LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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:\HPCHEM1I\BNA F\METHODS\8270-BF101015.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 4.994 248 250 257 rBV 280683 335945 14.14% 2.237%
2 5.417 285 287 290 rBV 683403 678295 28.55% 4.516%
3 6.457 376 378 381 rBV2 328712 415266 17.48% 2.765%
4 6.594 388 390 393 rBVY 1381882 1318684 55.50% 8.779%
5 6.834 409 411 413 rBV 277049 325482 13.70% 2.167%

6 6.983 422 424 427 rBV 1288356 1299398 54.68% 8.651%
7 7.406 458 461 463 rBvV 847115 1071543 45.10% 7.134%
8 8.114 521 523 526 rBV 419686 451415 19.00% 3.005%
9 9.200 615 618 620 rBV 2411732 2331518 98.12% 15.522%
10 9.589 650 652 654 rBv 113610 110285 4.64% 0.734%
11 9.875 674 677 679 rBvV 655228 583787 24.57% 3.886%
12 10.298 709 714 716 rBV2 28907 39911 1.68% 0.266%
13 10.618 739 742 743 rVB 21171 28264 1.19% 0.188%
14 10.663 743 746 749 rBV 1335408 1428508 60.12% 9.510%
15 10.778 754 756 758 rVB 26988 34410 1.45% 0.229%
16 11.223 793 795 796 rBV 46574 41274 1.74% 0.275%

17 11.360 805 807 809 rBvV 679053 607682 25.57% 4.046%
18 11.886 851 853 857 rBv2 81095 108827 4._.58% 0.724%
19 12.675 920 922 925 rBV 30131 37684 1.59% 0.251%
20 12.949 943 946 949 rBV 2401391 2376188 100.00% 15.819%

21 13.509 992 995 997 rBV2 26607 40063 1.69% 0.267%
22 13.841 1022 1024 1031 rVB 74438 103537 4_36% 0.689%
23 14.001 1035 1038 1045 rVB 677501 681246 28.67% 4 _535%
24 15.441 1161 1164 1177 rVB 316758 522596 21.99% 3.479%
25 16.104 1219 1222 1227 rVB3 28697 49173 2.07% 0.327%

Sum of corrected areas: 15020981
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/IZ

Sample : G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101015.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: BF082228.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.99 20.64 ng 335945 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 250 (4.994 min): BF082228.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.1 | 4.60 4.80 5.00 5.20 5.40
RS ROY T FRNEERSSSS 5 PSSR MBS S SR HSN m/z 59.10 64.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL I IR R
59.0 460 480 5.00 520 540
m/z 101.10 21.25%
31.0 83.0 93010‘10
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 16.14%
41.0
29.0 101.0
0 50.0 73.0  86.0
LRI SRR SRR SURL LA S SULELL UL S SURLLIL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R e R B
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
57.0
5000
20.0 101.0
oL 0 ‘ 73.0 83.0 A
miz--> 5% % 4 e 7 8 9 100 10| | abo 40 800 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.59 81.03 ng 1318680 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 390 (6.594 min): BF082228.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
o1 sy |0 i oo 5k 6By 7h
e MRS i || N m/z 68.10 42.61%
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
69.0
104.0
5000 ERRAPELAREAS SR R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.62%
0 "I""I""I"'l‘l'l"IH"'I"'ll""l""l""l""l'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.20%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .66%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||

T T e T e T e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3 1,4-Dichlorobenzene-D4 Concentration Rank 2

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

6.98 79.84 ng 1299400 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dichlorobenzene-D4 150 C6D4ClI2 003855-82-1 94
2 1.2-Dichlorobenzene-D4 150 C6D4cClI2 002199-69-1 91
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 38
4 2-Bromo-3"-nitroacetophenone 243 C8H6BrNO3 002227-64-7 14
5 2-Bromo-2T"-nitroacetophenone 243 C8H6BrNO3 006851-99-6 12

Abundance Scan 424 (6.983 min): BF082228.D (-422) (-) o m/z 150.00 100.00%
150.0
5000 115.0
521 78.1
6.60 6.80 7.00 7.20 7.40
38.1
o...,....,....,....-,....;.|!.-.,?.‘?.1,..'.|.i..-.'.,..9..9,9... 2320 | m/z 152.00  64.14%
m/z--> mmmmmmmm%mmmmmmm
Abundance #23063: 1,4-Dichlorobenzene-D4
150.0
5000 115.0
520 78.0 6.60 6.80 7.00 7.20 7.40
' m/z 115.00 44 .48%
140 280900 | 640 | 990 | I
m/z--> bﬁ&b%&%%%m@@mmm@
Abundance
150.0
115.0 6.60 6.80 7.00 7.20 7.40
5000 52.0 78.0 m/z 78.10 27 .89%
38.0
12.0 26.0 66.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22978: 2-Chloro-4,6-difluoro-pyrimidine
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.10 24 .30%
115.0
5000
70.0
31.0 440
o | | 880 1310 |
m/z--> bﬁ&&%&%%%@@@mmm@ 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.
11.89 3.58 ng 108827 Phenanthrene-d10 11.36
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 50
Abundance Scan 853 (11.886 min): BF082228.D (-851) (-) m/z 73.10 100.00%
431 | 731
5000 L
129.1
97.1 157.1 213.2 DA N RN UM UL
1 185.2 256.2 11.60 11.80 12.00 12.20
O e m/z 43.10 94_00%
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 L B BRI SULRN B
umnmnmnm
1200 2560 m/z 60.00 92.20%
. I L0 1490 1710 194,02130 237,07
m/z--> 25 45 ' 80 100 120 150 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
0
5000 1290 m/z 57.10 83.65%
185.0
97.0
0 18.0 157.0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R B
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 55.05 77.20%
5000
129.0 242.0
97.0 ‘ 199.0
o --.-l--‘.‘-‘--”H NI YK - Y-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082228.D

Aca On : 12 Oct 2015 19:12

Operator : UM/I1Z

Sample = G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.04 ng 103537 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 87
Abundance Scan 1024 (13.841 min): BF082228.D (-1022) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 90.68%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000 A RN AR R R

13.60 13.80 14.00 14.20
m/z 43.10 87.26%

ol A AL 0 180 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R B R AR
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 80.16%
29.0 111.0
0 130.0 153.0 182.0 208.0 255.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester R e e
5.0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 73.03%
5000
29.0
o Ll ‘\ \H AL 139.0 1670 2100 2380 2630
e . A B B e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101215\
Data File : BF082228.D

Acq On : 12 Oct 2015 19:12

Operator : UM/1Z

Sample - G3990-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 20.6 ng 335945 1 6.83 325482 20.0
3-Chloro-6-fluoro. .. 6.59 81.0 ng 1318680 1 6.83 325482 20.0
1,4-Dichlorobenze. .. 6.98 79.8 ng 1299400 1 6.83 325482 20.0
n-Hexadecanoic acid 11.89 3.6 ng 108827 4 11.36 607682 20.0
Trichloroacetic a... 13.84 3.0 ng 103537 5 14.00 681246 20.0
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