIIIIIIIIIIIIIIIIIIIIAIIIIIIIIIIIIIIIIIII
I I | I I | T | T |

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0

5000 RN R K R
19.40 19.60 19.80 20.00

m/z 45.10 23.60%

o

450 g
o 173.0 294.0
ol 4 2022 L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
143.0 223.0
19.40 19.60 19.80 20.00
41.0 m/z 57.10 14.12%
5000 103.0
181.0
o ApLANR ARl e k. L T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80190: Malonodinitrile, 2-(3-dimethylamino-1-phenyl-2-pro... R R mmam e S
223.0 19.40 19.60 19.80 20.00
m/z 224.05 13.23%
42.0
5000
’ 115.0 158.0
0 ﬂ,b.}mw.““”.@ﬂﬂu.. MR MNS
m/z--> 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012117\
Data File : BG025569.D

Aca On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample : 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 7 unknown21.29 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.59 ng 246554 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10H-Phenothiazine. 2-(trifluorom... 267 C13H8F3NS 000092-30-8 46
2 Adamantane-1.3.5.7-tetracarboxvl... 312 C14H1608 100884-80-8 43
3 1.3.4-Thiadiazol-2-amine. 5-(3.4... 267 C11H13N303S 028004-59-3 43
4 Benzimidazole-2-methanol. .alpha... 298 C17H18N203 309724-70-7 40
5 Ethanol, 2-[2-[2-[4-(1,1,3,3-tet... 338 C20H3404 002315-62-0 39
Abundance Scan 3141 (21.292 min): BG025569.D (-3136) (-) m/z 267.15 100.00%
267.1
5000 450
135.1
%Ol 21.00 21.20 21.40 21.60
209.1 . . . .
ok kdad L 207 ] ses 010 asen sagn et e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116258: 10H-Phenothiazine, 2-(trifluoromethyl)-
267.0
5000 UL AR SR DU B
21.00 21.20 21.40 21.60
m/z 135.10 27 .10%
0 MO ueso || |
m/z--> Sb 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
267.0
21,00 21.20 2140 21.60
5000 m/z 133.05 18.35%
450 91.0 o 203.0 312.0
O pr rrm ] T T T T T e T e e
m/z--> Sb 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #116087: 1,3,4-Thiadiazol-2-amine, 5-(3,4,5-trimethoxyphenyl) AR EEREE L
267.0 21.00 21.20 21.40 21.60
m/z 89.05 17 .42%
5000
60.0 224.0
150.0
0 “JFL“]L?ZBLP“]‘Ml L L L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012117\
Data File : BG025569.D

Acq On : 21 Jan 2017 12:03

Operator : UM/SJ

Sample - 11267-04

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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... 5.23 15.1 ng 383096 1 8.18 507385 20.0
unknown7 .71 7.71 110.1 ng 2793280 1 8.18 507385 20.0
1,3-Dioxolane, 2-... 17.89 6.0 ng 404717 4 17.56 1337690 20.0
Octadecanoic acid 19.66 2.2 ng 149399 4 17.56 1337690 20.0
Ethanol, 2-[2-[4-... 19.78 5.7 ng 545555 5 21.84 1906550 20.0
unknown21 .29 21.29 2.6 ng 246554 5 21.84 1906550 20.0
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